In-Silico Drug discovery approach targeting receptor tyrosine
kinase-like orphan receptor 1 for cancer treatment

Onkar Nath?, Archana Singh? and Indrakant K Singh3*
1Jawaharlal Nehru University, SCIS, New Delhi - 110067, INDIA
2Department of Botany, Hans Raj College, University of Delhi, Delhi-110007, INDIA

L3Mol Bio Res Lab, Deshbandhu College, University of Delhi, Kalkaji, New Delhi, 110019, INDIA
*Present Address: Department of Entomology, University of Kentucky, S-225 AG. Science - North, Lexington, KY 40546-0001

)
o
3

i 0.74

>0-10 average score
o
B
o
-
-~
L5

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Residue Number

2 © @ W W @ W W W 20 20 40 20 M X X0 M0 ¥ M
Ramachandran Plot

175 {3
b

150 1-1-- S -

125 .......... el

100

75 ....;....... .........% .........

50 : S . ... : _

8 .

-175 -150 =125 -100 =75 -50 -25 0 25 50 s 100 125 150 175

= Core  Allowed = Generous = Disallowed ® Allowed 4 Glycine X Disallowed

Supplementary Figure S1. (a) 3D-1D average score plot per residue,
(b) Ramachandran plot analysis of I-Tasser model.



Supplimentary Table S1:

Ligand names and corresponding smile notation

Ligand Name Smile

ligand_131 C1C[C@@H](CCI[C@H]1C(=0)Nclccc(cc1)OC)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_53 C1=C(CCN(C1)CC(=0)Nclccc(cc1)0C)clc[nH]c2ccc(cc12)0C

ligand_66 C1(=0)[C@H](SC(=0)N1clccc(cc1)0)CC(=0)Nclcee(c(c1)0)C(=0)0

ligand_42 clec(cc2c3c(CCN(C(=0)CCC(=0)NC[C@@H]4CCCO04)C3)[nH]c12)0C

ligand_43 clcc(cc2c3c(CCN(C(=0)CCC(=0)NC[C@@H]4CCCO4)C3)[nH]c12)0C

ligand_44 C1CN(CCC1clcc([nH]n1)CC(=0)0)clcc(nc(n1)N)N1CCOCC1

ligand_7 N(clcc(nc(N)n1)nlccen1)CCC(=0)NCclcenecl

ligand_4 clcc(cc2clc(cc(=0)02)CC(=0)NCC(=0)NCC(=0)0)0

ligand_49 0(C(=0)Cclc2cccec2c(=0)[nHIn1)Cclc2cec(c(c2oc(=0)c1)C)0

ligand_9 C(cInc(on1)C(=0)NCCCO)Oclccc2c(c1)NC(=0)CC2

ligand_56 C(=0)(NCclccencIN1CCN(CC1)C)Ccleec2c(c1)NC(=0)CO2

ligand 91 C(CC(=0)Nclcce(c(c1)CHOC)CC[C@@H]1[C@H]2[C@@H](CS1(=0)=0)NC(=0)N2
ligand_84 C1C[C@@H](CN(C1)CC(=0)Nc1ccc20C0c2c1)C1=NN=C[C@H]1clcc(C)nol
ligand_92 C(CC(=0)Nclccce(c(c1)CHOC)CC[C@@H]1[C@H]2[C@@H](CS1(=0)=0)NC(=0)N2
ligand_5 clcc(cc2clc(cc(=0)02)CC(=0)NCC(=0)NCC(=0)0)0

ligand_60 clc(nc(s1)NC(=0)C1=CCC(=0)N=C1)CC(=0)Nclccc(cc1)C(=0)N

ligand_73 c12¢(CN(C(=0)c3ccc4c(cc[nH]4)c3)CC1)sc(n2)NC(=0)clencenl

ligand_102 [C@H](C(=0)N1CCC[C@H]1C(=0)NCC(=0)0)(Cclc[nH]cn1)NC(=0)[C@H]1CCC(=0)N1
ligand_36 [C@@H]1(C(=NC(=0)N[C@@H]1clccc(cc1)0)C)C(=0)NNCclcce(ccl10)0
ligand_177 C1C=C(CC2=C1[C@@H](C1=C(N(C=N[C@@H]102)CCN1CCOCC1)N)clccc(cc1)0C)0
ligand_65 C1(=0)[C@H](SC(=0)N1clccc(cc1)0)CC(=0)Nclcee(c(c1)0)C(=0)0

ligand_32 clcc(cc(c1)OC(=0)CC1=[S]C(=0)NC1=0)CC1=[S]C(=0)N=CIN

ligand_25 C1CN(CCN1clcc(=0)[nH]c(N)n1)C[C@@H]1[C@H](c2cc(ccc2N1)0C)C
ligand_132 C(C(=0)NNCclcc(ccc10)N(=0)=0)C(=0)NNCclcc(ccc10)N(=0)=0

ligand_8 C(#N)clenc(nclIN)SCclc2cec(c(c2o0c(=0)c1)C)0

ligand_159 clc(nc(s1)NC(=0)C1=CCC(=0)N=C1)CC(=0)Nclccc(cc1)S(=0)(=0)N

ligand_38 [C@H]1(C(=NC(=0)N[C@H]1clccc(cc1)0)C)C(=0)NNCclcec(cc10)0

ligand_14 C(=0)(N1CCN(CC1)Cclccec(c1)NC(=0)C)clcec(ccl)O

ligand_30 C(#N)clc(cc(nclN)clceec(c1)NC(=0)C)clcec(0)c(c1)0C

ligand_116 clcc2c(cc1C(=0)NCCCOC)[C@H]1CCC[C@H]1[C@@H](N2)clcc(ccc10)N(=0)=0
ligand_18 c1c2CN(CCn2ncl1CNC(=0)N(C)C)clc2c[nH]nc2nc(n1)N

ligand_134 C(C(=0)NNCclcc(ccc10)N(=0)=0)C(=0)NNCclcc(ccc10)N(=0)=0

ligand_79 c1(nc(no1)COclccc2CCC(=0)Nc2c1)C(=0)NCCclccc(ccl)O

ligand_22 C(#CCOclccec(c1)NC(=0)C)CNC(=0)clccc2ec[nH]c2cl

ligand_21 C(#N)C1=C([C@H](C(=0)NC1=0)/C=N/clccc(cc1)S(=0)(=0)CCO)C

ligand_74 c12c(CN(C(=0)c3ccc4c(c3)nc[nH]4)CC1)sc(n2)NC(=0)clcneenl

ligand_86 clcc(cc(c1)OCICCN(CC1)Cclcenccl)C(=0)N[C@H]1CC[C@H](CC1)0

ligand_35 clcc(cc(c1)NC(=0)clcecc(c10)O)NC(=0)clcecc(c10)0

ligand_235 c1(nc(=0)c2c(CN(CC2)Cc2ccc(c(c2)CN2CCN(CC2)C)0)[nH]1)clccencl

ligand_17 c1c2CN(CCn2nc1CNC(=0)N(C)C)clc2c[nH]nc2nc(n1)N

ligand_103 [C@H](C(=0)N1CCC[C@H]1C(=0)NCC(=0)0)(Cclc[nH]cn1)NC(=0)[C@H]1CCC(=0)N1
ligand_24 clcc2e(c(c1)NC(=0)C)CCN(C2)Cclcec(cc1N(=0)=0)C(=0)N

ligand_1 C(#N)/C(=C(\C)/N)/C(=0)COC(=0)clccc2c(c1)NC(=0)CS2

ligand_19

clcc(cccl[C@H](0)CCICCN(CC1)CINC(=0)clccc(=0)[nH]nl




Supplimentary Table S1:

Ligand names and corresponding smile notation

Ligand Name Smile

ligand_193 C(clcsc(n1)NC(=0)[C@@H]1C=CC=NC1=0)C(=0)Nclcc(ccc10C)NC(=0)C
ligand_40 C1=C(CCN(C1)CC(=0)Nclsc(C)nnl)clc[nH]c2ccc(ccl12)0C

ligand_167 clcc(ccc1CNNC(=0)clcec(cc10)O)CNNC(=0)clcec(cc10)0

ligand_109 clcc(c(cc1CC1=[S]C(=NC1=0)N)OCC)OC(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_29 C1CN(CCC1C(=0)Nclenn(c1)CC)Cclec(cccIN(=0)=0)0

ligand_69 C1(=0)[C@@H](SC(=0)N1clccc(cc1)O)CC(=0)Nclccc(cc10)N(=0)=0
ligand_67 C1(=0)[C@H](SC(=0)N1clcccc(c1)0)CC(=0)Nclcee(c(c1)0)C(=0)0
ligand_71 clc(nc(s1)NC(=0)C1=CCC(=0)N=C1)CCC(=0)N1CC[C@@H](CC1)C(=0)N
ligand_26 clcc(ceccl[C@H]J(C)NC(=O)N[C@H](C)CCCO)NC(=0)clccnccl

ligand_285 clc(c(n[nH]1)clcec(cc1)O0C)/C=N/NC(=0)clcc(ccc10)0

ligand_88 S(c1[nH]c(nn1)N/N=C/clcccncl)CCC(=0)Nclcecc(c1)N(=0)=0

ligand_209 clcc(ccc1C(=0)NCCclc[nH]c2cccec12)OCC(=0)Nclccec(c1)0C

ligand_39 clcc(ccc1CC(=0)N1CCC(CC1)O)NC(=0)Nclcec(cc1)0C

ligand_289 c1(c(c(oclclcec(cc1)NC(=0)C)/C=N/N)N(=0)=0)clccc(cc1)NC(=0)C
ligand_45 C(#N)clccec(c1)NC(=0)CN1CC=C(CC1)clc[nH]c2ccc(cc12)0C

ligand_99 C1=CC(=C[C@@H]2C1=CC(=C(NC1=C(CC(=CC1)0C)0C)02)C(=0)Nclccnccl)O
ligand_158 C1C[C@@H](CC[C@H]1C(=0)Nclsc(nn1)CC)CNC1=C(C(=0)C1=0)N1CCCCC1
ligand_54 C1=C(CCN(C1)CC(=0)Nclcccec(c1)0C)clc[nH]c2ccc(cc12)0C

ligand_28 C1CN(CCC1C(=0)Nclenn(c1)CC)Cclec(cccIN(=0)=0)0

ligand_23 clcc(cccl/C(=N\NC(=0)c1[nH]cnn1)/C)/N=C/clccc(cc10)0

ligand_239 clcc(ccc1CNNC(=0)Cnlc(=S)[nH]c(C)n1)OC(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_6 c1(nc(no1)COclccec(c1)NC(=0)C)C(=0)NCCCO

ligand_16 C(#N)clenc(nc1N)SCclc2cc(c(cc2oc(=0)c1)0)CC

ligand_61 clcc(ccc1CC(=0)N1CCC(CC1)O)NC(=0)Nclccc20C0c2cl

ligand_139 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclcec(cc1)OC

ligand_70 C(C#CCOclccec(c1)NC(=0)CINC(=0)C(=0)clc2ccccc2[nH]c1C

ligand_217 clcc(cccl[C@H]IN(C(=0)CS1)clcec(cc1)0)0C(=0)C[C@H]1C(=0)NC(=0)S1
ligand_15 C(#N)clenc(nclN)SCclc2cec(c(cc2oc(=0)c1)0)CC

ligand_262 c1(nnc(s1)NC(=0)clccc(cc1)OC)CC(=0)NNCclcec(0)c(c1)O0

ligand_297 C1CN(CCClclc[nH]c2ccc(cc12)0C)S(=0)(=0)clcec(cc1)NC(=0)N
ligand_291 clcc(c(c2c1C(=0)/C(=C/clcec(cc1)N(=0)=0)/02)CN1CCN(CC1)CCO)O
ligand_197 C(clcsc(n1)NC(=0)C1=CCC(=0)N=C1)C(=0)Nclcc(ccc10C)NC(=0)C
ligand_195 C(clcsc(n1)NC(=0)[C@@H]1C=CC=NC1=0)C(=0)Nclcc(ccc10C)NC(=0)C
ligand_173 C(C(=0)Nclccc(cc1)OC(F)(F)F)CCC[C@@H]1[C@H]2[C@@H](CS1(=0)=0)NC(=0)N2
ligand_154 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclceec(c1)OC

ligand_50 clcc(cc2c3c(CCN(C(=0)CCC(=0)NCc4ccenc4)C3)[nH]c12)0C

ligand_133 C(C(=0)NNCclcc(ccc10)N(=0)=0)C(=0)NNCclcc(ccc10)N(=0)=0

ligand_82 clcc(ccc1C(=0)Nclcenccl)NS(=0)(=0)clcecc2e(cl)[nH]c(=0)[nH]2
ligand_124 C(=0)(N1CCC[C@@H](C1)clccc(cn1)Nclencen1)CCclc[nH]c2cccecl 2
ligand_130 C1C[C@@H](CC[C@H]1C(=0)Nclccc(cc1)OC)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_48 C1=C(CCN(C(=0)Nc2ccc(cc2C)0C)C1)clc[nH]c2ccc(cc12)0C

ligand_13 clec(c(c2clc(cc(=0)02)CC(=0)NCC(=0)NCC(=0)0)C)0

ligand_80 clec(ccclC(=0)N1CC[C@H](CC1)C(=0)N)NC(=0)N[C@H]1CCS(=0)(=0)C1

ligand_81

clcc(cec1C(=0)N1CC[C@H](CC1)C(=0)N)NC(=0)N[C@H]1CCS(=0)(=0)C1




Supplimentary Table S1:

Ligand names and corresponding smile notation

Ligand Name Smile

ligand_249 c1(nnc(s1)NC(=0)clccc(cc1)OC)CC(=0)NNCclccee(c1)O

ligand_166 clcc(ccc1CNNC(=0)clcec(cc10)O)CNNC(=0)clcec(cc10)0

ligand_55 C1=C(CCN(C1)CC(=0)Nclcccc(c1)0C)clc[nH]c2ccc(cc12)0C

ligand_75 clcc(c(ccl/C=C\1/C(=0)N=C(S1)N)OC)OC(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_108 clcc(c(cc1CC1=[S]C(=NC1=0)N)OCC)OC(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_148 C(#N)clc(N)oc2c(c(C)nn2)clclcec(cc1)OCC(=0)Nclceec(c1)0C

ligand_12 clcc(c(c2clc(cc(=0)02)CC(=0)NCC(=0)NCC(=0)0)C)0

ligand_113 clcc(cc(c1)S(=0)(=0)N1CCN(CC1)CCINC(=0)Cnlccc(=0)[nH]c1=0

ligand_59 clcc(ccc1C(=0)N1CCC(CC1)0)OC1ICCN(CC1)Cclcecenl

ligand_243 C(CC(=0)NNCclccc(cc1)0)CC(=0)NNCclcec(ccl)O

ligand_215 clcc(cccl[C@@H]1N(C(=0)CS1)clcec(cc1)0)OC(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_72 c12c(CN(C(=0)c3ccc4cc[nH]c4c3)CC1)sc(n2)NC(=0)clcncenl

ligand_155 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclceec(c1)OC

ligand_111 c12c(CN(C(=0)c3cce(cc3)NC(=0)C)CC1)sc(n2)NC(=0)clcncenl

ligand_106 [C@H](C(=0)N1CCC[C@H]1C(=0)NCC(=0)0)(Cclc[nH]cn1)NC(=0)[C@H]1CCC(=0)N1
ligand_181 clcc(cc2c1C(=0)NC[C@]1(CCC(=0)N(CC1)CC(=0)NCclccnccl)02)0C

ligand_182 C(=0)(N1CCC(CC1)C(=0)clccc2c(c1)NC(=0)CO2)clcec(o1)CN1CCCCL

ligand_214 clec(cecl[C@@H]IN(C(=0)CS1)clcec(cc1)0)0C(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_96 C1=CC(=C[C@@H]2C1=CC(=C(Nclccc(c(c1)0C)0C)02)C(=0)Nclccnccl)O
ligand_57 clcc(ccc1C(=0)N1CCC(CC1)0)OCICCN(CC1)Cclcccenl

ligand_78 c1(nc(no1)COclccc2CCC(=0)Nc2c1)C(=0)NCCclccc(ccl)O

ligand_52 clcc(cc2c3c(CCN(C(=0)CCC(=0)NCc4ccenc4)C3)[nH]c12)0C

ligand_95 C1=CC(=C[C@@H]2C1=CC(=C(Nclccc(c(c1)0C)0C)02)C(=0)Nclccnccl)O
ligand_141 C(#N)clc(N)oc2c(c(C)nn2)clclcee(cc1)OCC(=0)Nclcec(cc1)0C

ligand_187 clcc(cccINC(=0)N1CCC[C@@H](C1)C(=0)NCCINC(=0)Nclccc(cc1)0C
ligand_231 C1C[C@@H](CC[C@H]1C(=0)Nclsc(nn1)CC)CNC1=C(C(=0)C1=0)N1CC[C@H](CC1)C
ligand_275 C(#N)clccc(cc1)OCC(=0)N1CCC(CC1)C(=0)Nclcec(cc1)S(=0)(=0)N

ligand_272 clec(cc2clc(cc(=0)o2)clcec(cc1)0C)OCC(=0)Nclcec2e(cc[nH]2)cl

ligand_191 CI1C[C@@H](CCI[C@H]1C(=0)Nclccc(cc1)OC)CNC1=C(C(=0)C1=0)N1CC[C@H](CC1)C
ligand_107 [C@H](C(=0)N1CCC[C@H]1C(=0)NCC(=0)0)(Cclc[nH]cn1)NC(=0)[C@H]1CCC(=0)N1
ligand_246 clcc(ccc1C(=0)NNCclcec(cc1)O)NNCclecec(ccl)O

ligand_255 C1CN(CCC1C(=0)NNCclccc(cc1)0)CC(=0)NNCclcee(ccl)O

ligand_149 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclceec(c1)OC

ligand_117 clcc2c(cc1C(=0)NCCCOC)[C@H]1CCC[C@@H]1[C@@H](N2)clcc(ccc10)N(=0)=0
ligand_143 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclcec(cc1)OC

ligand_101 clcc(c(cc1CNNC(=0)clcencc1)COclcec(cc1)NC(=0)C)0C

ligand_286 c1(nc2c(c(=0)[nH]1)CCN(C(=0)[C@@H](N)Cclccc(cc1)0)C2)clcenccl
ligand_100 clcc(c(cc1CNNC(=0)clcencc1)COclcec(cc1)NC(=0)C)0C

ligand_150 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclceec(c1)OC

ligand_10 C(cInc(on1)C(=0)NCCCO)Oclccc2c(c1)NC(=0)CC2

ligand_225 C(=0)(N1CC[C@@]2(CCCN(C2)Cc2cc(ccc2F)0C)C1)CLnlccc(=0)[nH]c1=0
ligand_68 C1(=0)[C@H](SC(=0)N1clccec(c1)0)CC(=0)Nclcec(c(c1)0)C(=0)0

ligand_137 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclcec(cc1)OC

ligand_2

C(#N)CC(=0)NNCclccc(c(c1)N(=0)=0)N1CCN(CC1)C




Supplimentary Table S1:

Ligand names and corresponding smile notation

Ligand Name Smile

ligand_27 c1[nH]c2c(CN(C(=0)COc3cccc(c3)NC(=0)CC)[C@H](C2)C(=0)0)n1l
ligand_279 C(C(=0)NNCclccec(c1)0)CC(=0)NNCclccee(c1)0

ligand_123 C(=0)(N1CCC[C@H](C1)clccc(cn1)Ncleneen1)CCclc[nH]c2cceccl2

ligand_3 clcc(cc2clc(cc(=0)02)CC(=0)NCC(=0)NCC(=0)0)O

ligand_252 clcc(oc1C(=0)N/N=C(\C)/clccc(cc1)0)C(=0)N/N=C(\C)/clccc(ccl)O
ligand_128 c12c(CN(C(=0)CCn3ccc(=0)[nH]c3=0)CC1)sc(n2)NC(=0)clcncenl
ligand_125 C(=0)(N1CCC[C@H](C1)clccc(cn1)Ncleneen1)CCclc[nH]c2cceccl2
ligand_41 clcc(cc2c3c(CCN(C(=0)CCC(=0)NC[C@H]4CCCO4)C3)[nH]c12)0C
ligand_256 C1CN(CCC1C(=0)NNCclccc(cc1)O)CC(=0)NNCclcec(ccl)O

ligand_206 CI1C[C@@H](CC[C@H]1C(=0)Nclccc(cc1)OCC)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_207 CI1C[C@@H](CC][C@H]1C(=0)NCclccccc10C)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_183 C(=0)(NCCc1c2cc(ccc2[nH]c1)OC)[C@H]1CCN(CC1)[C@H]1Nc2cccnc2S1
ligand_299 C(#N)clccc(cc1)S(=0)(=0)N1CCN(CC1)Cclcec(ccIN(=0)=0)C(=0)N
ligand_162 clcc(ccc1CNNC(=0)clcec(cc10)O)CNNC(=0)clcec(cc10)0

ligand_198 C(clcsc(n1)NC(=0)C1=CCC(=0)N=C1)C(=0)Nclcc(ccc10C)NC(=0)C
ligand_233 c1(nc(=0)c2c(CN(CC2)Cc2ccc(c(c2)CN2CCN(CC2)C)0)[nH]1)clcenecl
ligand_47 [C@@H]12C(=NCN(C2)CCCOc2cccc(c2)NC(=0)C)N(C(=0)N(C1=0)C)C
ligand_244 clcc(cc(c1)NNCcleee(cc1)O)C(=0)NNCclceec(ccl)O

ligand_259 C1CN(CCC1C(=0)NNCclccc(cc1)O)CC(=0)NNCclcec(ccl)O

ligand_216 clec(ceccl[C@H]IN(C(=0)CS1)clcec(cc1)0)OC(=0)C[C@H]1C(=0)NC(=0)S1
ligand_126 C(=0)(N1CCC[C@@H](C1)clccc(cn1)Nclencen1)CCclc[nH]c2cccecl 2
ligand_104 [C@@H](C(=0)N1CCC[C@H]1C(=0)NCC(=0)0)(Cclc[nH]cn1)NC(=0)[C@H]1CCC(=0)N1
ligand_105 [C@@H](C(=0)N1CCC[C@H]1C(=0)NCC(=0)0)(Cclc[nH]cn1)NC(=0)[C@H]1CCC(=0)N1
ligand_169 C(CCC(=0)Nclccec(c1)NC(=0)CINC(=0)N1CC[C@H]2c3ccccc3AN[C@H]2C1
ligand_122 C(=0)(N1CCC[C@@H](C1)clccc(cn1)Nclencen1)CCclc[nH]c2cccecl 2
ligand_114 clcc(cc(c1)S(=0)(=0)N1CCN(CC1)CCINC(=0)Cnlccc(=0)[nH]c1=0
ligand_223 clc(cc(cc1C(=0)Nclcec(cc1)0)N1C(=0)CCC1=0)C(=0)Nclcec(ccl)O
ligand_250 c1(nnc(s1)NC(=0)clccc(cc1)OC)CC(=0)NNCclcec(ccl)0

ligand_51 clcc(cc2c3c(CCN(C(=0)CCC(=0)NCc4ccenc4)C3)[nH]c12)0C

ligand_138 C(#N)clc(N)oc2c(c(C)nn2)clclcec(cc1)OCC(=0)Nclcee(cc1)0C

ligand_236 clcc(ccc1CNNC(=0)Cnlc(=S)[nH]c(C)n1)OC(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_120 clcc(cccINC(=0)N1CCC[C@@H](C1)C(=0)NC)NC(=0)Nclcec(cc1)0C
ligand_121 c1(c(non1)C(=0)NNCclccc(cc10)0)C(=0)NNCclccc(cc10)O

ligand_119 C(C(=0)Nclccc2[nH]c(=0)[nH]c2c1)OC(=0)clccc(c(c1)S(=0)(=0)N)Cl
ligand_298 C1CN(CCC1clc[nH]c2cce(cc12)0C)S(=0)(=0)clccc(cc1)NC(=0)N

ligand_144 C(#N)clc(N)oc2c(c(C)nn2)clclcec(cc1)OCC(=0)Nclcec(cc1)0C

ligand_161 clcc(ccc1CNNC(=0)clcec(cc10)O)CNNC(=0)clcec(cc10)0

ligand_226 CI1C[C@@H](CC[C@H]1C(=0)Nclccc(cc1)O)CNS(=0)(=0)clecc(cc1)NC(=0)C
ligand_170 C(CCCNC(=0)N[C@H]1CCS(=0)(=0)C1)CCNC(=0)N[C@H]1CCS(=0)(=0)C1
ligand_280 C1CN(CCC1C(=0)NNCclccc(cc1)0)CC(=0)NNCclcee(ccl)O

ligand_37 [C@H]1(C(=NC(=0)N[C@H]1clccc(cc1)0)C)C(=0)NNCclcec(cc10)0
ligand_188 clcc(cccINC(=0)N1CCC[C@@H](C1)C(=0)NCC)NC(=0)Nclcec(cc1)0C
ligand_31 C(#N)clc(cc(nclN)clceec(c1)NC(=0)C)clcec(0)c(c1)0C

ligand_90 clcc(ccc1CC(=0)N1CCC(CC1)O)NC(=0)Nclcec(cc(c1)0C)0C




Supplimentary Table S1:

Ligand names and corresponding smile notation

Ligand Name Smile

ligand_266 clc(c(C)nc(c1C(=0)NNCclcec(cc1)0)C)C(=0)NNCclcec(ccl)O

ligand_160 clcc(ccc1CNNC(=0)clcec(cc10)O)CNNC(=0)clcec(cc10)0

ligand_185 clcc(ccc1C(=0)NCCN1CCOCC1)N1CCC(CC1)NCCclcenccl

ligand 213 clcc(ceccl[C@H]IN(C(=0)CS1)clcec(cc1)0)0C(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_63 clcc(ccc1CC(=0)N1CCC(CC1)O)NC(=0)Nclcec(cc1)OCC

ligand_64 C1=C(CCN(C1)CC(=0)NclccenclCl)clc[nH]c2cec(ccl12)0C

ligand_151 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclceec(c1)OC

ligand_210 clcc(ccc1C(=0)NCCclc[nH]c2cccec12)OCC(=0)Nclccec(c1)0C

ligand_145 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclcec(cc1)OC

ligand_83 clcc(ccc1C(=0)Nclcenccl)NS(=0)(=0)clcecc2e(cl)[nH]c(=0)[nH]2

ligand_175 clec(cc2cl[C@H](C1=C(N(C=N[C@H]102)CCN1CCOCC1)N)clccc(cc1)OC)0
ligand_240 clcc(cc(c1)S(=0)(=0)N1CC(=0)NCC1INCC(=0)Nclcec(ccl)C(=0)N
ligand_146 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclceec(c1)OC

ligand_245 clcc(ccc1C(=0)NNCclcec(cc1)O)NNCclcece(ccl)O

ligand_110 C(=0)(NCCclc[nH]c2ccc(cc12)0C)CCC(=0)Nclccc2[nH]c(=0)[nH]c2n1
ligand_267 clc(c(C)nc(c1C(=0)NNCclcec(cc1)0)C)C(=0)NNCclcec(ccl)O

ligand_98 C1=CC(=C[C@@H]2C1=CC(=C(Nclccc(cc10C)0C)02)C(=0)Nclccnecl)O
ligand_196 C(clcsc(n1)NC(=0)[C@H]1C=CC=NC1=0)C(=0)Nclcc(ccc10C)NC(=0)C
ligand_228 C1C[C@@H](CC[C@H]1C(=0)Nclccec(c1)O0)CNS(=0)(=0)clecc(cc1)NC(=0)C
ligand 211 clcc(ceccl[C@H]IN(C(=0)CS1)clcec(cc1)0)0C(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_261 c1(nnc(s1)NC(=0)clccc(cc1)OC)CC(=0)NNCclcec(0)c(c1)0

ligand_178 N(C(=0)NCC(=0)Nclcccc2clnsn2)[C@H](C(=0)0)Cclc[nH]c2ccececl2
ligand_168 clcc(cc2c3c(CCN(C(=0)CCC(=0)Nc4ccec(c4)NC(=0)C)C3)[nH]c12)0C
ligand_93 clcc(ccc1C(=0)Nclscnn1)NS(=0)(=0)clccc2c(cl)[nH]c(=0)[nH]2

ligand_77 clcc(cc2c3c(CCN(C(=0)CCC(=0)Nc4ccccc40C)C3)[nH]c12)0C

ligand_278 C(#N)clcce(cc1)OCC(=0)N1CCC(CC1)C(=0)Nclcec(ccl)S(=0)(=0)N
ligand_174 clcc(ccc1Nclec(ne(n1)C)N1CCOCC1)NC(=0)Nclcececc10C

ligand_165 clcc(ccc1CNNC(=0)clcec(cc10)O)CNNC(=0)clcec(cc10)0

ligand_11 clcc(c(c2clc(cc(=0)02)CC(=0)NCC(=0)NCC(=0)0)C)O

ligand_163 clcc(ccc1CNNC(=0)clcec(cc10)O)CNNC(=0)clcec(cc10)0

ligand_194 C(clcsc(n1)NC(=0)[C@@H]1C=CC=NC1=0)C(=0)Nclcc(ccc10C)NC(=0)C
ligand_251 clcc(oc1C(=0)N/N=C(\C)/clccc(cc1)0)C(=0)N/N=C(\C)/clccc(ccl)O
ligand_180 clec(cc2c1C(=0)NC[C@@]1(CCC(=0)N(CC1)CC(=0)NCclcecnec1)02)0C
ligand_115 clcc2c(cc1C(=0)NCCCOC)[C@H]1CCC[C@H]1[C@H](N2)clcc(ccc10)N(=0)=0
ligand_295 C(=0)(Nclcc(cec1C(=0)0)C(=0)0)C[C@@H]1C(=0)N(C(=0)S1)clcccc(c1)0
ligand_212 clcc(ceccl[C@H]IN(C(=0)CS1)clcec(cc1)0)0C(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_192 clcc(ccc1C(=0)NCCN1CCC[C@H](C1)0)OC1CCN(CC1)Cclcccenl

ligand_230 clcc(ccc1CC(=0)NCclecec(c1)OC)NC1=N[C@@H]2CS(=0)(=0)C[C@@H]2S1
ligand_20 clec(cecl[C@@H](0)CC1CCN(CC1)CINC(=0)clccc(=0)[nH]n1l

ligand 221 clec(cecl[C@@H]IN(C(=0)CS1)clcec(cc1)0)0C(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_142 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclcec(cc1)OC

ligand_205 CI1C[C@@H](CC[C@H]1C(=0)Nclccc(cc1)OCC)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_58 clcc(ccc1C(=0)N1CCC(CC1)0)OC1ICCN(CC1)Cclcecenl

ligand_292 clce(c(c2c1C(=0)/C(=C/clccc(cc1)N(=0)=0)/02)CN1CCN(CC1)CCO)0




Supplimentary Table S1:

Ligand names and corresponding smile notation

Ligand Name Smile

ligand_234 c1(nc(=0)c2c(CN(CC2)Cc2ccc(c(c2)CN2CCN(CC2)C)0)[nH]1)clccencl
ligand_274 C(#N)clcce(cc1)OCC(=0)N1CCC(CC1)C(=0)Nclcec(ccl)S(=0)(=0)N
ligand_283 clc(c(C)nc(c1C(=0)NNCclcec(cc1)0)C)C(=0)NNCclccc(ccl)O

ligand_186 C(=0)(N1CCN(CC1)clcc(ncnl)Nclcccenl)cleec(ccl1)S(=0)(=0)N

ligand_254 C1CN(CCC1C(=0)NNCclccc(cc1)O)CC(=0)NNCclcec(ccl)O

ligand_268 clc(c(C)nc(c1C(=0)NNCclcec(cc1)0)C)C(=0)NNCclcec(ccl)O

ligand_199 [C@@H](clccc(cc1)OC)(clc[nH]c2cccec12)CNC(=0)clcec2c(c1)NC(=0)CO2
ligand_87 clec(ceccl[C@@H]1[C@H](N(C(=0)C01)C1CCOCC1)CO)NC(=0)clccencl
ligand_294 C(=0)(Nclcc(cec1C(=0)0)C(=0)0)C[C@@H]1C(=0)N(C(=0)S1)clcccc(c1)0
ligand_282 clc(c(C)nc(c1C(=0)NNCclcec(cc1)0)C)C(=0)NNCclcec(ccl)O

ligand_260 c1(nnc(s1)NC(=0)clccc(cc1)OC)CC(=0)NNCclcec(cc10)0

ligand_46 C(#N)clccee(c1)NC(=0)CN1CC=C(CC1)clc[nH]c2ccc(cc12)0C

ligand_284 clc(c(C)nc(c1C(=0)NNCclcec(cc1)0)C)C(=0)NNCclcec(ccl)O

ligand_264 clc(c(C)nc(c1C(=0)NNCclcec(cc1)0)C)C(=0)NNCclcec(ccl)O

ligand_281 C1CN(CCC1C(=0)NNCclccc(cc1)O)CC(=0)NNCclcec(ccl)O

ligand_171 C(CCCNC(=0)N[C@H]1CCS(=0)(=0)C1)CCNC(=0)N[C@H]1CCS(=0)(=0)C1
ligand_129 CI1C[C@@H](CCI[C@H]1C(=0)Nclccc(cc1)OC)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_208 CI1C[C@@H](CC[C@H]1C(=0)NCclccccc10C)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_152 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclceec(c1)OC

ligand_157 clcc(cc(c1)S(=0)(=0)N1CC(=0)NCC1)NCC(=0)Nclcec(cc1)OCC

ligand_290 clcc(c(c2c1C(=0)/C(=C/clcec(cc1)N(=0)=0)/02)CN1CCN(CC1)CCO)O
ligand_224 clcc(oc1C(=0)Nclceec(c1)NC(=0)C1CC1)COclcec2c(c1)CCC(=0)N2
ligand_189 CI1C[C@@H](CCI[C@H]1C(=0)Nclccec(c1)C(=0)C)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_258 C1CN(CCC1C(=0)NNCclccc(cc1)0)CC(=0)NNCclcee(ccl)O

ligand_276 C(#N)clccc(cc1)OCC(=0)N1CCC(CC1)C(=0)Nclcec(cc1)S(=0)(=0)N
ligand_253 clcc(oc1C(=0)N/N=C(\C)/clccc(cc1)0)C(=0)N/N=C(\C)/clccc(ccl)O
ligand_269 clc(c(C)nc(c1C(=0)NNCclcec(cc1)0)C)C(=0)NNCclcec(ccl)O

ligand_33 clnc(c2c3c(CNCC3)sc2n1)N1CCC[C@H](C1)C(=0)NCCCO

ligand_34 clcc(cecl/C=C\1/C(=0)N=C(S1)N)OC(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_287 c1(nc2c(c(=0)[nH]1)CCN(C(=0)[C@@H](N)Cclccc(cc1)0)C2)clcenccl
ligand_112 c12¢(CN(C(=0)c3ccc(cc3)NC(=0)C)CC1)sc(n2)NC(=0)clencenl

ligand_220 clec(ceccl[C@@H]IN(C(=0)CS1)clcec(cc1)0)0C(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_229 C1C[C@@H](CC[C@H]1C(=0)Nclccec(c1)O0)CNS(=0)(=0)clecc(cc1)NC(=0)C
ligand_300 C(#N)clcce(cc1)S(=0)(=0)N1CCN(CC1)Cclcec(cc1N(=0)=0)C(=0)N
ligand_97 C1=CC(=C[C@@H]2C1=CC(=C(Nclccc(c(c1)0C)0C)02)C(=0)Nclccnccl)O
ligand_156 C(#N)clc(N)oc2c(c(C)nn2)clclcec(cc1)OCC(=0)Nclccec(c1)0C

ligand_135 C1CN(CCN1CC(=0)NC[C@@H]1CCCO1)[C@H](c1lc[nH]c2ccc(cc12)0C)C(=0)0
ligand_202 CI1C[C@@H](CC[C@H]1C(=0)Nclccc(cc1)OCC)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_247 clcc(ccc1C(=0)NNCclcec(cc1)O)NNCclecec(ccl)O

ligand_204 CI1C[C@@H](CC[C@H]1C(=0)Nclccc(cc1)OCC)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_153 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclceec(c1)OC

ligand_164 clcc(ccc1CNNC(=0)clcec(cc10)O)CNNC(=0)clcec(cc10)0

ligand_179 C(#N)[C@H]1C(=C(C(=0)NC1=0)/C=N/clccc(cc1)S(=0)(=0)Nclccc(cc1)0C)C

ligand_238

clcc(ccc1CNNC(=0)Cnlc(=S)[nH]c(C)n1)0C(=0)C[C@@H]1C(=0)NC(=0)S1




Supplimentary Table S1:

Ligand names and corresponding smile notation

Ligand Name Smile

ligand_277 C(#N)clccc(cc1)OCC(=0)N1CCC(CC1)C(=0)Nclcec(cc1)S(=0)(=0)N
ligand_222 clec(ceccl[C@@H]IN(C(=0)CS1)clcec(cc1)0)OC(=0)C[C@H]1C(=0)NC(=0)S1
ligand_241 clcc(cc(c1)S(=0)(=0)N1CC(=0)NCC1)NCC(=0)Nclccc(ccl)C(=0)N

ligand_242 C(CC(=0)NNCclccc(cc1)0)CC(=0)NNCclcec(ccl)O

ligand_184 C(=0)(NCCclc2cc(ccc2[nH]c1)OC)[C@H]1CCN(CC1)[C@H]1NcZ2ccenc2S1
ligand_296 C(=0)(Nclcc(ccclC(=0)0)C(=0)0)C[C@H]1C(=0)N(C(=0)S1)clccc(cc1)0
ligand_127 C(=0)(N1CCC[C@@H](C1)clccc(cn1)Nclencen1)CCclc[nH]c2cccecl 2
ligand_270 clc(c(C)nc(c1C(=0)NNCclcec(cc1)0)C)C(=0)NNCclcec(ccl)O

ligand_172 C(C(=0)Nclccc(cc1)OC(F)(FF)CCCIC@@H]1[C@H]2[C@@H](CS1(=0)=0)NC(=0)N2
ligand_273 clcc(cc2clc(cc(=0)o2)clcec(cc1)0C)OCC(=0)Nclcec2e(cc[nH]2)cl

ligand_136 C1CN(CCN1CC(=0)NC[C@H]1CCCO1)[C@H](clc[nH]c2ccc(cc12)0C)C(=0)0
ligand 271 C1=NN=C([C@@H]1CN1CC[C@@H](CC1)N1CCC[C@@H](C1)CO)clccc2cc(ccc2c1)0C
ligand_257 C1CN(CCC1C(=0)NNCclccc(cc1)O)CC(=0)NNCclcec(ccl)O

ligand_263 c1(nnc(s1)NC(=0)clcec(cc1)OC)CC(=0)NNCclcec(0)c(c1)0

ligand_293 clcc(c(c2c1C(=0)/C(=C/clcccc(c1)N(=0)=0)/02)CN1CCN(CC1)CCO)O
ligand_265 clc(c(C)nc(c1C(=0)NNCclcec(cc1)0)C)C(=0)NNCclcec(ccl)O

ligand_237 clcc(ccc1CNNC(=0)Cnlc(=S)[nH]c(C)n1)OC(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_203 CI1C[C@@H](CC[C@H]1C(=0)Nclccc(cc1)OCC)CNC1=C(C(=0)C1=0)N1CCOCC1
ligand_201 [C@@H](clccc(cc1)OC)(clc2eccec2[nH]c1)CNC(=0)clcecc2c(c1)NC(=0)CO2
ligand_200 [C@H](c1cce(cc1)0C)(clc2eccec2[nH]c1)CNC(=0)clccc2c(c1)NC(=0)CO2
ligand_140 C(#N)clc(N)oc2c(c(C)nn2)clclccc(cc1)OCC(=0)Nclcec(cc1)OC

ligand_227 CI1C[C@@H](CC[C@H]1C(=0)Nclccc(cc1)O)CNS(=0)(=0)clecc(cc1)NC(=0)C
ligand_89 clcc(ccc1CNNC(=0)clccccc10)0C(=0)C[C@@H]1C(=0)NC(=0)S1

ligand_288 clc(c(nc2c1CN(C(=0)clcec(cc1)COC)CC2)N)C(=0)N1CCOCCL

ligand_232 c1(nc(=0)c2c(CN(CC2)Cc2ccc(c(c2)CN2CCN(CC2)C)0)[nH]1)clccencl
ligand_147 C(#N)clc(N)oc2c(c(C)nn2)clclcec(cc1)OCC(=0)Nclceec(c1)0C

ligand_118 c1[nH]c(c(n1)C(=0)NNCclccc(c(c1)0)0)C(=0)NNCclccc(0)c(c1)0

ligand_76 clcc(cc2c3c(CCN(C(=0)CCC(=0)Nc4cccec40C)C3)[nH]c12)0C

ligand_218 clcc(cccl[C@H]IN(C(=0)CS1)clcec(cc1)0)0C(=0)C[C@@H]1C(=0)NC(=0)S1
ligand 219 clcc(ceccl[C@H]IN(C(=0)CS1)clcec(cc1)0)0C(=0)C[C@@H]1C(=0)NC(=0)S1
ligand_94 C1=CC(=C[C@@H]2C1=CC(=C(NC1=C(CC=C(C1)0C)0C)02)C(=0)Nclccnccl)O
ligand_176 clec(cc2cl[C@H](C1=C(N(C=N[C@H]102)CCN1CCOCC1)N)clccc(cc1)0C)0
ligand_62 clcc(ccc1CC(=0)N1CCC(CC1)O)NC(=0)Nclcecc20C0c2cl

ligand_190 C1C[C@@H](CC[C@H]1C(=0)Nclccc(cc1)OCC)CNC1=C(C(=0)C1=0)N1CCCCC1
ligand_248 clcc(ccc1C(=0)NNCclcecec(c1)O)NNCclecee(c1)O

ligand_85

C1C[C@H](CN(C1)CC(=0)Nc1ccc20C0c2¢1)C1=NN=C[C@@H]1clcc(C)nol




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

7INC18249417 | 4.49 12.17 -11.64 0 6 0 516.347 2 Cclccec(c1)[C@@H]2[C@@H]3[C@@H] (C(=0)N(C3=0)c4ccc(cc4)Br)C5(02)C(=0)cbeccec6C5=0
ZINC20031600 | 2.96 5.41 -8.05 2 4 0 326.581 3 clcc(ce(c1)CNNC(=0)c2cc(cnc2) Br

ZINC09365179 3.58 0.63 -15.11 1 3 0 276.339 3 Cclcenc(c1)NC(=0)Cc2cccc3c2cccc3

ZINC19166762 291 9.65 -35.59 1 4 1 289.399 6 CC(=0)0[C@@H](CCN1CC2CC[NH+]1CC2)c3cccec3

ZINC01700294 | 4.13 4.41 3148 1 2 1 279.407 5 C[C@@H](C[NH+](C)C)C(C#N)(clcccecl)c2eecec2

7INC12378847 | 2.77 6.66 11.95 2 7 0 376482 6 C/C(=N\N=C/1\NC(=0)[C@@H](S1)CC(=0)Nc2ccecc20C)/C(C)(C)C
7INC12378847 | 2.77 6.69 1116 2 7 0 376.482 6 C/C(=N\N=C\1/NC(=0)[C@@H](S1)CC(=0)Nc2ccccc20C)/C(C)(C)C
ZINC03901268 2.67 5.71 -12.19 1 5 0 292.36 6 Cclce(=0)[nH]c(n1)SCCOc2ccccc20C

ZINC03901268 3.13 3.72 -52.28 0 5 -1 291.352 6 Cclce(ne(n1)SCCOc2ccccc20C)[0-]

ZINC19799526 1.71 8.15 -51.18 1 5 1 303.382 4 CCOclcec(cc1)N2C(=0)C[C@@H](C2=0)[NH+]3CCCCC3

ZINC19799526 171 5.89 -10.19 0 5 0 302.374 4 CCOclcec(cc1)N2C(=0)C[C@@H](C2=0)N3CCCCC3

ZINC00982962 1.92 -3.52 -14.66 1 5 0 336.388 6 CN(Cclcceec1)C(=0)CNS(=0)(=0)c2ccc(cc2)F

7INC19989886 | 1.16 8.03 54.39 3 7 1 377.49 8 CC[NH+](CC)CCN/C=C/T\C(=0)NC(=S)N(C1=0)c2ccccc20C

ZINC08575396 | 2.27 6.7 1319 2 6 0 332.429 4 Cclcc(ce(c1)NC(=0)C[C@H]2C(=0)N/C(=N/N=C(C)C)/52)C

ZINC08575396 | 2.27 6.74 1242 2 6 0 332.429 4 Cclcec(cc(c1)NC(=0)C[C@H]2C(=0)N/C(=N\N=C(C)C)/S2)C

ZINC19990070 | 0.73 175 4733 4 8 1 372.308 4 clcc(cc(c1)N2C(=0)/C(=C\NNC(=0)N)/C(=NC2=8)[0-])C(F) (F)F
ZINC05556455 | 1.9 4.5 46.12 0 6 1 248.262 4 CCclc(nc2c(cnn2c1[0-])C(=0)0CC)C

7INC19990034 | 4.72 9.58 44.04 1 2 1 284404 3 CC(C)(C)clcce(cel)C(=0)Nc2cccee2[S]

7INC19990034 | 4.72 9.05 6.7 1 2 0 285.412 3 CC(C)(C)clecc(ccl)C(=0)Nc2cecce2S

ZINC01240782 2.25 448 -17.47 2 5 0 268.729 2 Cclnnc(s1)NC(=0)Nc2cce(cc2)Cl

7INC01240782 | 1.88 1.84 33.93 1 5 1 267.721 3 Cclnnc(s1)/N=C(/[N-]c2ccc(cc2)C\O

ZINC19794473 3.01 7.51 -10.17 2 5 0 374.849 5 [H]/N=C/1\NC(=0)/C(=C/c2ccc(c(c2)0Cc3ccccc3C)0C)/S1

ZINC05286115 3.33 10.24 -18.62 0 6 0 354.464 4 CnlcenclSc2c(nc3ccccc3n2)Sc4ncen4C

ZINC05286115 3.33 10.59 -32.99 1 6 1 355.472 4 Cnlcc[nH+]c1Sc2¢(nc3cccce3n2)Sc4ncen4C

ZINC05286115 3.33 10.96 -67.25 2 6 2 356.48 4 Cnlcc[nH+]c1Sc2¢(nc3cccce3n2)Sc4[nH+]cen4C

ZINC00984053 | 2.52 529 754 1 4 0 263.728 1 clcce2¢(cl)nc(c(n2)CN3CCC[C@H](C3)0

ZINC05519407 | 2.9 5.15 -8.88 1 4 0 277.755 2 clccc2c(c1)ne(c(n2)C)N3CCC[C@H](C3)CO

7INC02758246 | 6.38 1541 -19.05 1 5 0 458.602 7 CC[C@H](C)0C(=0)C1=C(NC2=C([C@@H]1c3ccc(cc3)N(C)C)C(=0)C[C@H](C2)cAcccccd)C
ZINC02258599 1.28 -4.1 -47.85 4 6 1 341.453 9 CCOC(=0)clc2¢(scINC(=0)CC[NH2+]CCO)CCCC2

ZINC00841803_| 4.32 12.44 -18.66 2 6 0 453.589 8 CCOC(=0)CSC1=C([C@H](C(=C(N1)C)C(=0)Nc2cccec2C)c3eces3)CHN
7INC06182368 | 1.21 011 -8.68 1 5 0 267.306 4 COclccc2c(c1)NC(=0)[C@H](52)CC(=0)0C

ZINC06219168 1.77 0.72 -8.86 0 4 0 262334 3 Cnlc(=0)cc(n(c1=0)C)SCc2ccccc2

ZINC19318821 | -3.35 285 2339 4 10 0 206.114 2 [C@H]1([C@H](NC(=C([N+](=0)[0-])[N+](=0)[0-])[NH2+]1)0)[0-]
7INC19318821 | -3.35 227 47.96 3 10 1 205.106 2 [C@H]1([C@H] (NC(=C([N+](=0)[0-]) [N+](=0)[0-]) [NH2+]1)[0-])[0-]
ZINC19318821 | -3.35 336 10298 2 10 2 204.098 2 [C@H]1([C@H](NC(=C([N+](=0)[0-])[N+](=0)[0-]))N1)[0-])[0-]
7INC02063189 | 5.08 1141 2093 1 7 0 512.002 9 CC1=C([C@@H](C2=C(N1)C[C@@H](CC2=0)c3ccc(cc3)Cl)cdec(ccc#0C)0C)C(=0)0CCOC
ZINC18141403 | 2.31 8.2 14.32 2 5 0 339.42 4 Cclccec(c1)N2C(=0)C[C@H](C2=0)S/C(=N\c3ccccc3) /N

ZINC18141403 | 2.31 8.8 1398 2 5 0 339.42 4 Cclecee(c1)N2C(=0)C[C@@H](C2=0)S/C(=N/c3ccecc3)/N

ZINC18141403 | 2.31 8.2 -13.89 2 5 0 339.42 4 Cclccec(c1)N2C(=0)C[C@@H](C2=0)S/C(=N\c3cccce3) /N

ZINC18141403 | 2.31 8.79 13.99 2 5 0 339.42 4 Cclceec(c1)N2C(=0)C[C@H](C2=0)S/C(=N/c3ccecc3)/N

ZINC18141403 | 2.44 9.28 1393 2 5 0 339.42 5 [H]/N=C(/Nclcccec1)\S[C@H]2CC(=0)N(C2=0)c3cccc(c3)C

ZINC18141403 | 2.44 8.65 -13.03 2 5 0 339.42 5 [H]/N=C(\Nclccceel)/S[C@H]2CC(=0)N(C2=0)c3ccee(c3)C

ZINC18141403 | 2.44 9.17 134 2 5 0 339.42 5 [H]/N=C(/Nclcceec])\S[C@@H]2CC(=0)N(C2=0)c3ccec(c3)C

ZINC18141403 | 2.44 8.64 124 2 5 0 339.42 5 [H]/N=C(\NcIcceeel)/S[C@@H]2CC(=0)N(C2=0)c3ccec(c3)C

ZINC08442295 | 4.11 -4.47 -19.97 2 9 0 520.592 6 Cclcec(cc1C)N2C(=0)/C(=C\c3ccc(03)c4ccc(cc4)S(=0)(=0)Nc5nces5) /C(=0)N2
7INC08442294 | 3.52 476 -19.86 2 9 0 506.565 6 Cclcec(cc1)N2C(=0)/C(=C\c3cec(03)checc(cc4)S(=0) (=0)Nc5nces5)/C(=0)N2
7INC08442293 | 3.42 45 2141 2 7 0 430917 6 Cclec(nc(n1)NS(=0)(=0)c2cec(cc2)NC(=0)Ce3cec(ce3)CC

7INC08442288 | 6.22 513 18.19 2 2 0 518.447 6 C/C(=N\NC(=0)clc(c2ccc(cc2s1)Cl)Cl) /c3ccce(c3)NS(=0)(=0) chccceck
ZINC00651582 6.03 8.28 -16.14 2 8 0 547.416 9 COclcccccINS(=0)(=0)c2ccc(cc2)NC(=0)c3ccc(03)COc4cc(ccc4Cl)Cl
7INC08442281 | 6.12 489 21.07 2 9 0 621.513 8 CCOclcecc(cl)c2ec(c3ec(cce3n2)Br)C(=0)Nedecc(ccd)S(=0) (=0)Nc5¢(c(no5)C)C
ZINC00730699 | 3.09 0.08 -55.73 2 10 1 434.498 7 COclcc(nc(n1)0C)[N-]S(=0)(=0)c2ccc(cc2)NC(=0)NC3CCCCC3

7ZINC00730699 | 3.27 12 17.92 3 10 0 435.506 6 COclc/c(=N/S(=0)(=0)c2ccc(cc2)NC(=0)NC3CCCCC3)/[nH]c(n1)0C
ZINC08442279 | 1.84 -15.66 20.82 4 11 0 510 7 c1cc(cccINS(=0) (=0)c2cec(cc2)Cl)S(=0) (=0)Ne3nnc(s3)S(=0) (=0)N
7INC08442278 | 4.74 6.73 -18.53 2 6 0 430551 6 Cclcec(cc1)S(=0)(=0)Nc2eee(c(c2)NS(=0) (=0)c3cec(cc3)C)C

7INC08442277 | 3.78 416 -25.05 2 8 0 462531 7 Cclee(nc(n1)NS(=0)(=0)c2ccc(cc2)NC(=0)COc3ccccdc3ececd)C
ZINC08442276 8.44 -3.97 -17.11 2 6 0 493.739 18 CCCCCCCCCLCCCCLLC(=0)Nclcee(cc1)S(=0)(=0)Ne2nces2

7INC08442275 | 6.4 1157 -18.65 2 10 0 615.476 7 clcc(cec1S(=0)(=0)Ne2nc3ecc(cc302)cdecc5e(c4)oc(n5)NS(=0) (=0)cbeec(cc6)CIYCL
ZINC08442273 | 7.23 9.65 -20.88 2 8 0 606.776 7 Cclccc(ccl)S(=0)(=0)Ne2ne3ccc(cc3s2)cdeccsc(c4)sc(n5)NS(=0)(=0)cbeec(cc6)C
7INC08442272 | 4.24 377 15.93 2 7 0 446912 7 COclcec(c(c1)OC)NC(=0)c2ece(c(c2)S(=0) (=0)Nc3cccec3d)Cl

ZINC08442271 | 4.77 58 728 1 3 0 411.14 3 Cclcc(ceclBr)NS(=0)(=0)c2ccc(s2)Br

7INC08442270 | 4.9 125 ~46.33 2 4 1 422.961 4 clccc(ccl)C[NH+]2CCc3c(sc4c3¢(=0) [nH]c(n4) Cc5eee(cc5)CI)C2




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08442268 3.63 -0.23 -17.15 1 7 0 444.487 8 COclccc2c(cl)cc(c(=0)[nH]2)CN(c3ccccc30C)C(=0)COc4cccecd

ZINC00634140 | 3.99 3.93 19.64 0 6 0 447531 10 C[C@H](C(=0)clce(c(c(c1)0C)0C)0C)C(=0)N(Ce2eceec2)Cedeceecd

ZINC00634138_|_3.99 4.13 -19.82 0 6 0 447,531 10 C[C@@H](C(=0)clcc(c(c(c1)0C)0C)0C)C(=0)N(Ce2cccec2)Cedeceec3

ZINC01019824 4.14 247 -2.98 0 0 0 194.277 2 CC=C(clcccecl)c2cccec2

ZINC08442267 | 7.14 242 14.66 0 4 0 452561 6 clcec(cel)c2ec(n(n2)Cn3c(cc(n3)checcccd)c5eceecs)cbeeeec

7INC08442266 | 7.97 3.01 9.06 0 5 0 519.689 5 C[C@H]1CC[C@H](c2¢cLe(n(n2)C(=0)[C@@H]3[C@@H] (ON([C@@H]3cAccccc)c5eccec)C)cbeeeec6)C(C)C
ZINC08442265 | 7.97 2.18 757 0 5 0 519.689 5 C[C@@H]1CC[C@H](c2c1c(n(n2)C(=0)[C@@H]3[C@@H](ON([C@@H]3c4cccccd)c5eceec5)C)cbeceee6)C(C)C
7INC08442264 | 7.97 2.96 -8.95 0 5 0 519.689 5 C[C@H]1CC[C@@H](c2c1c(n(n2)C(=0)[C@@H]3[C@@H](ON([C@@H]3c4cccccd)cSecceeS)C)cbeceec6)C(C)C
7INC08442263 | 7.97 2.97 9.3 0 5 0 519.689 5 C[C@@H]1CC[C@@H](c2clc(n(n2)C(=0)[C@@H]3[C@@H](ON([C@@H]3c4cccccd)c5eceee5)C)cbececc6)C(C)C
7INC08442262 | 7.64 3.15 7.96 0 3 0 434.583 4 C[C@H]1CC[C@H](c2cLe(nn2C(=0)/C=C/c3cccce3)cdeccSeccec5cd)C(C)C

ZINC08442261 | 7.64 3.05 7.78 0 3 0 434.583 4 C[C@@H]1CC[C@H](c2c1c(nn2C(=0)/C=C/c3ccccc3)checc5eccecsed)C(C)C

ZINC08442260 | 7.64 3.06 852 0 3 0 434.583 4 C[C@H]1CC[C@@H](c2c1c(nn2C(=0)/C=C/c3cccec3)ceccseccec5ed)C(C)C

ZINC08442259 | 7.64 3.13 847 0 3 0 434.583 4 C[C@@H]1CC[C@@H](c2cc(nn2C(=0)/C=C/c3ccceed)chcccseccec5c4) C(C)C

7INC08442257 | 7.61 3.48 9.57 0 3 0 434.583 4 C[C@H]1CC[C@@H](c2c1c(n(n2)C(=0)/C=C\c3cccce3)chccccbedecee5)C(C)C

ZINC08442255 7.61 3.52 -9.52 0 3 0 434.583 4 C[C@@H]1CC[C@@H](c2clc(n(n2)C(=0)/C=C\c3cccce3)c4cccc5edecee5)C(C)C

7INC08442254 | 7.6 2.64 -8.65 0 5 0 505.662 5 C[C@H]1CC[C@H](c2cIc(n(n2)C(=0)[C@@H]3CON([C@@H]3c4cccccd)c5eccees)cbeeeec6)C(C)C
7INC08442253 | 7.6 2.58 854 0 5 0 505.662 5 C[C@@H]1CC[C@H](c2c1c(n(n2)C(=0)[C@@H]3CON([C@@H]3c4cccccd)c5eccech)cbeeeech)C(C)C
7INC08442252 | 7.6 2.72 7.7 0 5 0 505.662 5 C[C@H]1CC[C@@H](c2c1c(n(n2)C(=0)[C@@H]3CON([C@@H]3c4cccccd)c5eceecs)cbecece6)C(C)C
7INC08442251 | 7.6 2.6 912 0 5 0 505.662 5 C[C@@H]1CC[C@@H](c2c1c(n(n2)C(=0)[C@@H]3CON([C@@H]3c4cccccd)c5eccecs)cbeecec6)C(C)C
ZINC08442250 | 7.61 311 -8.83 0 3 0 434.583 4 C[C@H]1CC[C@H](c2cLe(nn2C(=0)/C=C/c3cccce3)cdecec5edececs)C(C)C

ZINC08442249 | 7.61 3.09 8.94 0 3 0 434.583 4 C[C@@H]1CC[C@H](c2c1c(nn2C(=0)/C=C/c3ccccc3)checccbeiecees)C(C)C

7INC08442248 | 7.61 3.18 9.09 0 3 0 434.583 4 C[C@H]1CC[C@@H](c2c1c(nn2C(=0)/C=C/c3cccec3)chececscdecee)C(C)C

ZINC08442247 | 7.61 3.22 913 0 3 0 434.583 4 C[C@@H]1CC[C@@H](c2c1c(nn2C(=0)/C=C/c3ccceed)checccscdecce5)C(C)C

7INC08442246 | 9 081 13.67 1 6 0 645.869 10 Cclccc(cc1)S(=0)(=0)N[C@H] (c2ccece2) [C@H](Ce3cccec3) C(=0)nc(c5c(n4) [C@@H] (CC[C@@H]5C)C(C)C)cbececch
ZINC00667005 | 2.71 0.13 17.64 1 10 0 445501 8 CCnlc2c(nc1SCC(=0)Ne3eec(cc3)C(=0)0CC)n(c(=0)n(c2=0)C)C

ZINC00667005 | 2.71 0.38 5397 2 10 1 446.509 8 CCnlc2c([nH+]c1SCC(=0)Nc3cee(ce3)C(=0)0CC)n(c(=0)n(c2=0)C)C

ZINC08442245 9 -0.39 -12.63 1 6 0 645.869 10 Celcee(cec1)S(=0)(=0)N[C@@H] (c2ccccc2) [C@H] (Ce3cccee3)C(=0)n4c(c5¢(n4) [C@@H] (CC[C@@H]5C)C(C)C)cbeceechd
7INC08442244 | 6 141 1213 3 8 0 547.457 5 cIccc2c(c1)ne(n2CC(=0)Ne3cc(cce3Br) C45CC6CC(C4)CC(CH)C5)c7c(non7)N.

ZINC08442243 9 -0.49 -12.15 1 6 0 645.869 10 Cclcee(cec1)S(=0)(=0)N[C@H](c2cccec2) [C@@H] (Ce3cccee3)C(=0)n4c(c5¢(n4) [C@@H] (CC[C@@H]5C)C(C)C)cbeceechd
ZINC00666987 | 3.9 115 1092 0 9 0 420425 6 Cnlc2c(c(=0)n(c1=0)C)n(c(n2)0c3ccc(cc3)C(=0)0C) Cekecceck

ZINC00666987 | 3.9 1.98 38.13 1 9 1 421.433 6 Cnlc2c(c(=0)n(c1=0)C)n(c([nH+]2)0c3ccc(ce3)C(=0)0C)Cedeccech

7INC08442242 | 9 056 -13.73 1 6 0 645.869 10 Cclcec(cc1)S(=0)(=0)N[C@@H](c2ccccc2) [C@@H] (Ce3cccec3) C(=0)n4c(c5¢(n4) [C@@H] (CC[C@@H]5C)C(C)C)cbeecech
ZINC08442241 | 5.24 1031 1312 1 6 0 439.581 8 CCC[C@H]([C@H](cIcccec])NS(=0)(=0)c2cec(cc2)C)C(=0)n3c(cc(n3)C)C

7INC08442240 | 5.24 10.06 1197 1 6 0 439.581 8 CCC[C@@H]([C@H](cLcccec1)NS(=0)(=0)c2ecc(cc2)C)C(=0)n3c(cc(n3)C)C

ZINC08442239 | 6.8 419 1529 1 6 0 494.638 5 CC(C)(C)[C@H]1CCc2c(sc3c2c(=0)[nH]c(n3)c4ccc(cc4)0S(=0)(=0)c5eccecs)C L

7INC08442238 | 5.24 10.17 11.72 1 6 0 439.581 8 CCC[C@H]([C@@H](clcccee1)NS(=0)(=0)c2ecc(cc2)C)C(=0)n3c(cc(n3)C)C

7INC08442237 | 6.8 419 1525 1 6 0 494.638 5 CC(C)(Q)[C@@H]1CCc2c(sc3c2¢(=0)[nH]c(n3)c4ccc(cc4)0S(=0)(=0)c5eceecs)Cl

7INC08442236 | 7.07 119 1319 1 6 0 462571 5 CC(C)(C)[C@H]1CCc2c(sc3c2¢(=0)[nH]c(n3)c4ecc(o4)c5eee(cc5)C(=0)0C)CL

ZINC08442235_| 5.24 10.37 122 1 6 0 439.581 8 CCC[C@@H]([C@@H](clcccce])NS(=0)(=0)c2ccc(cc2)C)C(=0)n3c(cc(n3)C)C

7INC08442234 | 7.07 118 1318 1 6 0 462571 5 CC(C)(C)[C@@H]1CCc2¢(sc3c2c(=0)[nH]c(n3) cccc(o4)c5ece(cc5)C(=0)0C)C1

ZINC08442232_|_8.89 03 11.34 1 6 0 621.243 9 CC(C)(C)[C@H]1CCc2c(sc3c2¢(=0)[nH]c(n3)c4cc(c(c(c4)COCCOCcee(cc5)C6CCCCC6)0C)CL
7INC08442231 | 8.89 0.3 11.35 1 6 0 621.243 9 CC(C)(C)[C@@H]1CCc2c(sc3c2¢(=0)[nH]c(n3) c4cc(c(c(c4) CI)0CCOCS cce(cc5) C6CCCCC6)0C)CL
ZINC08442230 | 8.13 3.77 -6.49 0 4 0 520.765 6 C[C@@H]1CC[C@H](c2clc(nn2Cn3c4c(c(n3)c5eccecs) [C@@H] (CC[C@@H]4C(C)C)C)cbeeecc6)C(C)C
7INC08442229 | 8.2 18.86 1251 0 4 0 520.765 6 C[C@@H]1CC[C@@H](c2clc(nn2Cn3c4c(c(n3)c5ececcs) [C@H] (CC[C@@H]4C(C)C)C)cbeceec6)C(C)C
ZINC08442228 5.9 -4.8 -16.15 1 6 0 466.584 4 Cclcee(ce1)S(=0)(=0)0c2cccc(c2)c3[nH]c(=0)c4c5¢(sc4n3) C[C@H] (CC5)C

7INC08442227 | 59 4.8 1578 1 6 0 466.584 4 Cclcee(cc1)S(=0)(=0)Oc2cccc(c2)c3[nH]c(=0)cAc5c(sc4n3) C[C@@H](CC5)C

7INC08442226_| 8.13 3.56 8.4 0 4 0 520.765 6 C[C@@H]1CC[C@@H](c2c1c(nn2Cn3cdc(c(n3)c5eceecs)[C@@H] (CC[C@@H]4C(C)C)C)cbeeeec6)C(C)C
7INC08442225 | 6.33 36 1621 0 6 0 517.415 4 Cclcec(cc1)S(=0)(=0)0c2c(cc(cc2Cl)Cl)/C=c\3/c(=0)n4c5cccccsneds3

ZINC08442224 | 7.27 3.27 734 0 3 0 446.66 6 C[C@H]1CC[C@H](c2c1c(n(n2)C(=0)[C@@H](C)[C@@H](C)Sc3cccce)chcccccd) C(C)C

ZINC02124724 7.24 -0.9 -12.09 1 5 0 503.023 5 COclcc(cc(c10Cc2cccc3c2eccc3)Cl)c4[nH]c(=0)c5¢c6¢(sc5n4)CCCCO

ZINC08442223_| 7.27 3.22 721 0 3 0 446.66 6 C[C@@H]1CC[C@H](c2c1c(n(n2)C(=0)[C@@H](C) [C@@H](C)Sc3cccec3)checcecd)C(C)C

ZINC02124722 6.2 -0.23 -10.87 1 5 0 470.953 5 COclcc(cc(c10Cc2ccccc2F)Cl)e3[nH]c(=0)c4c5¢(sc4n3)CCCC5

7INC02124713 | 5.28 12.49 20.1 1 9 0 493541 8 COclccecc10CCOc2ecc(cc2c3[nH]c(=0)c4c5c(sc4n3)CCCC5)[N+](=0)[0-]

7INC08442222 | 7.27 3.24 727 0 3 0 446.66 6 C[C@H]1CC[C@@H](c2c1c(n(n2)C(=0)[C@@H](C)[C@@H](C)Sc3cccce3)cAeccec4) C(C)C

ZINC02124712 6.54 13.06 -11.09 1 4 0 485.378 4 clcec(c(c1)COc2ccc(cc2c3[nH]c(=0)c4c5c(sc4n3)CCCCS)Br)F

ZINC02124706 6.92 13.37 -10.95 1 4 0 457.382 4 cleec(c(c1)COc2ccc(cc2c3[nH]c(=0)c4c5c(sc4n3)CCCC5)Cl)CL

ZINC08442221 | 7.27 3.21 69 0 3 0 446.66 6 C[C@@H]1CC[C@@H](c2c1c(n(n2)C(=0)[C@@H](C)[C@@H](C)Sc3ccccc3)checcecd)C(C)C

ZINC02124704 6.08 -1.05 -10.68 1 5 0 452.963 5 COclcc(cc(c10Cc2ccccc2)Cl)e3[nH]c(=0)c4c5c(sc4n3)CCCC5

ZINC00666178 5.05 -0.53 -15.14 1 6 0 438.53 5 COclcc(ccc10C(=0)c2cccs2)c3[nH]c(=0)c4c5c(sc4n3)CCCCS

ZINC02124702 6.7 -0.81 -10.49 1 5 0 529.431 6 CCOclce(cc(c10Cc2ccccc2F)Br)c3[nH]c(=0)c4c5¢(sc4n3)CCCC5

ZINC08442220 7.37 2.39 -14.31 0 8 0 572.665 10 COclcec(ccl)c2ec(n(n2)Cn3c(cc(n3)c4ecc(cc4)0C)cScec(cc5)0C)cbecc(cc6)0C




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC02124700 | 7.02 -1.68 -14.01 1 6 0 517.434 7 COclccec(c1)0CCOc2c(cc(cc2Cl)c3[nH]c(=0)c4c5c(sc4n3)CCCCS)Cl

ZINC08442219 441 3.54 -4.45 0 2 0 222.291 2 Cclcec(cc1)N=C=Nc2ccc(cc2)C

ZINC02124697 6.59 12.81 -12.97 1 4 0 485.378 4 clec(ccc1COc2ccc(cc2c3[nH]c(=0)c4c5c(sc4n3)CCCC5)Br)F

7INC08442218 | 3.26 182 2314 2 7 0 423494 6 CCOclcc(ccc10CC(=0)N)/C=c/2\c(=0)n3ckccc(c(c4nc3s2)C)C

ZINC00634115 | 4.75 1.49 8 0 5 0 429314 3 Cclc2ec(ccc2oc1C(=0)N3CCN(CC3)c4ccc(ccd)0C)Br

ZINC08442217 3.64 -1.24 -12.36 0 9 0 451.593 10 CCCCCCCCn1c2¢(ncl1SCC(=0)N3CCOCC3)n(c(=0)n(c2=0)C)C

ZINC08442217 3.64 -0.99 -47.62 1 9 1 452.601 10 CCCCCCCCnlc2¢([nH+]c1SCC(=0)N3CCOCC3)n(c(=0)n(c2=0)C)C

ZINC00634040 5.1 2.96 -13.91 0 6 0 467.521 8 CCOclce(ccc10Cc2ecccc2)[C@H]3c4c(=0)c5cccec50c4C(=0)N3CC=C

ZINC00634042 5.1 3 -13.9 0 6 0 467.521 8 CCOclcc(cec10Cc2ccccc2) [C@@H]3c4c(=0)c5cccecc50c4C(=0)N3CC=C
7ZINC00634032_| 5.15 3.27 1361 0 6 0 467.521 7 Cclece2e(c1)c(=0)c3c(02)C(=0)N([C@H]3cAcee(c(c4)0C) OCc5eccec5)CC=C
ZINC00634034 5.15 3.31 -13.72 0 6 0 467.521 7 Celcec2e(c1)c(=0)c3c(02)C(=0)N([C@@H]3c4ccc(c(c4)0C)0Cc5cccec5)CC=C
ZINC08442216 5.32 -1.56 -28.52 1 6 0 525.432 5 Cclcee(cc1CNC(=0)COc2ccc(cc2[C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0)Cl
7INC08442216 | 5.48 298 2474 1 6 0 525.432 5 Cclccc(cc1CI)NC(=0)COc2ecc(cc2[C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0)Cl
7INC08442214 | 5.27 12.93 5827 1 6 1 489.979 5 Cclcecc(c1)NC(=0)COc2ccc(cc2[C@H]3C4=C(CCCC4=0)N=C5C3=C(CCC5)[0-])C
7INC08442214 | 4.85 287 2319 1 6 0 490.987 5 Cclcccc(c1)NC(=0)COc2ccc(cc2[C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0)Cl
ZINC00634014 3.51 -1 -19.81 2 7 0 437.569 9 CCn1c(nncl1SCC(=0)Nc2cce(cc2)C)CCNC(=0)c3cccec3C

7INC08442211 | 5.45 217 2837 1 6 0 569.883 5 Cclcce(cclCI)NC(=0)COc2ccc(cc2[C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0)Br
ZINC08442211 5.61 -3.6 -24.69 1 6 0 569.883 5 Celcec(cc1CI)NC(=0)COc2ccc(cc2[C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0)Br
ZINC00634012 | 3.53 091 20.78 2 7 0 437.569 9 CCnlc(nnclSCC(=0)Nc2cec(cc2)C)CCNC(=0)c3ecec(c3)C

7INC08442210 | 2.83 189 7324 0 6 1 445.289 4 clcc(c(cc1Br)[C@@H]2C3C(=NC4=C2C(=0)CCC4)CCCC3=0)0CC(=0)[0-]
ZINC08442210 3 331 6673 0 6 1 445.289 4 cIcc(c(cc1Br) [C@H]2C3C(=NC4=CCCC(=0)C24)CCCC3=0)0CC(=0)[0-]
ZINC00634008_| 3.56 -0.91 2056 2 7 0 437.569 9 CCn1c(nnclSCC(=0)Ne2eee(cc2)C)CCNC(=0)c3cec(ce3)C

ZINC08442209 | 5.03 198 2211 1 7 0 565.464 7 CCOclcc(cc(c10CC(=0)Nc2ccece2)Br) [C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCCA=0
ZINC08442209 5.19 -3.19 -19.62 1 7 0 565.464 7 CCOclcc(cc(c10CC(=0)Nc2ccccc2)Br) [C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0
ZINC00634006_| 3.53 093 20.6 2 7 0 437.569 9 CCnlc(nnclSCC(=0)Nc2ecee(c2)C)CCNC(=0)c3ccc(cc3)C

ZINC08442208_| 5.45 1,66 233 1 7 0 579.491 7 CCOclec(ce(c10CC(=0)Ne2ecee(c2)C)Br) [C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0
7INC08442208_| 5.62 2.87 -19.07 1 7 0 579.491 7 CCOclcc(cc(c10CC(=0)Nc2ccec(c2)C)Br) [C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4A=0
ZINC00634001 2.83 8.39 -15.12 2 7 0 435.962 8 CCnlc(nnc1SCC(=0)Nc2ccc(cc2)Cl)CNC(=0)c3cces3

ZINC00633999 241 -2.79 -13.96 2 7 0 421.935 7 Cnlc(nnc1SCC(=0)Nc2ccecc2C)CNC(=0)c3cces3

ZINC08442207 4.52 -14 -22.3 1 7 0 506.986 6 COclcc(cc(c10CC(=0)Nc2ccccc2)CH[C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0
7INC08442207 | 4.69 261 2003 1 7 0 506.986 6 COclcc(ce(c10CC(=0)Ne2cccec2) C) [C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0
7INC08442206 | 5.58 123 2349 1 7 0 555.458 6 Ccleee(ccl CINC(=0)COc2¢(cc(cc2Cl) [C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0)0C
ZINC08442206 | 5.74 245 2137 1 7 0 555.458 6 Cclccc(cclCI)NC(=0)COc2c(cc(cc2Cl) [C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0)0C
ZINC00633997 2.43 -2.94 -16.62 2 7 0 421.935 7 Cnlc(nnc1SCC(=0)Nc2ccec(c2)CI)CNC(=0)c3cces3

7INC08442205 | 4.95 -1.08 2223 1 7 0 521.013 6 Cclcccc(c1)NC(=0)COc2c(cc(cc2Cl) [C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0)0C
7INC08442205 | 5.11 229 -19.9 1 7 0 521.013 6 Cclceec(c1)NC(=0)COc2c(ce(cc2Cl[C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0)0C
7INC08442204 | 2.83 2.36 15.04 2 7 0 435.962 7 Cclcc(cccINC(=0)CSc2nnc(n2C)CNC(=0)c3cces3)Cl

7INC08442203 | 5.71 183 2328 1 7 0 599.909 6 Ccleec(cc1CINC(=0)COc2¢(cc(cc2Br) [C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0)0C
7INC08442203 | 5.87 3.04 2117 1 7 0 599.909 6 Cclccc(cclCI)NC(=0)COc2c(cc(cc2Br) [C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0)0C
ZINC00633992 2.46 7.48 -15.64 2 7 0 421.935 7 Cnlc(nnc1SCC(=0)Nc2ccc(cc2)CI)CNC(=0)c3cces3

7INC08442202 | 4.87 251 2313 1 6 0 521411 5 clcce(cc1)NC(=0)COc2ccc(cc2Br) [C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCCA=0
ZINC08442202 5.03 -3.59 -20.21 1 6 0 521411 5 cleec(cc1)NC(=0)COc2ccc(cc2Br) [C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0
ZINC08442201 1.88 -3.19 -22.5 2 8 0 434.572 10 C=CCn1c(nnc1SCC(=0)Nc2nccs2)CCNC(=0)c3cces3

ZINC08442200 2.1 -3.18 -19.73 2 8 0 448.599 10 Cclesc(n1)NC(=0)CSc2nnc(n2CC=C)CCNC(=0)c3cces3

7INC08442199 | 5.29 22 2299 1 6 0 535.438 5 Cclccec(c1)NC(=0)COc2ccc(cc2Br) [C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0
ZINC08442199 5.46 -3.28 -20.18 1 6 0 535.438 5 Celccee(c1)NC(=0)COc2ccc(cc2Br)[C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0
ZINC08442198 1.24 -3.8 -23.65 2 8 0 408.534 8 Cnlc(nnclSCC(=0)Nc2nces2)CCNC(=0)c3cces3

7INC08442197 | 5.98 189 22.79 1 7 0 646.909 6 Ccleec(cc1CINC(=0)COc2¢(cc(cc2]) [C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0)0C
7INC08442197 | 6.15 31 206 1 7 0 646.909 6 Cclcec(cclCI)NC(=0)COc2c(cc(cc2l) [C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0)0C
ZINC08442196 1.46 6.59 -21.11 2 8 0 422.561 8 Cclesc(n1)NC(=0)CSc2nnc(n2C)CCNC(=0)c3cces3

ZINC08442195 | 3.57 2.38 -72.88 0 6 1 524.185 4 clc(ce(c(c1[C@@H]2C3C(=NC4=C2C(=0)CCC4)CCCC3=0)0CC(=0)[0-])Br)Br
ZINC08442195 | 3.74 3.84 6721 0 6 1 524.185 4 clc(ce(c(c1[C@H]2C3C(=NC4=CCCC(=0)C24)CCCC3=0)0CC(=0)[0-])Br)Br
7INC08442194 | 1.83 3.62 19.97 2 8 0 436.588 9 CCnlc(nnclSCC(=0)Nc2nc(cs2)C)CCNC(=0)c3cecs3

ZINC00633984 | 4.19 7.74 17.78 2 6 0 437.294 6 COclcce(ccl)c2ne([nH]n2)SCC(=0)Nc3cec(cc3F)Br

7INC08442192 | 53 2.04 2154 1 7 0 612.464 7 CCOclcc(cc(c10CC(=0)Nc2ccece2) ) [C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCCA=0
ZINC08442192 5.47 -3.25 -19.18 1 7 0 612.464 7 CCOclcc(cc(c10CC(=0)Nc2cccce2))[C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0
7INC00633982 | 2.86 2.92 -14.98 2 7 0 464.378 8 Cnlc(nnclSCC(=0)NCc2cccec2) CNC(=0)c3ccc(c(c3)ChCl

ZINC08442191 | 6.39 164 23.86 1 6 0 559.877 5 Ccleec(ceCINC(=0)COc2c(cc(cc2Ch[C@@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0)Cl
7INC08442191 | 6.56 -3.09 2035 1 6 0 559.877 5 Cclcec(cclCI)NC(=0)COc2c(cc(cc2Cl) [C@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0)Cl
ZINC00633978 2.45 -0.01 -33 2 10 0 469.523 10 Cnlc(nncl1SCC(=0)Nc2ccec(c2)C(=0)0C)CC(=0)Nc3cccc(c3)0C

ZINC08442190 | 4.14 0.03 72.8 0 6 1 501.397 4 CC1(CC2=NC3=C([C@H](C2C(=0)C1)c4cc(ccc#0CC(=0)[0-])Br)C(=0)CC(C3)(C)C)C
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7INC08442190 | 4.3 1.04 -79.63 0 6 -1 501.397 4 CC1(CC2=NC3=CC(CC(=0)C3[C@@H]([C@@H]2C(=0)C1)c4cc(ccc40CC(=0)[0-])Br)(C)C)C
7INC08442190 | 4.3 017 68.01 0 6 1 501.397 4 CC1(CC2=NC3=CC(CC(=0)C3[C@@H](C2C(=0)C1)c4ec(ccc40CC(=0)[0-])Br)(C)C)C
ZINC08442190 | 4.14 0.07 719 0 6 1 501.397 4 CC1(CC2=NC3=C([C@@H]([C@H]2C(=0)C1)c4cc(ccc#0CC(=0)[0-])Br)C(=0)CC(C3)(C)C)C
ZINC08442189 | 2.19 -1.56 81.76 2 10 1 454.488 9 Cn1c(nnclSCC(=0)Nc2ccec(c2)C(=0)[0-])CC(=0)Nc3ccee(c3)0C

ZINC00633975 | 2.44 2.18 2117 2 8 0 471.608 10 Cnlc(nncl1SCC(=0)Nc2ccec(c2)SC)CNC(=0)Ce3cec(ce3)0C

7INC08442188 | 5.57 0.18 2601 1 6 0 533.068 5 CC1(CC2=NC3=C([C@H](C2C(=0)C1)c4cc(ccc#0CC(=0)Ncheecee5)CI)C(=0)CC(C3)(C)C)C
ZINC08442188_| 5.57 0.22 2533 1 6 0 533.068 5 CC1(CC2=NC3=C([C@@H]([C@H]2C(=0)C1)c4cc(ccc#0CC(=0)Ne5cceec5)CI)C(=0)CC(C3)(C)C)C
7INC08442188 | 5.73 12 -30.62 1 6 0 533.068 5 CC1(CC2=NC3=CC(CC(=0)C3[C@@H]([C@@H]2C(=0)C1)c4cc(ccc40CC(=0)Ne5eccee5)C)(C)C)C
ZINC08442188 | 5.73 002 23 1 6 0 533.068 5 CC1(CC2=NC3=CC(CC(=0)C3[C@@H](C2C(=0)C1)c4cc(ccc40CC(=0)Ne5eceec5)CH(C)C)C
ZINC00633972_| 3.07 0.6 27.24 2 8 0 463.922 8 Cn1c(nnclSCC(=0)Ne2eee(c(c2)CIF)CC(=0)Nc3ecee(c3)0C

7INC08442187 | 6.62 0.35 2717 1 6 0 581.54 5 Cclcec(cclCINC(=0)COc2ccc(cc2[C@@H]3C4C(=NC5=C3C(=0)CC(C5)(C)C)CC(CC4=0)(C)C)Cl
7INC08442187 | 6.79 0.6 24.87 1 6 0 581.54 5 Cclcec(cc1CINC(=0)COc2cec(cc2[C@H]3C4C(=NC5=CC(CC(=0)C35)(C)C)CC(CCA=0)(C)C)Cl
ZINC00633970 | 4.11 0.67 70.87 1 8 1 453.544 10 Cclcc(cce10C)CCCe2nnc(n2C)SCC(=0)Ne3ccee(c3)C(=0)[0-]

7INC08442186 | 4.01 0.64 7278 0 6 1 456.946 4 CC1(CC2=NC3=C([C@H](C2C(=0)C1)c4cc(ccc#0CC(=0)[0-])CI)C(=0)CC(C3)(C)C)C
7INC08442186 | 4.17 1.66 79.54 0 6 1 456.946 4 CC1(CC2=NC3=CC(CC(=0)C3[C@@H]([C@@H]2C(=0)C1)cécc(cccd0CC(=0)[0-])CH(C)C)C
7INC08442186 | 4.17 0.43 67.97 0 6 1 456.946 4 CC1(CC2=NC3=CC(CC(=0)C3[C@@H](C2C(=0)C1)c4ec(ccc40CC(=0)[0-])CH(C)C)C
ZINC08442186_| 4.01 0.68 71.84 0 6 1 456.946 4 CC1(CC2=NC3=C([C@@H]([C@H]2C(=0)C1)c4cc(ccc40CC(=0)[0-])CI)C(=0)CC(C3)(C)C)C
ZINC08442185 3.44 -1.52 -2391 2 8 0 478.603 8 Cclcec(ccl)c2esc(n2)NC(=0)CSc3nnc(n3C)CC(=0)Nc4cccecd

ZINC08442184 | 3.22 -1.96 -24.3 2 8 0 478.603 8 Cclc(nc(s1)NC(=0)CSc2nnc(n2C)CC(=0)Nc3cccce3)c4cccccd

7INC08442183 | 5.83 0.46 2234 1 7 0 563.094 6 CC1(CC2=NC3=C([C@H](C2C(=0)C1)c4cc(c(c(c4)C)0CC(=0)Ne5eeeec5)0C)C(=0)CC(C3)(C)C)C
ZINC08442183_| 5.83 05 2092 1 7 0 563.094 6 CC1(CC2=NC3=C([C@@H]([C@H]2C(=0)C1)c4cc(c(c(c4)CHOCC(=0)Ne5ceeec5)0C)C(=0)CC(C3)(C)C)C
7ZINC08442183 | 5.99 147 26559 1 7 0 563.094 6 CC1(CC2=NC3=CC(CC(=0)C3[C@@H]([C@@H]2C(=0)C1)c4ec(c(c(c4)C)OCC(=0)Nc5ceeee5)0C) (C)C)C
ZINC08442183_| 5.99 0.26 -19.07 1 7 0 563.094 6 CC1(CC2=NC3=CC(CC(=0)C3[C@@H](C2C(=0)C1)c4ec(c(c(c4)C1)0CC(=0)Ne5eceee5)0C)(C)C)C
ZINC08442182 3 -1.84 -23.89 2 8 0 464.576 8 Cnlc(nncl1SCC(=0)Nc2nc(cs2)c3cccce3)CC(=0)Nc4cccecsd

7INC08442181 | 6.88 0.62 2235 1 7 0 611.566 6 Cclcec(cc1CINC(=0)COc2c(cc(cc2Cl) [C@@H]3C4C(=NC5=C3C(=0)CC(C5)(C)C)CC(CC4=0)(C)C)OC
ZINC08442181 | 7.04 033 2041 1 7 0 611.566 6 Cclcee(ceCINC(=0)COc2c(ce(cc2Ch[C@H]3C4C(=NC5=CC(CC(=0)C35)(C)C)CC(CC4=0)(C)C)OC
ZINC08442180 3.44 -1.52 -2391 2 8 0 478.603 8 Cclccc(cc1)NC(=0)Cc2nnc(n2C)SCC(=0)Nc3nc(cs3)c4cccccd

ZINC08442179 | 6.25 0.78 211 1 7 0 577.121 6 Cclcece(c1)NC(=0)COc2¢(cc(cc2Cl)[C@@H]3C4C(=NC5=C3C(=0)CC(C5)(C)C)CC(CC4=0)(C)C)OC
7INC08442179 | 6.42 017 -18.99 1 7 0 577.121 6 Cclccec(c1)NC(=0)COc2c(cc(cc2Cl) [C@H]3C4C(=NC5=CC(CC(=0)C35)(C)C)CC(CC4=0)(C)C)OC
ZINC00633968 | 3.81 1034 2398 2 7 0 478.405 8 C[C@H](clcccec1)NC(=0)CSc2nnc(n2C)CC(=0)Nc3cec(c(c3)ChCl

ZINC08442178 | 6.17 046 2172 1 6 0 577.519 5 CC1(CC2=NC3=C([C@H](C2C(=0)C1)c4ccc(c(c4)Br)OCC(=0)Nc5eecec5)C(=0)CC(C3)(C)C)C
7INC08442178 | 6.33 ~0.66 1957 1 6 0 577.519 5 CC1(CC2=NC3=CC(CC(=0)C3[C@@H](C2C(=0)C1)c4cce(c(c4)Br)OCC(=0)Ne5eceec5)(C)C)C
ZINC08442178 | 6.33 0.56 2555 1 6 0 577.519 5 CC1(CC2=NC3=CC(CC(=0)C3[C@@H]([C@@H]2C(=0)C1)c4ccc(c(c4)Br)OCC(=0)Ne5eceee5) (C)C)C
7INC08442178 | 6.17 042 2153 1 6 0 577.519 5 CC1(CC2=NC3=C([C@@H]([C@H]2C(=0)C1)chcce(c(c4)Br)OCC(=0)Nc5ceeee5)C(=0)CC(C3)(C)C)C
ZINC00633966 | 3.81 10.34 23.85 2 7 0 478.405 8 C[C@@H](cIcccec1)NC(=0)CSc2nnc(n2C)CC(=0)Ne3cee(c(c3)Cl)Cl

7INC08442177 | 6.6 015 21.69 1 6 0 591.546 5 Cclccee(c1)NC(=0)COc2ccc(ce2Br) [C@@H]3C4C(=NC5=C3C(=0)CC(C5)(C)C)CC(CC4=0)(C)C
7INC08442177 | 6.76 11 19.37 1 6 0 591.546 5 Cclcccc(c1)NC(=0)COc2ccc(cc2Br) [C@H]3C4C(=NC5=CC(CC(=0)C35)(C)C)CC(CC4=0)(C)C
ZINC00633964 | 3.25 9.48 24 2 7 0 464378 8 Cn1c(nnclSCC(=0)NCe2cccec2)CC(=0)Ne3eee(c(c3)CHCl

7INC08442176 | 6.47 0.44 2194 1 6 0 547.095 5 Cclcccc(c1)NC(=0)COc2ccc(cc2Cl) [C@@H]3C4C(=NC5=C3C(=0)CC(C5)(C)C)CC(CC4=0)(C)C
7INC08442176 | 6.63 051 -19.68 1 6 0 547.095 5 Cclcece(c1)NC(=0)COc2cec(cc2Cl) [C@H]3C4C(=NC5=CC(CC(=0)C35)(C)C)CC(CC4=0)(C)C
ZINC00633955 4 126 19.41 2 7 0 470.426 7 C[C@H]1CCCC[C@H]INC(=0)CSc2nnc(n2C)CC(=0)Ne3cee(c(c3)C)Cl

ZINC00633958 | 4 177 2333 2 7 0 470426 7 C[C@@H]1CCCC[C@H]INC(=0)CSc2nnc(n2C)CC(=0)Nc3cce(c(c3)CHCl

ZINC08442175 | 6.34 012 2091 1 7 0 621.572 7 CCOclcc(cc(c10CC(=0)Nc2cceec2) Br) [C@@H]3C4C(=NC5=C3C(=0)CC(C5)(C)C)CC(CC4=0)(C)C
7INC08442175 | 65 107 -18.84 1 7 0 621.572 7 CCOclec(cc(c10CC(=0)Ne2eccec2)Br) [C@H]3C4C(=NC5=CC(CC(=0)C35)(C)C)CC(CC4=0)(C)C
ZINC08442174 4 181 -19.89 2 7 0 470.426 7 C[C@H]1CCCC[C@@H]INC(=0)CSc2nnc(n2C)CC(=0)Nc3eee(c(c3)ClCl

7INC08442173 | 6.76 0.2 2208 1 7 0 635.599 7 CCOclcc(cc(c10CC(=0)Nc2ecec(c2)C)Br) [C@@H]3C4C(=NC5=C3C(=0)CC(C5)(C)C)CC(CC4=0)(C)C
7INC08442173 | 6.92 0.75 183 1 7 0 635.599 7 CCOclcc(cc(c10CC(=0)NeZeeec(c2)C)Br) [C@H]3C4C(=NC5=CC(CC(=0)C35)(C)C)CC(CC4=0)(C)C
ZINC00633962 | 4 126 19.42 2 7 0 470426 7 C[C@@H]1CCCC[C@@H]INC(=0)CSc2nnc(n2C)CC(=0)NeBece(c(c3)CHCl

ZINC00633953 | 3.76 2.47 23.58 2 7 0 456399 7 Cn1c(nnc1SCC(=0)NC2CCCCC2)CC(=0)Ne3eee(c(c3)CCl

7INC08442172 | 6 1352 6278 1 6 1 497.615 5 CC1(CC2=C([C@H](C3=C(CC(CC3=N2)(C)C)[O-])chccce(c4)OCC(=0)Ne5eceee5)C(=0)C1)C
ZINC08442172_| 5.57 123 -33.68 1 6 0 498.623 5 CC1(CC2=NC3=CC(CC(=0)C3[C@@H]([C@@H]2C(=0)C1)c4cccc(c4)0CC(=0)Ne5cecec5)(C)C)C
ZINC08442172_| 5.57 0.02 25.86 1 6 0 498.623 5 CC1(CC2=NC3=CC(CC(=0)C3[C@@H](C2C(=0)C1)c4ecec(c4)OCC(=0)Nc5eeeec5)(C)C)C
ZINC08442172_| 5.41 0.3 288 1 6 0 498.623 5 CC1(CC2=NC3=C([C@@H]([C@H]2C(=0)C1)c4cccc(c4)OCC(=0)Nc5eceec5)C(=0)CC(C3)(C)C)C
7INC08442171 | 2.83 251 25 2 8 0 471.395 7 Cclesc(n1)NC(=0)CSc2nnc(n2C)CC(=0)Nc3cec(c(c3)ChCl

ZINC00633951 | 4.12 122 19.24 1 7 0 464.95 9 CCOclcc(ccel0CcZnnc(n2C)SCC(=0)Ne3cec(c(c3)CIF)C

ZINC00633947 3.76 0.28 -19.75 1 7 0 458.609 10 CCOclcc(ccc10Cc2nnc(n2C)SCC(=0)Nc3ccce(c3)SC)C

ZINC08442169 | 5.84 0.52 2946 1 6 0 512.65 5 Cclcccc(c1)NC(=0)COc2cccc(c2) [C@@H]3C4C(=NC5=C3C(=0)CC(C5)(C)C)CC(CC4=0)(C)C
7INC08442169 | 6 046 25.62 1 6 0 512.65 5 Cclccec(c1)NC(=0)COc2ccec(c2) [C@H]3C4C(=NC5=CC(CC(=0)C35)(C)C)CC(CCA=0)(C)C
7INC08442168 | 5.4 0.47 2811 1 7 0 542.676 7 CCOclcc(ccc10CC(=0)Ne2ecccc2) [C@@H]3C4C(=NC5=C3C(=0)CC(C5)(C)C)CC(CC4=0)(C)C
ZINC08442168 | 5.56 052 2451 1 7 0 542.676 7 CCOclcc(cce10CC(=0)Ne2eeecc2) [C@H]3C4C(=NC5=CC(CC(=0)C35)(C)C)CC(CC4=0)(C)C
ZINC00633946 | 4.64 -0.91 -12.59 1 6 0 471.38 7 Cnlc(nnclSCC(=0)NCCc2cccec2)c3cc4ec(ccc403)Br
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7INC08442167 | 7.7 0.27 2257 1 6 0 615.985 5 Cclcec(cclCINC(=0)COc2c(cc(cc2Cl) [C@@H]3C4C(=NC5=C3C(=0)CC(C5)(C)C)CC(CC4=0)(C)C)Cl
7INC08442167 | 7.86 ~0.68 -18.6 1 6 0 615.985 5 Cclcee(cc1CINC(=0)COc2c(ce(cc2Ch[C@H]3C4C(=NC5=CC(CC(=0)C35)(C)C)CC(CC4=0)(C)C)Cl
ZINC00633944 | 4.79 -0.29 -11.16 1 6 0 471.38 6 C[C@H](c1ccececc1)NC(=0)CSc2nne(n2C)c3ccdec(ccc403)Br

ZINC08442166 5.28 0.09 -14.52 0 5 0 588.164 3 CC(=0)O0clc(cc(ccll)/C=c\2/c(=0)n3c4cccccdnc3s2)l

ZINC08442165 | 4.17 2.88 16.84 0 6 0 420.49 7 CCOclcc(cc(c10C(=0)C)CC=C)/C=c\2/c(=0)n3c4cccccdnc3s2

ZINC08442164 6.1 2.53 -15.58 0 5 0 495.579 5 Cclec(c(nlc2ccc(cc2)0Cc3ccccc3F)C)/C=c\4/c(=0)n5c6eccccbne5s4

7INC00633938 | 3.54 133 16.81 1 7 0 499.337 8 Cnlc(nnclSCC(=0)Nc2c(cc(cc2Br)F)F)COc3ccccc30C

ZINC00633936 3.98 -0.92 -16.25 0 7 0 465.623 9 Cnlc(nnc1SCC(=0)N2CCN(CC2)c3cccce3)CCCc4ccc(cc4)0C

ZINC08442163 3.97 10 -10.73 1 5 0 465.097 5 clcc(ccc1C(=0)COC(=0)c2cc(=0)[nH]c3c2cc(cc3)Br)Br

ZINC00977563 | 3.71 8.97 2636 3 6 0 452337 5 clccc2e(c1)[nH]c(n2)c3cec(cc3)NC(=S)NC(=0)chcc(cncd)Br

7INC08442162 | 3.99 1.81 23.44 1 8 0 454552 11 Cnlc(nncl1SCC(=0)Nc2ccee(c2)C(=0)0C)CCCe3cec(cc3)0C

ZINC08442161 597 117 -14.8 0 4 0 421525 3 Cclcec(ccl)Cn2cc(c3c2ccce3)/C=c\4/c(=0)n5c6cccccbne5s4

ZINC00633932 4.51 0.67 -17.07 1 7 0 460.987 10 Cnlc(nnclSCC(=0)Nc2cc(ccc20C)Cl)CCCe3cec(cc3)0C

ZINC08442160 6.49 14.52 -18.63 0 6 0 444.512 7 CCCCOC(=0)clcce(cc)c2ecc(02)/C=c\3/c(=0)n4c5cccecc5ncds3

ZINC08442159 5.69 13.19 -12.94 0 5 0 493.382 5 COclcc(c(cc10Cc2cccec2)Br)/C=c/3\c(=0)n4c5cccccSncds3

ZINC08442157 6.54 -0.25 -12.7 0 4 0 477.383 4 Celcee(cc1)COc2ccc(cc2/C=c/3\c(=0)n4c5ccccc5nc4s3)Br

ZINC08442156 | 2.53 10.05 21.48 1 9 0 495.605 8 Cclccec(c1C)0Cc2nnc(n2C)SCC(=0)Nc3cccc(c3)C(=0)N4CCOCC

ZINC00633925 | 4.73 1.64 -13.88 1 6 0 497.365 7 Cclccec(c1C)0Ce2nnc(n2C)SCC(=0)Ne3c(cc(cc3Br)F)F

ZINC08442153 5.36 9.84 -19.63 0 12 0 573.635 6 COclcc(ccc10c2ne(nc(n2)N3CCOCC3)N4CCOCCH)/C=c\5/c(=0)n6c7ccccc7ncbsS
ZINC08442152 2.82 -3.01 -19.85 1 8 0 478.622 8 Celccccc1C(=0)NCCe2nnc(n2C)SCC(=0)N3CCN(CC3)c4cccccd

ZINC08442149 3.41 11.57 -22.21 2 8 0 492.63 9 Cclcceec1C(=0)NCCe2nnc(n2C)SCC(=0)Ne3nc(cs3)c4ccececd

ZINC00633923 3.35 -1.44 -20.64 2 8 0 473.986 9 Celccecc1C(=0)NCCe2nnc(n2C)SCC(=0)Nc3cc(ccc30C)Cl

7INC00633922 | 2.85 2.95 21.18 1 8 0 478.622 8 Cclccec(c1)C(=0)NCCe2nnc(n2C)SCC(=0)N3CCN(CC3)chccccck

7INC08442142 | 2.6 10.03 7448 2 9 1 452516 9 Cclccec(c1)C(=0)NCCe2nne(n2C)SCC(=0)Ne3ccee(c3)C(=0)[0-]

ZINC00633920 3.05 -3.39 -22.6 1 8 0 499.04 8 Cnlc(nnc1SCC(=0)N2CCN(CC2)c3cccce3)CCNC(=0)c4ccccc4Cl

ZINC08442138 2.87 -2.97 -20.77 1 8 0 478.622 8 Celcec(cc1)C(=0)NCCc2nnc(n2C)SCC(=0)N3CCN(CC3)c4cccccd

ZINC08442137 7.38 2.04 -7.83 0 3 0 492.233 7 clec(ceclC(c2cecc(cc2)Cl)O[C@H] (Cn3cenc3)c4ecc(cc4Cl)CICL

ZINC08442137 | 7.38 2.32 3845 1 3 1 493241 7 clcc(ccclCc2cce(ce2)Cl)O[C@H] (Cn3cc[nH+]c3)cccc(cc4CHCICI

ZINC08442136 7.38 1.96 -7.8 0 3 0 492.233 7 clee(ceclC(c2ecc(cc2)Cl)O[C@@H] (Cn3cenc3)c4ccc(cc4Cl)ClCl

7INC08442136 | 7.38 2.24 3845 1 3 1 493.241 7 clec(ceelC(c2cee(cc2)Cl)0[C@@H] (Cn3ccnH+]c3) ccec(cc4ChCC

ZINC08442135 3.46 11.58 -23.21 2 8 0 492.63 9 Cclcec(cc1)C(=0)NCCc2nnc(n2C)SCC(=0)Ne3nc(cs3)c4cccccd

ZINC08442133 | 2.62 10.04 7422 2 9 1 452516 9 Cclcec(ccl)C(=0)NCCe2nne(n2C)SCC(=0)Ne3ccec(c3)C(=0)[0-]

ZINC00633914 | 3.63 114 -15.19 1 6 0 461385 8 Cnlc(nnclSCc2cecc(cc2)Br)CNC(=0)Ce3cec(cc3)0C

ZINC00633912 4.1 -0.72 -14.98 1 6 0 451379 8 Cnlc(nnclSCc2ccc(cc2Cl)C)CNC(=0)Cc3ccc(cc3)0C

ZINC02851694 4 1.02 14.49 1 6 0 475412 9 CCnlc(nnclSCc2ccc(cc2)Br)CNC(=0)Ce3cec(ce3)0C

ZINC00633907 3.25 -2.81 -20.19 1 8 0 492.649 9 CCnl1c(nnclSCC(=0)N2CCN(CC2)c3ccecec3)CCNC(=0)c4ccc(cc4)C

ZINC00633905 | 3.1 342 20.45 1 8 0 499.04 8 Cn1c(nncl1SCC(=0)N2CCN(CC2)c3cccec3)CONC(=0)checc(ccd)Cl

ZINC00633902 | 4.17 352 1204 0 7 0 466.607 8 Cclecc(c(c1)0Cc2nnc(02)SCC(=0)N3CCN(CC3)chcccecd)C(C)C

ZINC08442128 3.83 1.17 -15.71 0 7 0 428.492 5 Cnlc2c(c(=0)n(c1=0)C)n(cn2)CCCOC3c4ccccc4C=Cc5c3ccccs

7INC08442128 | 3.83 145 5218 1 7 1 4295 5 Cnlc2c(c(=0)n(c1=0)C)n(c[nH+]2)CCCOC3chccccc4C=Ce5c3ceccs

ZINC08442127 3.62 0.96 -14.07 0 7 0 430.508 5 Cnlc2c(c(=0)n(c1=0)C)n(cn2)CCCOC3c4ccccc4CCc5c3ccees

ZINC08442127 3.62 1.24 -50.25 1 7 1 431.516 5 Cnlc2c(c(=0)n(c1=0)C)n(c[nH+]2)CCCOC3c4ccccc4CCe5c3ccecs

ZINC00633900 | 3.05 2.64 12.85 2 7 0 498.403 8 CCnlc(nnclSCC(=0)Nc2cec(cc2F)Br)CNC(=0)c3cccs3

ZINC08442126 2.71 -4.12 -17.69 2 8 0 458.594 8 CCnl1c(nnc1SCC(=0)Nc2nc3cccce3s2)CNC(=0)céeccsd

7INC00633899 | 2.68 2.8 13.33 2 7 0 484.376 7 Cn1c(nnclSCC(=0)Nc2cec(cc2F)Br)CNC(=0)c3cces3

7INC08442122_| 3.65 5.03 11.99 4 7 0 449.923 3 Cclcee(cel)SCe2e3e([nH]n2)0C(=C([C@]34c5cc(ccc5NC4=0)CI)CHN)N
7INC08442121 | 3.65 4.75 -13.09 4 7 0 449.923 3 Cclccc(ccl)SCe2e3c([nH]n2)OC(=C([C@@]34c5cc(ccc5NC4=0)CCH#N)N
ZINC08442120 3.89 8.12 -12.83 3 7 0 455.543 5 Ccleee(cel)SCe2c3¢([nH]n2)0C(=C([C@]34c5cccce5N(C4=0)CC=C)C#N)N
ZINC08442119 | 3.89 7.95 1293 3 7 0 455.543 5 Cclccc(ccl)SCe2e3c([nH]n2)0C(=C([C@@]34c5ccccc5N(C4=0)CC=C)C#N)N
ZINC08442118_| 3.14 459 124 4 7 0 433.468 3 Cclcce(cel)SCe2e3e([nH]n2)OC(=C([C@]34c5cc(ccc5NC4=0)F)CHN)N
7INC08442117 | 3.14 432 1357 4 7 0 433.468 3 Cclcec(ccl)SCe2e3c([nH]n2)0C(=C([C@@]34c5cc(ccc5SNC4=0)F) C#N)N
7INC08442116 | 2.89 375 1715 2 8 0 458.594 7 C[C@H](cInnc(n1C)SCC(=0)Nc2nc3ccece3s2)NC(=0)checesd

ZINC08442115 | 3.62 735 132 3 7 0 443532 4 CCN1c2ccccc2[C@]3(C1=0)c4c(n[nH]c40C(=C3C#N)N)CSc5ece(cc5)C
ZINC08442114 | 2.89 8.47 1714 2 8 0 458.594 7 C[C@@H](c1nnc(n1C)SCC(=0)Nc2nc3eccec3s2)NC(=0)checest

7INC08442112 | 3.62 757 1331 3 7 0 443532 4 CCN1c2ccecc2[C@@]3(C1=0)cc(n[nH]c40C(=C3C#N)N)CSc5ece(cc5)C
ZINC08442111 | 2.98 185 1444 2 8 0 486.648 7 C[C@H](cInnc(n1C)SCC(=0)Nc2c(c3c(s2)CCCC3)CHN)NC(=0)checest
ZINC01102227 | 4.45 -1.69 -15.72 3 7 0 496.523 3 COclcec(cel)c2ecc3c4c(c5c(c(=0)[nH]4) [C@@H](C(=C(05)N)C#N)cbcce(cc6)F)sc3n2
ZINC08442110 | 4.26 12.54 9.52 2 6 0 459.553 3 C[C@H]1CC=C2[C@H](C1)[C@@]3(c4ccecc4N(C3=0)CCc5ececc5)C(C(=C2CHN)N) (CHN)CHN
ZINC08442109 | 4.26 1251 1014 2 6 0 459.553 3 C[C@@H]1CC=C2[C@H](C1)[C@@]3(c4cccccdN(C3=0)CCc5cccec5)C(C(=C2CH#N)N) (CHN)CHN
7INC08442108 | 4.26 12.46 10.64 2 6 0 459.553 3 C[C@H]1CC=C2[C@@H](C1)[C@@]3 (c4cccccdN(C3=0)CCc5cccec5)C(C(=C2CH#N)N) (CHN)CAN
ZINC08442108 | 4.34 2.7 40,61 2 6 1 460.561 3 C[C@H]1CC=C2[C@@H](C1)[C@@]3 (cAcccccdN(C3=0)CCc5cccec5) C(C(=[NH2+])C2CHN) (CH#N)CHN
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ZINC08442107 | 2.98 -1.87 -14.58 2 8 0 486.648 7 C[C@@H](cInnc(n1C)SCC(=0)Nc2c(c3c(s2)CCCC3)CH#N)NC(=0)cheeesd
7INC08442106 | 4.26 1157 -10.66 2 6 0 459.553 3 C[C@@H]1CC=C2[C@@H](C1)[C@@]3(c4cceccdN(C3=0)CCc5eceecs)C(C(=C2CHN)N)(CHN)CHN
ZINC08442106 | 4.34 2.33 4122 2 6 1 460.561 3 C[C@@H]1CC=C2[C@@H](C1)[C@@]3(c4cccccN(C3=0)CCe5cccecs)C(C(=[NH2+])C2C#N) (CHN)CHN
ZINC08442105 3.06 -1.77 -14.71 2 8 0 498.659 9 C=CCn1c(nnc1SCC(=0)Nc2c(c3c(s2)CCCC3)C#N)CNC(=0)c4cces4
ZINC08442104 | 4.64 0.43 1171 1 6 0 491.997 8 CCOC(=0)C1[C@@H](C(=C(N=C1C)SCC(=0)Nc2ccc(cc2F)CI)CH#N)c3cces3
7INC08442104 | 5.21 123 1026 1 6 0 491.997 8 CCOC(=0)C1[C@@H](C(C(=NC1=C)SCC(=0)NcZcee(cc2F)CI)CHN)c3cces3
ZINC08442104 | 5.03 039 9.9 1 6 0 491.997 8 CCOC(=0)C1=C(N=C(C([C@H]1c2cccs2) C#N)SCC(=0)Nc3cec(cc3F)CI)C
7INC08442103_| 3.54 315 1637 2 8 0 484.632 9 C[C@H](c1nnc(n1CC=C)SCC(=0)Nc2nc3cecce3s2)NC(=0)checesd
ZINC08442102_|_4.64 0.43 1187 1 6 0 491,997 8 CCOC(=0)C1[C@H](C(=C(N=C1C)SCC(=0)Nc2ccc(cc2F)Cl)C#N)c3eces3
7INC08442102_| 5.21 142 11.89 1 6 0 491.997 8 CCOC(=0)C1[C@H](C(C(=NC1=C)SCC(=0)Nc2cce(cc2F)CHCH#N)c3eces3
ZINC08442102_| 5.03 -0.44 1041 1 6 0 491.997 8 CCOC(=0)C1=C(N=C(C([C@@H]1c2cccs2)C#N)SCC(=0)Ne3eec(cc3F)CI)C
7INC08442101 | 3.54 315 1642 2 8 0 484.632 9 C[C@@H](c1nnc(n1CC=C)SCC(=0)Nc2nc3cccec3s2)NC(=0)checesk
7INC08442100 | 4.82 234 1241 1 5 0 414.412 5 Cclcce2e(cl)nc([nH]2)CSc3c(c(cc(n3)cdeccod)C(F) (F)F)CHN

ZINC08442099 | 4.89 1047 162 1 6 0 470.476 7 COclcce(cc10C)c2ee(c(c(n2)SCe3[nH]ckccccc4n3) CHN)C(F) (F)F

7INC08442098 | 3.27 361 1675 2 8 0 472.621 8 CCn1c(nnclSCC(=0)Ne2nc3cccec3s2) [C@H](C)NC(=0)cheeesd

ZINC08442097 3.94 717 -12.02 3 7 0 428.492 5 COclcc(ccc10C2CCCC2)[C@H]3c4c(n[nH]c40C(=C3C#N)N)c5cccees
ZINC08442096 3.94 7.24 -11.78 3 7 0 428.492 5 COclcc(ccec10C2CCCC2)[C@@H]3c4c(n[nH]c40C(=C3C#N)N)c5cccees
ZINC08442095 | 3.27 359 16.69 2 8 0 472.621 8 CCn1c(nnclSCC(=0)Ne2ne3cccec3s2)[C@@H](C)NC(=0)chccesd
ZINC00664784 | 4.81 6.27 -10.96 3 7 0 444.878 4 COclcec(ccl)c2e3c(n[nH]2)0C(=C([C@H]3c4ccc(04)c5cec(cc5)CCHNIN
ZINC00664787 | 4.81 6.25 1112 3 7 0 444,878 4 COclcce(cel)c2c3c(n[nH]2)0C(=C([C@@H]3c4ccc(o4)c5ecc(cc5) CHCHN)N
ZINC00664768 4.66 6.34 -10.02 3 6 0 465.332 3 clec(sc1)c2c3c(n[nH]2)0C(=C([C@@H]3c4ccc(04)c5ccc(cc5)Br)C#N)N
ZINC08442094 | 3.64 311 165 2 8 0 486.648 8 CC(C)[C@H](c1nnc(n1C)SCC(=0)Nc2nc3cccee3s2)NC(=0)checesd
ZINC08670819 | 3.26 4.25 12.69 3 7 0 417.856 2 CCN1c2cccec2[C@]3(C1=0)cdc([nH]nc40C(=C3C#N)N)c5eee(cc5)Cl
ZINC08670819 3.26 4.97 -13.38 3 7 0 417.856 2 CCN1c2ccecc2[C@]3(C1=0)c4c(n[nH]c40C(=C3C#N)N)c5cec(cc5)Cl
ZINC08670818 | 3.26 4.82 “13.07 3 7 0 417.856 2 CCN1c2ccccc2[C@@)3(C1=0)cc([nH]nc40C(=C3C#N)N)c5ece(cc5)Cl
ZINC08670818 3.26 5.6 -13.71 3 7 0 417.856 2 CCN1c2ccccc2[C@@]3(C1=0)c4c(n[nH]c40C(=C3C#N)N)c5ccc(cc5)Cl
ZINC08442092_|_3.64 361 1631 2 8 0 486.648 8 CC(C)[C@@H] (cInnc(n1C)SCC(=0)Nc2nc3ccccc3s2)NC(=0) checesd
ZINC00664754 | 4.96 8.87 1233 3 7 0 478552 6 Cclecc(cclC)c2e3c(n[nH]2)0C(=C([C@H]3c4ccc(c(c4)0C)0Cc5cecec5) CHNN
ZINC00664757 | 4.96 8.88 -12.27 3 7 0 478.552 6 Cclcee(ce1C)c2¢3¢(n[nH]2)OC(=C([C@@H]3c4ccc(c(c4)0C)0Cc5cccec5)CH#NIN
ZINC08442091 | 3.09 10 1457 2 7 0 455.609 11 C[C@H](clnnc(n1CC=C)SCC(=0)NCCc2ccccc2)NC(=0)c3cces3

ZINC00664736_| 3.55 4.86 1058 3 8 0 432.48 5 Cclccc(cclC)c2c3c(n[nH]2)OC(=C([C@H]3c4ccc(c(c40C)0C)OC) CHN)N
ZINC00664738 | 3.55 4.53 1099 3 8 0 43248 5 Cclece(celC)c2c3e(n[nH]2)OC(=C([C@@H]3c4ccc(c(c40C)0C)OC) CHN)N
ZINC08442090 | 3.09 9.99 1443 2 7 0 455.609 11 C[C@@H](c1nnc(n1CC=C)SCC(=0)NCCc2ccccc2)NC(=0)c3cces3

ZINC08442089 | 4.25 6.6 1111 3 7 0 430.508 6 CCCOclcec(cc10C)[C@H]2¢3¢([nH]nc30C(=C2CHN)N)cdcce(c(c4)C)C
ZINC08442088_| 4.25 6.62 1099 3 7 0 430.508 6 CCCOclccc(cc10C) [C@@H]2c3¢([nH]nc30C(=C2C#N)N)cdccc(c(c4)C)C
ZINC08442087 3.29 10.61 -22.1 2 8 0 498.659 10 CCnl1c(nnc1SCC(=0)Nc2nc(cs2)c3ccccc3)CCNC(=0)c4ccesd

ZINC00664726 6 9.35 -9.55 3 6 0 482,971 5 Ccleec(ccl1C)c2e3c(n[nH]2)0C(=C([C@H]3c4ccccc40Cc5cce(cc5)CCHN)N
ZINC00664729 | 6 931 9.85 3 6 0 482.971 5 Cclcec(celC)c2c3e(n[nH]2)OC(=C([C@@H]3c4ccccc40Cc5ece(cc5)CI)C#N)N
ZINC00633895 3.19 -2.52 -18.3 2 7 0 449.989 9 CCnl1c(nnc1SCC(=0)Nc2ccccc2Cl)CCNC(=0)c3cces3

ZINC00664717 | 4.53 6.32 7.67 3 5 0 421.298 2 Cclcce(cclC)c2c3ce(n[nH]2)OC(=C([C@H]3c4ccc(cc4)Br)C#N)N

ZINC00664719 | 4.53 6.34 7.59 3 5 0 421.298 2 Cclccc(cclC)c2c3c(n[nH]2)OC(=C([C@@H]3c4ccc(cc4)Br)CEN)N
ZINC00633893 3.84 -2.82 -20.68 2 7 0 484.434 9 CCnl1c(nnc1SCC(=0)Nc2cce(c(c2)CI)CI)CCNC(=0)c3cces3

ZINC00664707 | 4.62 6.35 83 3 5 0 439.288 2 Cclccc(cclC)c2c3c(n[nH]2)OC(=C([C@H]3c4ccc(c(c4)Br)F)CHN)N
ZINC00664709 | 4.62 6.37 817 3 5 0 439.288 2 Cclecc(celC)c2c3c(n[nH]2)0C(=C([C@@H]3c4ccc(c(c4)BrF)CEN)N
ZINC00633892 3.84 -2.67 -17.13 2 7 0 484.434 9 CCnlc(nnc1SCC(=0)Nc2ccc(cc2C)CI)CCNC(=0)c3cces3

7INC08442086 | 5.18 6.45 6.3 3 5 0 451.368 2 clcc(cecl[C@H]2c3¢([nH]nc30C(=C2C#N)N) C45CC6CC(C4)CC(C6)C5)Br
ZINC08442085 | 5.18 6.43 -6.28 3 5 0 451.368 2 clcc(cecl [C@@H]2c3c([nH]nc30C(=C2C#N)N)C45CC6CC(C4)CC(C6)C5)Br
7INC08442084 | 4.41 443 9.16 3 7 0 432.524 4 COclce(ce(c1)0C) [C@H]2c3¢([nH]nc30C(=C2C#N)N)C45CC6CC(C4)CC(C6)CS
ZINC00633890 | 3.21 2.7 20.68 2 7 0 449.989 9 CCnlc(nnclSCC(=0)Nc2ceec(c2)Cl)CCNC(=0)c3cces3,

7INC08442083 | 4.41 441 9.23 3 7 0 432.524 4 COclce(cc(c1)0C)[C@@H]2c3c([nH]nc30C(=C2C#N)N)C45CC6CC(C4)CC(C6)CS
ZINC08442082_| 4.2 4.78 897 3 8 0 462.55 5 COclcee(c(c10C)0C) [C@H]2¢3c([nH]nc30C(=C2CH#N)N)C45CC6CC(C4)CC(C6)CS
7INC08442081 | 4.2 4.95 1021 3 8 0 462.55 5 COcleee(c(c10C)0C) [C@@H]2¢3c([nH]nc30C(=C2C#N)N)C45CC6CC(C4)CC(C6)CS
7INC05921075 | 0.48 3.77 -58.32 4 10 1 44048 7 CCOclcc(ccc10CC[NH+]2CCOCC2)[C@H]3c4c([nH]cnc4=0)OC(=C3C#N)N
7ZINC05921073 | 048 377 5816 4 10 1 44048 7 CCOclcc(ccc1OCC[NH+]2CCOCC2)[C@@H]3c4c([nH]cnc4=0)OC(=C3CHN)N
ZINC00633888 3.61 -2.15 -19.01 2 7 0 464.016 9 CCnlc(nncl1SCC(=0)Nc2ccc(cc2C)Cl)CCNC(=0)c3cces3

ZINC00664653 | 5.69 6.99 11.69 3 7 0 499.398 6 CC(C)(C)clc2e(n[nH]1)0C(=C([C@H]2c3cce(c(c3)0C)0Cckecc(c(c4)CHCI)CHN)N
ZINC00633887 | 3.24 9.02 201 2 7 0 449.989 9 CCnlc(nnclSCC(=0)Nc2cec(cc2)C)CCNC(=0)c3cces3,

7INC00664656 | 5.69 6.99 1137 3 7 0 499.398 6 CC(C)(C)cle2¢(n[nH]1)OC(=C([C@@H]2c3ccc(c(c3)0C) OCcAcec(c(c4)C)CCHN)N
7INC00664643 | 4.73 6.01 1391 3 7 0 493.954 3 Cclccc(ccl)c2c3c(n[nH]2)OC(=C([C@@]34c5ccccc5N(C4=0)Cebeec(cc6)CI)CHN)N
ZINC08442078 3.13 10.46 -22.71 2 8 0 498.659 9 Cclc(nc(s1)NC(=0)CSc2nnc(n2C)CCNC(=0)c3cces3)cdeccecd

ZINC00664621 | 3.96 522 -9.69 3 5 0 429.224 2 clcc(ceclc2c3c(n[nH]2)0C(=C([C@H]3c4ccc(c(c4)Br)F)CAN)N)F
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ZINC00664623 | 3.96 5.2 -9.72 3 5 0 429.224 2 clcc(ceelc2c3c(n[nH]2)0C(=C([C@@H]3c4ccc(c(c4)Br)F)CHN)N)F

7INC00633883 | 2.04 6.73 -14.29 2 8 0 468.308 7 Cnlc(nnclSCC(=0)Ne2eee(cc2F)Br)CNC(=0)c3ccco3

ZINC05918663 | 4.14 6.25 -11.92 3 7 0 434471 7 CCCCOclec(cce10C)[C@H]2¢3¢([nH]nc30C(=C2C#N)N)checc(cc)F

7ZINC05918661 | 4.14 6.25 -11.89 3 7 0 434471 7 CCCCOclec(cce10C) [C@@H]2¢3c([nH]nc30C(=C2C#N)N)cecc(ccd)F

ZINC00664588 | 4.37 4.98 -10.43 3 6 0 457.715 3 COclcec(cc1Br)[C@@H] 2¢3c([nH]nc30C(=C2C#N)N)cdeec(cca)Cl

ZINC00664571 | 4.54 481 -8.54 3 6 0 432789 4 clcc(ceelc2c3c(n[nH]2)OC(=C([C@H]3c4ccc(ccd)OC(F)(F)F)C#NIN)CI

ZINC00633881 | 2.13 7.03 -15.59 2 8 0 486.298 7 Cnlc(nnclSCC(=0)Nc2c(ce(ce2Br)F)F)CNC(=0)c3cccod

ZINC00664574 | 4.54 4.79 -8.61 3 6 0 432789 4 clcc(ceclc2c3c(n[nH]2)0C(=C([C@@H]3cccc(cc4) OC(F) (F)F) CAN)N)CI

ZINC00664566 | 3.32 75 -20.58 3 9 0 507.978 8 CCN(CC)C(=0)COclcce(ce10C)[C@H]2¢3c([nH]nc30C(=C2C#N)N)cdecc(ccd)Cl

ZINC00664569 | 3.32 753 205 3 9 0 507.978 8 CCN(CC)C(=0)COcTcce(cc10C) [C@@H]2¢3¢([nH]nc30C(=C2C#N)N) chccc(cc4)Cl

ZINC00664546 | 3.44 435 -12.28 3 7 0 471.286 4 COclcce(ce10C)c2e3c(n[nH]2)0C(=C([C@H]3c4ccc(c(c4)Br)F)C#N)N

7ZINC08442077 | 1.78 113 -16.31 2 9 0 456553 7 Cnic(nnclSCC(=0)Nc2¢(c3¢(s2)CCCC3)CHN)CNC(=0)checcod

ZINC00664549 | 3.44 436 12.15 3 7 0 471.286 4 COclece(ce10C)c2e3¢(n[nH]2)0C(=C([C@@H]3c4cce(c(c4)Br)F)CHN)N

7INC00633874 | 2.41 7.64 1371 2 8 0 482.335 8 CCnlc(nnclSCC(=0)Nc2cce(cc2F)Br)CNC(=0)c3ccco3

ZINC06303157 | 4.5 -1.89 -15.39 3 6 0 459358 5 [H]/N=C\1/[C@H]([C@H](C(=C(S1)N)C#N)c2ccc(c(c2)0C)0Cc3cec(c(c3)CCI)CHN

ZINC06303157 | 4.96 362 -15.05 2 6 0 459.358 5 [H]/N=C\1/C(C([C@H](/C(=N\[H])/ST)C#N)c2ccc(c(c2)0C)OCc3cec(c(c3)CI)CHCHN

ZINC08442075 | 2.15 1 -15.67 2 9 0 470.58 8 CCn1c(nnclSCC(=0)Nc2¢(c3c(s2)CCCC3)CHN)CNC(=0)cdcccod

7INC08442074 | 3.57 -2.87 -19.87 2 8 0 482.587 8 CCOC(=0)NC(=0)CSCI=NC(=C([C@@H](C1C#N)c2cces2)C(=0)Ne3eccee3)C

7ZINC08442074 | 3.19 -0.87 20.54 2 8 0 482.587 8 CCOC(=0)NC(=0)CSC1=C([C@H]([C@H](C(=N1)C)C(=0)Nc2cccee2)c3eces3)CHN

7INC08442074 | 3.19 275 21.54 2 8 0 482587 8 CCOC(=0)NC(=0)CSCI=C([C@H](C(C(=NT)C)C(=0)Nc2ccecc2)c3eces3)CHN

ZINC00633868 | 4.23 -0.06 21.81 2 7 0 437.569 8 Cclcee(cc])NC(=0)Ce2nnc(n2C)SCC(=0)Ne3eee(ce3)C(C)C

7INC04167844 | 3.47 372 -10.1 3 6 0 429299 3 COclcec(cc1Br) [C@H]2c3¢([nH]nc30C(=C2CH#N)N)chccesd

7ZINC04167843 | 3.47 3.38 -10.19 3 6 0 429.299 3 COclcec(cc1Br)[C@@H] 2¢3¢([nH]nc30C(=C2C#N)N)cheeest

ZINC04166616_| 3.58 442 -8.38 3 5 0 417263 2 clcc(scl)c2e3c(n[nH]2)OC(=C([C@@H]3cAccc(c(c4)BrF) CHNIN

ZINC00664421 | 5.07 6.73 -10.85 3 8 0 498.926 5 clccc(c(c)[C@@H]2c3¢([nH]nc30C(=C2CH#N)N)cdecc5e(c4)0C05)0Ccbecc(ce6)Cl

7INC08442072 | 4.78 173 -16.42 1 9 0 480.546 10 CCCOC(=0)cTccee(c1)NC(=0)CSc2nnc(n2C)c3cckccce(c403)0C

ZINC00664409 | 4.18 5.09 -7.88 3 5 0 4133 2 Cclcec(ccl)c2c3c(n[nH]2)0C(=C([C@H]3c4ccc(s4)Br)CEN)N

ZINC00664411_| 4.18 5.08 7.97 3 5 0 4133 2 Celeee(cel)c2e3c(n[nH]2)0C(=C([C@@H]3c4ccc(s4)BrCAN)N

ZINC04165398 | 3.09 7.67 198 3 9 0 487.56 8 CCN(CC)C(=0)COcLecc(cc10C)[C@@H]2c3¢([nH]nc30C(=C2C#N)N) chece(ccd)C

7ZINC04167833 | 3.58 3.19 -10.53 3 8 0 467.279 3 COclcce(ccl [C@H]2¢3¢([nH]nc30C(=C2CHN)N)cdecc5e(c4)0CO5)Br

ZINC04167831 | 3.58 3.15 -10.51 3 8 0 467279 3 COclecc(ccl[C@@H]2c3¢([nH]nc30C(=C2C#N)N)chcee5c(c4)0CO5)Br

ZINC05917163 | 5.46 3.74 9.14 1 4 0 453359 2 [H]/N=C\1/[C@@H]([C@H]([C@H]2C[C@H](CC=C2C1(CN)CHN)C(C)(C)C)c3cc(ccc3F)Br)CEN
ZINC05917163 | 5.46 3.62 -37.53 2 ) 1 454367 2 CC(C)(C)[C@H]1CC=C2[C@H](C1)[C@@H]([C@H](C(=[NH2+])C2(C#N)C#N)C#N)c3cc(cce3F)Br
ZINC05917152 | 5.46 356 9.77 1 4 0 453359 2 [H]/N=C\1/[C@H]([C@H] ([C@H]2C[C@@H](CC=C2C1(CHN)CHN)C(C)(C)C)c3cc(ccc3F)Br)CEN
ZINC05917152 | 5.46 343 -40.17 2 ) 1 454367 2 CC(C)(Q)[C@@H]1CC=C2[C@H](C1)[C@@H]([C@@H](C(=[NH2+])C2(C#N)C#N)C#N)c3cc(ccc3F)Br
ZINC13161990 | 5.46 1056 52.75 2 4 1 454367 2 CC(C)(C)[C@@H]1CC=C2[C@@H](C1)[C@@H]([C@@H](C(=[NH2+])C2(C#N)CHN)C#N)c3cc(cec3F)Br
ZINC05919492 | 3.25 2.79 54.7 2 5 1 427301 2 [H]/N=C/1\[C@@H]([C@H]([C@H]2C[NH+] (CC=C2CL(C#N)C#N)CC)c3cc(ccc3F)Br)CHN
7INC05919492 | 3.25 2.72 -105.28 3 5 2 428309 2 CC[NH+]1CC=C2[C@H](C1)[C@@H]([C@H](C(=[NH2+])C2(C#N)C#N)C#N)c3cc(ccc3F)Br
ZINC08442070 | 3.29 8.52 851 2 4 0 415.291 1 clcc(c(cc1Br)[C@H]2[C@H]3CSCC=C3C(C(=C2C#N)N) (CEN)CHN)F

7ZINC08442070 | 3.37 755 -40 2 4 1 416299 1 clcc(c(cc1Br) [C@H]2[C@H]3CSCC=C3C(C(=[NH2+])C2CHN) (CHN)CHN)F

7ZINC08442069 | 3.29 8.81 -8.97 2 ) 0 415291 1 clcc(c(cc1Br) [C@@H]2[C@H]3CSCC=C3C(C(=C2C#N)N) (CEN)CHN)F

7ZINC08442069 | 3.37 7.89 4141 2 4 1 416.299 1 clce(c(cc1Br)[C@@H]2[C@H]3CSCC=C3C(C(=[NH2+])C2CH#N)(C#N)CHN)F

ZINC08442067 | 3.29 8.83 -8.88 2 4 0 415.291 1 clcc(c(cc1Br)[C@H]2[C@@H]3CSCC=C3C(C(=C2C#N)N) (C#N)CHN)F

7ZINC08442067 | 3.37 7.83 -41.63 2 4 1 416299 1 clcc(c(cc1Br)[C@H]2[C@@H]3CSCC=C3C(C(=[NH2+])C2CHN) (CHN)CHN)F

ZINC08442066 | 3.29 8.54 -8.53 2 ) 0 415291 1 clcc(c(cc1Br)[C@@H]2[C@@H]3CSCC=C3C(C(=C2C#N)N) (CEN)CHN)F

7ZINC08442066_| 3.37 135 -41.96 2 4 1 416.299 1 clcc(c(cc1Br) [C@@H]2[C@@H]3CSCC=C3C(C(=[NH2+])C2CHN) (CHN)CHN)F

ZINC05919718 | 3.13 2.24 -19.95 1 9 0 504.55 4 [H]/N=C/1\[C@@H]([C@@]2(c3cccce3N(C2=0)Cedeccccd) [C@H]5CN(CC=C5CL(C#N)C#N)C(=0)OCC)CHN
7INC05919718 | 3.13 2.16 ~48.79 2 9 1 505.558 4 CCOC(=0)N1CC=C2[C@H](CT)[C@]3(chccccc4N(C3=0)Cc5ecceeS) [C@H](C(=[NH2+])C2(CHN)CHN)CEN
ZINC05919715 | 3.13 2.33 128 1 9 0 504.55 4 [H]/N=C\1/[C@@H]([C@]2(c3ccccc3N(C2=0)Cedeccecd) [C@H]5CN(CC=C5C1(C#N)C#N)C(=0)OCC)CHN
7ZINC05919715 | 3.13 22 -40.62 2 9 1 505558 4 CCOC(=0)N1CC=C2[C@H](C1) [C@@]3(c4ccccc4N(C3=0)Ccbeceecs) [C@H] (C(=[NH2+])C2(CAN)CHN)CHN
ZINC05919712 | 3.13 2.28 21 1 9 0 504.55 4 [H]/N=C\1/[C@H]([C@]2(c3cccce3N(C2=0)Cedeccecd) [C@@H]5CN(CC=C5C L(CHN)C#N)C(=0)OCC)CHN
7ZINC05919712 | 3.13 2.15 -47.26 2 9 1 505558 4 CCOC(=0)N1CC=C2[C@@H](C1)[C@@]3(c4cccccN(C3=0)Cc5eceees) [C@@H] (C(=[NH2+])C2(CHN)CHN)CHN
ZINC00633847 | 4.43 2.26 -15.38 1 9 0 466,519 9 CCnlc(nnclSCC(=0)Nc2eccec2C(=0)0C)c3ecdecec(c403)0C

7INC09210779 | 34 5.69 -14.55 3 7 0 431.883 3 CCclc2c(n[nH]1)0C(=C([C@]23c4ccccc4N(C3=0)Cc5ecc(cc5)CHCHN)N

7ZINC09210779 | 3.4 6.7 -13.93 3 7 0 431.883 3 CCclc2c([nH]n1)0C(=C([C@]23ckcccccdN(C3=0)Cc5ecc(cc5)CHCHN)N

7INC09210009 | 3.4 5.68 -12.79 3 7 0 431.883 3 CCclc2e(n[nH]1)OC(=C([C@@]23c4cccccN(C3=0)Ceece(cc5)CCHN)N

ZINC09210009 | 3.4 6.64 -13.58 3 7 0 431.883 3 CCclc2c([nH]n1)0C(=C([C@@]23c4cccccdN(C3=0)Cebeee(cc5)CCHN)N

ZINC00633845 | 3.92 081 195 2 7 0 494379 9 C=CCnlc(nnc1SCC(=0)Nc2cce(c(c2)C)CI)CNC(=0)c3ccccc3F

ZINC00633842 | 3.92 -0.86 -17.68 2 7 0 494379 9 C=CCnlc(nnclSCC(=0)Ne2ee(ce(c2)CCNCNC(=0)c3cccce3F

ZINC13161527 | 4.16 9.92 9.81 1 6 0 442.906 4 [H]/N=C\1/[C@@H](C2=CCOC[C@@H]2[C@H](C1(C#N)C#N)c3cccec30CcAcceccCCHN
ZINC00633838 | 4.99 1.56 -12.32 1 6 0 495349 8 COclecc(cel)c2nne(n2CC=C)SCC(=0)Nc3c(cc(ce3Br)F)F
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ZINC08442062 | 3.73 0.15 -16.93 0 7 0 454.529 7 CC1=NC(=C([C@@H](C1C(=0)0C)c2cces2) C#N)SCC(=0)c3ccctc(c3)0C04
7INC08442062 | 4.11 04 -14.45 0 7 0 454.529 7 CC1=C([C@H]([C@H](C(=N1)SCC(=0)c2ccc3c(c2)0CO3)C#N)chcces4)C(=0)0C
7ZINC08442062 | 4.29 1.56 27.26 0 7 0 454.529 7 COC(=0)C1[C@H]([C@H](C(=NC1=C)SCC(=0)c2ccc3c(c2)0C03)CH#N) checesd
7ZINC08442062 | 4.29 -0.23 -15.85 0 7 0 454.529 7 COC(=0)C1[C@H](C(C(=NCI=C)SCC(=0)c2ccc3c(c2)0C03)CHN) checesh
ZINC00633836 | 5.36 1.94 -11.82 1 5 0 479.35 7 Cclccec(c1)c2nne(n2CC=C)SCC(=0)Ne3c(cc(cc3Br)F)F

7INC09281351 | 3.88 643 125 3 7 0 44591 3 CC(C)clc2¢(n[nH] 1)OC(=C([C@@]23c4ccccc4N(C3=0)Cc5ecc(cc5)CHCHN)N
7ZINC09281351 | 3.88 7.12 -12.66 3 7 0 44591 3 CC(C)cLe2¢([nH]n1)OC(=C([C@@]23cAcccccN(C3=0)C5ecc(cc5)Cl)CHN)N
ZINC00633833 | 5.09 148 -12.67 1 5 0 467339 6 CCnlc(nnclSCC(=0)Nc2c(ce(cc2BrF)F)c3ecce(c3)C

ZINC08442061 | 2.8 436 -14.27 3 8 0 447.882 4 COCclc2c(n[nH]1)0C(=C([C@]23c4cccccAN(C3=0)Ce5ece(cc5)CCHNIN
7INC00633832 | 4.71 122 -12.97 1 5 0 453312 5 Cclcecc(c1)c2nne(n2C)SCC(=0)Ne3c(cc(cc3BF)F

ZINC08442060 | 2.8 3.94 -12.16 3 8 0 447.882 4 COCclc2c(n[nH]1)0C(=C([C@@]23c4cccccdN(C3=0)Ce5ecc(cc5)CHCHN)N
7ZINC00633829 | 5.07 144 -12.03 1 5 0 467339 6 CCnlc(nnclSCC(=0)Nc2c(ce(cc2Br)F)F)c3eccec3C

ZINC08442059 | 3.67 012 17 2 7 0 473.961 9 Cclc(ceeclCI)NC(=0)CSc2nnc(n2CC=C)CNC(=0)c3ccccc3F

7INC08442058 | 5.4 1391 2891 2 5 0 465.578 7 CC1=C([C@H](C(=C(N1)SCC(=0)c2cccec2)CHN)c3cecce3)C(=0)Nedecceek
7ZINC08442058 | 5.74 -0.66 -13.03 1 5 0 465.578 7 CC1=C(|C@H]([C@H](C(=N1)SCC(=0)c2ccecc2) C#N)c3cecee3) C(=0)Nedeceecd
7ZINC08442058 | 5.92 111 222 1 5 0 465578 7 C=C1C([C@H]([C@H](C(=N1)SCC(=0)c2cccec2) CH#N)c3eccec3) C(=0)Nedeceecd
ZINC08442058 | 5.92 -0.65 -13.73 1 5 0 465.578 7 C=C1C(|C@H](C(C(=N1)SCC(=0)c2ccccc2)C#N)c3cccee3)C(=0)Nedeccecd
7ZINC08442057 | 3.69 -0.16 -18.84 2 7 0 473.961 9 Celeee(ccINC(=0)CSc2nne(n2CC=C)CNC(=0)c3ceecc3F)Cl

7INC04391381 | 5.4 13.87 20.72 2 5 0 465.578 7 CC1=C([C@@H](C(=C(N1)SCC(=0)c2cccec2) C#N)c3cccee3) C(=0)Nedeccecd
7INC04391381 | 5.92 123 -14.09 1 5 0 465.578 7 C=C1C([C@@H](C(C(=N1)SCC(=0)c2ccccc2) C#N)c3eecce3)C(=0)Nedecceck
7ZINC04391381 | 5.92 1343 -24.76 1 5 0 465578 7 C=C1C([C@@H]([C@@H](C(=N1)SCC(=0)c2cccccZ)CHN)c3cceced)C(=0)Nekecceck
ZINC13161526 | 4.61 1151 -19.06 1 6 0 465.944 2 [H]/N=C\1/[C@H](C2=CCCC[C@@H]2[C@@]3(C1(C#N)C#N)ccccccdN(C3=0)Ce5ece(cc5)CCHN
ZINC00633816 | 3.29 0.72 -19.23 2 7 0 459.934 9 C=CCn1c(nnclSCC(=0)Ne2eeee(c2)Cl)CNC(=0)c3cccee3F

ZINC13161525 | 4.61 1172 12,01 1 6 0 465.944 2 [H]/N=C\1/[C@H](C2=CCCC[C@@H]2[C@]3(C1(C#N)CHN)cAcceccdN(C3=0)Ce5ece(cc5)CCHN
ZINC13161524 | 4.61 11.88 -12.19 1 6 0 465.944 2 [H]/N=C\1/[C@H](C2=CCCC[C@H]2[C@@]3(C1(C#N)C#N)cdcccccdN(C3=0)Ce5ece(cc5)CCHN
7ZINC00633814 | 4.29 123 -19.24 1 8 0 462.531 9 Cnlc(nnclSCC(=0)Ne2eee(ce2)C(=0)0C)COc3cccheccecked

ZINC08442053 | 4.61 11.68 -12.62 1 6 0 465.944 2 [H]/N=C/1\[C@H](C2=CCCC[C@H]2[C@]3(CL(C#N)CHN)chcccccdN(C3=0)Cebeee(ce5)CICHN
7ZINC08442053 | 4.61 2.06 -40.32 2 6 1 466.952 2 clccc2¢(c1)[C@@]3([C@@H]4CCCC=CA[C@@H](C(=[NH2+])C3(C#N)CH#N)CH#N)C(=0)N2Cc5cec(cc5)Cl
ZINC00633812 | 3.79 0.96 -17.39 1 8 0 446916 9 Cnlc(nnclSCC(=0)Ne2eee(cc2)C(=0)0C)COc3cec(ce3)Cl

ZINC00633810 | 4.16 1.09 16,64 1 8 0 460.943 10 CCnlc(nnclSCC(=0)Ne2eee(ce2)C(=0)0C)COc3cec(cc3)Cl

ZINC00633806 | 4.26 147 16 0 7 0 473.602 7 Cnlc(nnclSCC(=0)N2CCN(CC2)c3ccceed)COckeccheccecsed

7ZINC00633803 | 3.75 177 -13.99 0 7 0 457.987 7 Cnic(nnclSCC(=0)N2CCN(CC2)c3eceee3)COckecc(cc4)Cl

7ZINC04391378 | 3.9 1.02 -14.83 0 6 0 440546 8 CC1=NC(=C([C@@H](C1C(=0)0C)c2cces2) C#N)SCC(=0)c3cec(ce3)0C

7INC04391378 | 446 243 24.82 0 6 0 440.546 8 COclece(cc1)C(=0)CSC2=NC(=C)C([C@H]([C@H]2C#N)c3cces3)C(=0)0C
7ZINC04391378 | 4.46 0.64 -13.77 0 6 0 440546 8 COclecc(cc1)C(=0)CSC2=NC(=C)C(|C@H](C2CHN)c3cces3)C(=0)0C

7ZINC00633801 | 4.13 161 13,51 0 7 0 472,014 8 CCn1c(nnclSCC(=0)N2CCN(CC2)c3ceeee3)COckeec(cc4)Cl

ZINC00633798 | 4.14 0.94 -16.15 1 8 0 460.943 10 CCOC(=0)clccec(c1)NC(=0)CSc2nnc(n2C)COc3cec(cc3)Cl

ZINC08442050 | 3.9 1.04 -14.8 0 6 0 440546 8 CC1=NC(=C([C@H](C1C(=0)0C)c2cccs2)CHN)SCC(=0)c3ccc(cc3)0C

ZINC08442050 | 4.46 0.64 -13.45 0 6 0 440546 8 COclece(cc1)C(=0)CSC2=NC(=C)C([C@@H] (C2C#N)c3cces3)C(=0)0C

7ZINC08442050 | 4.28 053 116 0 6 0 440.546 8 CC1=C([C@@H]([C@H](C(=N1)SCC(=0)c2ccc(cc2)0C)CHN)c3eces3)C(=0)0C
ZINC08442050 | 4.46 2.19 -15.24 0 6 0 440546 8 COclecc(cc1)C(=0)CSC2=NC(=C)C([C@@H] ([C@@H]2C#N)c3cccs3)C(=0)0C
7ZINC08442049 | 1.78 -3.08 -43.22 4 11 1 49856 11 CCOclcc(ccc10CC[NH+]2CCOCC2)[C@H]3c4c([nH]nc40C(=C3CH#N)N)CC(=0)0CC
7ZINC08442048 | 2.48 -0.48 -18.94 2 10 0 483.55 11 CCnlc(nnclSCC(=0)Ne2eee(ce2)C(=0)0C)CNC(=0)c3cec(ce3)0C

7ZINC08442047 | 1.78 -3.08 472 4 11 1 49856 11 CCOclcc(ccc10CC[NH+]2CCOCC2) [C@@H]3c4c([nH]nc40C(=C3CHN)N)CC(=0)0CC
ZINC00803806 | 3.76 571 1164 3 7 0 434.521 6 Cclcee(cel)SCe2e3c(n[nH]2)0C(=C([C@@H]3cccec(c40C)OC)CHN)N

ZINC00633792 | 2.1 -0.67 -19.52 2 10 0 469523 10 Cnic(nnclSCC(=0)Ne2cee(ce2)C(=0)0C)CNC(=0)cBecc(cc3)0C

ZINC00803800 | 3.83 5.17 -12.28 3 7 0 418478 4 Cclcee(cel)SCe2e3c(n[nH]2)0C(=C([C@@H]3cdccc5c(c4)0CO5)CHN)N
7INC00662497 | 4.57 627 -8.92 3 5 0 459.394 4 Cclcee(cel)SCe2e3e(n[nH]2)0C(=C([C@H]3c4cc(cs4)Br)CHN)N

ZINC00633782 | 3.87 -1.38 20.14 1 8 0 441509 10 CC(C)OC(=0)clccee(c1)NC(=0)CSc2nnc(02)Ce3ecc(cc3)0C

7ZINC00662500 | 4.57 631 -9.64 3 5 0 459.394 4 Cclcee(cel)SCe2e3e(n[nH]2)0C(=C([C@@H]3c4cc(cs4)Br)CHN)N

ZINC08442046 | 4.01 -1.56 -19.73 1 8 0 441509 11 CCCOC(=0)clccec(c1)NC(=0)CSc2nnc(02)Ce3eec(ce3)0C

7ZINC00803814 | 4.17 6.76 -12.62 3 6 0 425517 4 Cclcee(cel)SCe2e3e(n[nH]2)OC(=C([C@@H]3c4ccnc5cdecec5) CHN)N

ZINC00803814 | 4.17 7.8 -36.61 4 6 1 426,525 4 Cclcce(cel)SCe2e3c([nH]n2)0C(=C([C@@H]3cdcc[nH+]c5cdccecs) CHN)N
7ZINC08442045 | 2.79 378 41.54 4 9 1 488.568 8 CCOclec(ccc10CC[NH+]2CCOCC2)[C@@H]3c4c([nH]nc40C(=C3C#N)N) c5eceecs
ZINC08442044 | 4.27 6.39 -68.66 1 8 1 481337 10 clcc(cc(c1)NC(=0)CSc2nnc(02)CCCOC3ecc(ce3C)CNC(=0)[0-]

7ZINC08442043 | 3.07 293 -40.56 4 9 1 468.578 8 CCOclec(ccc10CC[NH+]2CCOCC2)[C@H]3ce([nH]nc40C(=C3CH#N)N)C(C)(C)C
7ZINC08442042 | 3.07 -2.96 -41.33 4 9 1 468.578 8 CCOclec(ccclOCC[NH+]2CCOCC2)[C@@H]3c4c([nH]nca0C(=C3C#N)N)C(C) (C)C
ZINC08442041_ | 4.29 6.38 -61.09 1 8 1 481.337 10 clcc(ccc1C(=0)[0-])NC(=0)CSc2nnc(02)CCCOCBecc(ce3CI)C

ZINC08442040 | 2.97 75 -12.01 2 9 0 461,522 5 CC(C)(C)OC(=0)N1CC=C2[C@H](CL)[C@H](C(C(=C2CH#N)N)(C#N)C#N)c3cc(ccc30C)0C
ZINC08442040 | 3.05 2.34 4339 2 9 1 462.53 5 CC(C)(C)OC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(CH#N)CHN)c3cc(cce30C)0C
ZINC08442038 | 3.53 164 -15.78 1 8 0 427.482 10 CCOC(=0)clccc(cc1)NC(=0)CSc2nnc(02)Ce3cec(cc3)0C
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ZINC13161523 | 5.19 1117 -19.87 1 7 0 457,578 4 [H]/N=C\1/[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cee(ce3)C(C)(C)C)C(=0)OC(C) (C)C)C#N
7ZINC08442036_|_ 3.7 939 -14.93 2 9 0 479496 4 clcce(cel)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3CHN)N)(C#N)CH#N)cdeec5e(c4)0C05
ZINC08442036_| 3.78 1.08 51.89 2 9 1 480.504 ) clccc(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=[NH2+])C3CH#N)(C#N)C#N)cdcec5e(c4)0C05
7ZINC08442035 | 2.86 9.8 -19.83 2 10 0 497577 12 CCnlc(nnclSCC(=0)Ne2eee(ce2)C(=0)OCC)CNC(=0)c3ecc(ce3)0C

7ZINC08442033 | 5.6 3.24 -13.25 1 7 0 491,595 5 [H]/N=C/1\[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cce(ce3)C(C)(C)C)C(=0)OCchcccccd) CHN
7INC08442033 | 5.6 3.07 46,12 2 7 1 492.603 5 CC(C)(C)clece(ccl)[C@@H]2[C@H]3CN(CC=C3[C@@H] (C(=[NH2+])C2(C#N)C#N)CHN)C(=0)OCchccceck
7ZINC08442032 | 2.48 0.7 -19.32 2 10 0 483.55 11 CCOC(=0)clccc(cc1)NC(=0)CSc2nnc(n2C)CNC(=0)c3cec(ce3)0C

7INC08442031 | 4.78 1052 -12.87 2 8 0 519.483 6 clcec(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N) (CHN)CH#N)cecc(cc4)OC(F) (F)F
ZINC08442031 | 4.86 9.61 -50.29 2 8 1 520491 6 clccc(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=[NH2+])C3CH#N)(C#N)C#N)ccec(cc4) OC(F) (F)F
7ZINC08442030 | 4.06 1085 -14.46 2 7 0 471.467 4 clcec(cc1)COC(=0)N2CC=C3[C@H](C2) [C@H](C(C(=C3C#N)N)(C#N)CH#N)chcce(c(c4)F)F
ZINC08442030 | 4.15 339 -52.78 2 7 1 472475 ) clcec(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=[NH2+])C3C#N) (C#N)C#N)cdece(c(ch)F)F
7INC08442029 | 2.38 159 -14.66 2 8 0 431562 8 C[C@H]1CCCC[C@H]INC(=0)CSc2nnc(n2C)CNC(=0)c3ccc(cc3)0C

7ZINC08442028 | 3.59 10.87 -13.32 2 7 0 471467 ) clcec(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N) (C#N)C#N)chcce(ccAF)F
7INC08442028 | 3.67 336 -49.25 2 7 1 472475 4 clcec(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3CH#N)(C#N)CH#N)chccc(ccAF)F
7ZINC08442027 | 2.98 7.67 1154 2 7 0 458341 3 CCOC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(C#N)C#N)c3cc(cs3)Br

7ZINC08442027 | 3.06 0.28 472 2 7 1 459349 3 CCOC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3cc(cs3)Br

ZINC00633764 | 2.38 21 -15.21 2 8 0 431562 8 C[C@@H] 1CCCC[C@H]INC(=0)CSc2nnc(n2C)CNC(=0)c3cce(ce3)0C

7ZINC08442026_| 2.69 6.62 -13.44 2 7 0 427386 3 CC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(CHN)CH#N)c3ccc(cc3)OC(F) (F)F

ZINC08442026 | 2.78 5.79 51.39 2 7 1 428394 3 CC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3ccc(cc3)OC(F) (F)F
7INC08442025 | 3.74 188 67.92 2 7 1 436.495 3 [H]/N=C/1\C(C2=CC[NH+](C[C@@H]2[C@H](C1(C#N)C#N)c3ccchc(c3)0C04)Ce5eccees) CHN
ZINC08442025 | 3.74 171 -125.63 3 7 2 437503 3 clcce(cel)C[NH+]2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3CH#N) (C#N)C#N)cdcec5c(c4)0C05
7INC08442023 | 3.42 8.13 -11.26 1 7 0 45153 5 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cc(cce30C)0C) Ceheccecd) CAN
7ZINC08442023 | 3.42 2.44 -111.03 3 7 2 453,546 5 COclecc(c(c1)[C@@H]2[C@H]3C[NH+] (CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)CH#N)Ccdeccecd)0C
7INC08442021 | 3.14 6.78 -11.82 2 9 0 516.646 9 CCCN1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(CHN)CHN)c3cce(c(c3)0CC)OCCN4CCOCCH
7ZINC08442021 | 3.23 175 -177.51 4 9 3 519.67 9 CCC[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N) (C#N)C#N)c3cee(c(c3)0CC)OCC[NH+]4CCOCCA
7INC08442021 | 3.14 9.15 4315 3 9 1 517.654 9 CCCN1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(CH#N)C#N)c3ccc(c(c3)0CC)OCC[NH+]4CCOCCH
ZINC00633767 | 2.38 213 -15.09 2 8 0 431562 8 C[C@H]1CCCC[C@@H]INC(=0)CSc2nnc(n2C)CNC(=0)c3cec(ce3)0C

ZINC08442020 | 3.2 6.65 7.29 2 5 0 428359 2 CC(C)N1CC=C2[C@H](C1)[C@H](C(C(=C2CH#N)N)(C#N)CH#N)c3cc(cs3)Br

ZINC08442020 | 3.28 097 -112.97 3 5 2 430375 2 CC(C)[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3cc(cs3)Br

7ZINC08442019 | 5.04 9.4 -8.48 2 5 0 422479 4 CC(C)(C)[C@H] 1CC=C2[C@H](C1)[C@H](C(C(=C2CH#N)N)(C#N)C#N)c3ccccc30C(F)F

7ZINC08442019 | 5.13 457 -38.78 2 5 1 423.487 4 CC(C)(C)[C@H]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3cccec30C(F)F
7ZINC08442018 | 2.38 155 -14.69 2 8 0 431562 8 C[C@@H]1CCCC[C@@H]INC(=0)CSc2nnc(n2C)CNC(=0)c3cce(cc3)0C

7ZINC08442017 | 5.04 9.79 9.18 2 5 0 422479 4 CC(C)(Q)[C@@H]1CC=C2[C@H](CL)[C@H] (C(C(=C2C#N)N)(C#N)C#N)c3ccccc30C(F)F

7ZINC08442017 | 5.13 443 41.59 2 5 1 423487 4 CC(C)(C)[C@@H] 1CC=C2[C@H](C1)[C@H] (C(C(=[NH2+])C2C#N)(CHN)CHN)c3ccccc30C(F)F
7ZINC08442016 | 5.92 8.94 7.73 2 5 0 440469 ) CC(C)(C)[C@H]1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N) (C#N)C#N)c3cce(cc3)OC(F) (F)F
7INC08442016 |6 4.46 4111 2 5 1 441477 4 CC(C)(C)[C@H]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(CH#N)CH#N)c3ccc(ce3) OC(F) (F)F
ZINC00633758 | 3.88 0.75 138 0 7 0 451596 7 Cclccee(c10Cc2nnc(n2C)SCC(=0)N3CCN(CC3)edeccecd)C

7ZINC08442015 | 5.92 9.89 -8.65 2 5 0 440469 4 CC(C)(C)[C@@H]1CC=C2[C@H](CL)[C@H](C(C(=C2CHN)N)(C#N)C#N)c3cec(cc3)OC(F) (F)F
ZINC08442015 | 6 4.83 -44.37 2 5 1 441477 4 CC(C)(C)[C@@H]1CC=C2[C@H](C)[C@H](C(C(=[NH2+])C2C#N) (C#N)C#N)c3cec(cc3) OC(F) (F)F
7ZINC08442014 | 2.35 536 -13.54 1 9 0 488.592 7 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](C1(CH#N)CHN)c3ccc(c(c3)0CC)OCCN4CCOCC4)C)CHN
7ZINC08442014 | 2.35 1.58 -172.38 4 9 3 491616 7 CCOclec(ccc10CC[NH+]2CCOCC2)[C@@H]3[C@H]4C[NH+] (CC=C4[C@H](C(=[NH2+])C3(CHN)CH#N)CHN)C
7ZINC08442014 | 2.35 7.64 44,57 2 9 1 489.6 7 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](C1(CHN)CHN)c3ccc(c(c3)0CC)OCC[NH+]4CCOCCA)C)CHN
ZINC17147048 | 5.53 8.16 445 1 4 1 419.448 2 clc(c2c3c(c(cc(=0)[nH]3)[0-])sc2nc1C45CC6CC(CH)CC(C6)CH)C(F)(F)F

7ZINC00633754 | 4.25 1391 -14.07 0 7 0 465.623 8 CCn1c(nnclSCC(=0)N2CCN(CC2)c3ceeee3)COcke(ceec4C)C

7ZINC08442012_| 4.06 3.22 -18.48 1 9 0 493,523 6 [H]/N=C/1\[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cce(cc3)C(=0)0C)C(=0)0Cchcccccd)CHN
7ZINC08442012_|_4.06 3.04 54.78 2 9 1 494531 6 COC(=0)clecc(cel) [C@@H]2[C@H]3CN(CC=C3[C@@H] (C(=[NH2+])C2(C#N)CH#N)C#N)C(=0)OCcAcccech
ZINC08442011 | 2.07 336 -16.13 1 9 0 480.594 8 Cnlc(nnclSCC(=0)N2CCN(CC2)c3cccee3)CNC(=0)cdecc(ccd)0C

ZINC08442010 | 4.1 8.42 -10.06 2 7 0 446,551 5 CC(C)(C)[C@H]1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N) (C#N)CHN)c3cc(c(cc30C)0C)0C
ZINC08442010 | 4.19 3.86 -39.86 2 7 1 447559 5 CC(C)(C)[C@H]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(CHN)C#N)c3ce(c(cc30C)0C)0C
ZINC08442009 | 4.1 8.78 -10.56 2 7 0 446551 5 CC(C)(C)[C@@H]1CC=C2[C@H](C1)[C@H](C(C(=C2CHN)N)(C#N)CH#N)c3cc(c(cc30C)0C)0C
ZINC08442009 | 4.19 3.74 -42.84 2 7 1 447559 5 CC(C)(C)[C@@H]1CC=C2[C@H](CL)[C@H](C(C(=[NH2+])C2C#N) (C#N)C#N)c3cc(c(cc30C)0C)0C
7INC08442007 | 3.74 6.53 -18.47 4 7 0 429,524 5 CC(C)(C)[C@H]1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N) (CEN)CHN)c3ccc(cc3)0CC(=0)N
ZINC08442007 | 3.82 03 -49.6 4 7 1 430532 5 CC(C)(C)[C@H]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N) (CH#N)C#N)c3cec(cc3)OCC(=0)N
7INC08442006_| 3.74 7.48 20.39 4 7 0 429,524 5 CC(C)(C)[C@@H]1CC=C2[C@H](C1)[C@H](C(C(=C2CHN)N)(C#N)CHN)c3cce(ce3)0CC(=0)N
ZINC08442006 | 3.82 0.67 -52.53 ) 7 1 430532 5 CC(C)(C)[C@@H]1CC=C2[C@H](CL)[C@H](C(C(=[NH2+])C2C#N) (C#N)C#N)c3cee(cc3)0CC(=0)N
ZINC08442005 | 0.75 121 52.15 2 9 1 433.558 8 CCnlc(nnclSCC(=0)N2CC[NH+](CC2)C)CNC(=0)c3ccc(ce3)0C

ZINC08442004 | 4.02 3.6 71.24 2 7 1 450522 5 [H]/N=C/1\[C@H](C2=CC[NH+](C[C@@H]2[C@H](CL(C#N)C#N)c3cce(cc3)C(=0)0C) Cedeccecd)CHN
7ZINC08442004 | 4.02 343 -132.18 3 7 2 45153 5 COC(=0)clece(ccl)[C@@H]2[C@H]3C[NH+](CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)CHN)Ccheccecd
ZINC00633747 | 2.04 -2.46 17.12 2 8 0 439,541 10 Cnlc(nnclSCC(=0)NCCe2eceec2) CNC(=0)c3ceec(ce3)0C

7ZINC01107286 | 4.79 6.61 10.71 3 7 0 444535 6 Cclc2c(n[nH]1)0C(=C([C@H]2c3ccc(c(c3)COckccc(cc4)C(C)(C)C)OC)CHN)N

ZINC01107287 | 4.79 6.7 107 3 7 0 444.535 6 Cclc2c(n[nH]1)0C(=C([C@@H]2c3ccc(c(c3)COckecc(cc4)C(C)(C)C)OC)CHN)N
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7INC09122187 | 4.75 7.04 -8.91 3 5 0 453.365 4 Cclccc(cc1)SCe2c3c(n[nH]2)OC(=C([C@H]3c4ccc(cc4)Br)C#N)N

ZINC00633743 2.53 10.07 -21.04 1 9 0 495.605 8 Celccee(c10Cc2nnc(n2C)SCC(=0)Nc3ccce(c3)C(=0)N4CCOCC4)C

7INC09122186 | 4.75 714 9.7 3 5 0 453.365 4 Cclcec(cc1)SCe2e3c(n[nH]2)0C(=C([C@@H]3c4ccc(cc4)Br)CHN)N

7INC08836444 | 4.72 7.04 891 3 5 0 453.365 4 Cclcee(cel)SCe2e3e(n[nH]2)OC(=C([C@H]3ckcccc(c4)Br)CHN)N

7INC08836443 | 4.72 713 9.26 3 5 0 453.365 4 Cclccc(ccl)SCe2e3c(n[nH]2)0C(=C([C@@H]3c4ccec(c4)Br)C#N)N

ZINC00633740 2.51 9.53 -20.62 1 8 0 451.552 6 Celccee(cl)c2nne(n2C)SCC(=0)Nc3ccee(c3)C(=0)N4CCOCCH

ZINC08442003 | 3.69 8.96 2084 3 9 0 533.654 10 CCN(CC)C(=0)COclccc(ce10C)[C@@H] 2¢3¢([nH]nc30C(=C2C#N)N)CScdeec(ccd)C

ZINC00660155 | 4.32 717 1177 3 7 0 462.575 7 Cclece(ccl)SCe2e3c(n[nH]2)OC(=C([C@H]3c4ccc(c(c4)0C)OC(C)C)CENIN

ZINC00633738_| 2.53 9.54 2041 1 8 0 451,552 6 Cclcec(cel)c2nnc(n2C)SCC(=0)Ne3ecee(c3)C(=0)N4CCOCCA

ZINC00660158 | 4.32 7.26 1286 3 7 0 462.575 7 Cclcce(cel)SCe2e3c(n[nH]2)OC(=C([C@@H]3c4ccc(c(c4)0C)OC(C)C)CHNIN

ZINC07101975_|_6.07 12,59 737 0 3 0 366.892 3 cIccc(cc]) [C@H]2CN(N=C2c3cec(cc3)C)C(=0)C4CCCCCA

ZINC07101974 6.07 12.59 -743 0 3 0 366.892 3 cleec(cc])[C@@H]2CN(N=C2c3ccc(cc3)Cl)C(=0)C4CCCCCA

ZINC08442000 | 4.69 4.05 17.32 0 7 0 456.564 10 CCOC(=0)C1[C@H](C(=C(N=C1C)SCC(=0)C(C)(C)C)CH#N)c2ccc(cc2)C(=0)0C

ZINC08442000 | 5.25 2.47 1329 0 7 0 456.564 10 CCOC(=0)C1[C@H](C(C(=NC1=C)SCC(=0)C(C)(C)C)C#N)c2cce(ce2)C(=0)0C

ZINC08442000 | 5.07 3.24 13.6 0 7 0 456.564 10 CCOC(=0)C1=C(N=C(C([C@@H]1c2ccc(cc2)C(=0)0C) C#N)SCC(=0)C(C)(C)C)C

ZINC08441999 6.95 -0.73 -11.18 1 3 0 425.582 6 cleec(cel)Ce2ne(es2)c3ccc(ce3)Nedne(cs4)c5eccees

ZINC08441998 | 5.02 3.17 -18.15 0 8 0 506.58 11 CCOC(=0)C1[C@@H](C(=C(N=C1C)SCC(=0)c2ccc(cc2)0C) C#N)c3ecc(ce3)C(=0)0C

ZINC08441998 | 5.58 155 1631 0 8 0 506.58 11 CCOC(=0)C1[C@@H](C(C(=NC1=C)SCC(=0)c2cce(cc2)OC) C#N)c3ece(ce3)C(=0)0C

ZINC08441998 | 54 2.56 1501 0 8 0 506.58 11 CCOC(=0)C1=C(N=C(C([C@H]1c2ccc(cc2)C(=0)0C) C#N)SCC(=0)c3cec(cc3)0C)C

ZINC08441997 | 8.67 -1.68 9.53 1 3 0 524.896 5 clcc(ceclc2esc(n2)c3cec(cc3)Cl)Nednc(cs4)c5eec(ccs) Br

ZINC08441996 | 5.02 3.37 2002 0 8 0 506.58 11 CCOC(=0)C1[C@H](C(=C(N=C1C)SCC(=0)c2ccc(cc2)0C)C#N)c3cec(cc3)C(=0)0C

7INC08441996 | 54 2.57 1623 0 8 0 506.58 11 CCOC(=0)C1=C(N=C(C([C@@H]1c2ccc(cc2)C(=0)OC) CHN)SCC(=0)c3cec(cc3)0C)C

ZINC08441996 | 5.58 1.79 -15.88 0 8 0 506.58 11 CCOC(=0)C1[C@H](C(C(=NC1=C)SCC(=0)c2ccc(cc2)0C) CHN)c3cec(cc3)C(=0)0C

ZINC08441995 6.47 -2.37 -14.03 1 5 0 460.378 6 CCOC(=0)clc(nc(s1)Nc2ccc(cc2)Br)c3nc4cccccds3

ZINC08441992 6.19 -1.38 -8.72 1 3 0 414.353 4 clcec(ccl)c2esc(n2)Ne3nc(cs3)c4ecc(cc4)Br

ZINC08441991 | 6.97 13.6 6326 2 4 0 425557 4 C[NH+](C)cIcec(cel)/[NH+]=c\2/c(cc3ccccc302) chnc(cs4)c5eccecs

ZINC08441991 | 6.97 12.36 53.72 2 4 0 425.557 4 C[NH+](C)cIcec(ccl)/[NH+]=c/2\c(cc3ccccc302) conc(cs4)c5eececs

ZINC08441991 6.97 12.04 -23.28 1 4 1 424.549 4 CN(C)clcee(ccl)/[NH+]=c/2\c(cc3ccccc302)cdnc(cs4)c5eccees

ZINC08441991 | 6.97 12.85 23.69 1 4 1 424.549 4 CN(C)clcec(cel)/[NH+]=c\2/c(cc3ccccc302) chnc(cs4)c5eececs

7INC08441989 | 5.42 2.47 162 1 6 0 444579 5 [H]/N=C\1/[C@H](C2=CC[C@@H](C[C@@H]2[C@@H](C1(C#N)C#N)c3cce(c(c3)0C)OC(C)C)C(C)(C)C)CHN
7INC08441989 | 5.42 2.29 44,5 2 6 1 445.587 5 CC(C)0cl cec(cc10C)[C@H]2[C@H]3C[C@H](CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(C)(C)C
7INC08441988 | 5.42 3.81 1179 1 6 0 444579 5 [H]/N=C\1/[C@H](C2=CC[C@@H] (C[C@@H]2[C@H](C1(C#N)C#N)c3cce(c(c3)0C)0C(C)C)C(C) (C)C)CHN
7INC08441988 | 5.42 3.63 4214 2 6 1 445,587 5 CC(C)0cl cee(cc10C)[C@@H]2[C@H]3C[C@H](CC=C3[C@@H] (C(=[NH2+])C2(C#N)CH#N)C#N)C(C)(C)C
ZINC00633686 | 4.13 0.07 -30.68 0 6 0 440278 1 clccc2c(c1)c(=0)n3c(n2)SCC(=N3)c4cc5ec(cec50c4=0)Br

ZINC08441987 | 5.42 4.12 14.62 1 6 0 444,579 5 [H]/N=C/1\[C@@H](C2=CC[C@H] (C[C@@H]2[C@@H](C1(C#N)C#N)c3ccc(c(c3)0C)OC(C)C)C(C) (C)C)CHN
7INC08441987 | 5.42 3.96 4323 2 6 1 445587 5 CC(C)0clcec(cc10C)[C@H]2[C@H]3C[C@@H](CC=C3[C@H] (C(=[NH2+])C2(C#N)C#N)C#N)C(C)(C)C
7INC08441986 | 6.18 10.5 32.78 2 6 1 469.439 6 COclcec(cc1)NC(=0)c\2¢cc3cecc(c30/c2=[NH+]\c4ccec(c4)C(F) (F)F)OC

7ZINC08441986_| 6.18 8.94 41.39 2 6 1 469.439 6 COclcce(cc1)NC(=0)c\ 2cc3ecce(c30/c2=[NH+]/cdeccc(c4)C(F) (F)F)OC

ZINC00633661 | 6.13 1111 29.18 2 6 1 429.496 5 Cclcec(c(cl)/[NH+]=c\2/c(cc3cccc(c302)0C)C(=0)Nchcec(ccd)0C)C

7INC00633661 | 6.13 8.89 3113 2 6 1 429.496 5 Cclcec(c(cl)/[NH+]=c/2\c(cc3cecc(c302)0C)C(=0)Nekeec(cc4) 0C)C

7INC06296296 | 6.17 10.69 33.13 2 5 1 439.413 5 COclcec(cc1)NC(=0)c\2cc3cecec30/c2=[NH+]\cdccee(c4)C(F) (F)F

7INC06296296_| 6.17 9.08 -39.64 2 5 1 439413 5 COclcce(cc1)NC(=0)c\2cc3ecccc3o/c2=[NH+]/cdeccc(c4)C(F) (F)F

ZINC08441985_| 5.42 4.12 1299 1 6 0 444,579 5 [H]/N=C\1/[C@H](C2=CC[C@H](C[C@@H]2[C@H](C1(C#N)C#N)c3ccc(c(c3)0C)OC(C)C)C(C)(C)C)CHN
7INC08441985 | 5.42 3.94 4653 2 6 1 445587 5 CC(C)0cl cee(cc10C) [C@@H]2[C@H]3C[C@@H] (CC=C3[C@@H] (C(=[NH2+])C2(CHN)CAN)C#N)C(C) (C)C
7INC08441984 | 4.62 1135 1244 2 7 0 514.383 4 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N)(C#N)C#N)cdcce(ccd)Br
7INC08441984 | 4.7 115 49.64 2 7 1 515.391 4 clcce(ccl)COC(=0)N2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3C#N) (C#N)C#N)cdccc(cc4)Br
ZINC08441983 2.07 0.29 -11 0 9 0 438.484 2 CC(C)clc(ne(c(n1)CH#N)C#N)c2cee3c(c2)0CCOCCOCCOCCO3

7INC08441982 | 4.62 11.69 11.9 2 7 0 504.377 4 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N) (CHN)C#N)chcce(cc4Cl)CI
7INC08441982 | 4.7 1.65 ~47.03 2 7 1 505.385 4 cIccc(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3C#N) (C#N)C#N) cAccc(cc4ClCl
ZINC08441981 0.58 4.28 -20.85 0 10 0 440.456 1 clec2¢(cclc3enc(c(n3)CH#N)C#N)OCCOCCOCCOCCOCCO2

ZINC08441980 | 4.59 1132 1132 2 7 0 504.377 4 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N)(CH#N)C#N)cc(cccc4Cl)Cl
ZINC08441980 | 4.68 155 4023 2 7 1 505.385 4 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3C#N)(C#N) C#N)chc(ccec4Cl)Cl
ZINC12416741 3.14 5.69 -9.89 2 3 0 212.252 2 clcec(cc1)NC(=0)Nc2cccec2

ZINC12416741 2.77 3.39 -5.14 2 3 0 212.252 3 cleec(cc1)N/C(=N/c2cceec2) /0

7INC08441979 | 3.96 11.19 1201 2 7 0 469.932 4 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N)(CH#N)C#N)chcccccaCl

ZINC08441979 | 4.05 1.81 44.87 2 7 1 470.94 4 clocc(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3C#N)(C#N)C#N)c4cccecdCl
ZINC08441978 | 3.52 2.86 -18.95 1 10 0 525.565 7 [H]/N=C/1\[C@H] (C2=CCN(C[C@@H]2[C@H] (C1(C#N)C#N)c3cc(c(c(c3)0C)OC)0C)C(=0) OCcAcccecd) CHN
ZINC08441978 | 3.52 2.69 5554 2 10 1 526.573 7 COclec(ce(c10C)0C)[C@@H]2[C@H]3CN(CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)OCc4ccccch
ZINC08441977 5.35 1.93 -11.32 0 5 0 432.907 7 COclcec(cc10C)/C=C/C(=0)c2nc3cccce3n2Ce4cccccdCl

ZINC08441976 | 3.46 9.55 2513 1 9 0 495.539 6 [H]/N=C/1\[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cc(cce30C)0C)C(=0)OCcAcccecd) CHN
7INC08441976 | 3.46 2.06 -44.35 2 9 1 496.547 6 COclcee(c(c])[C@@H]2[C@H]3CN(CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)OCc4cccccd)0C
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ZINC08441975 6.14 12.25 -9.61 1 5 0 484.408 4 COclcec(cc10C)[C@H]2CC(=Nc3cccce3S2)c4[nH]cS5ce(c(cc5n4)CCl

7INC08441974 | 3.46 2.36 1545 1 9 0 495.539 6 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](CL(CH#N)CHN)c3cce(cc30C)0C)C(=0)OCchccceck) CHN
ZINC08441974 | 3.46 2.18 4682 2 9 1 496.547 6 COclcee(c(c1)0C) [C@@H]2[C@H]3CN(CC=C3[C@H] (C(=[NH2+])C2(C#N)C#N)C#N)C(=0)OCccccecd
7INC08441973 | 3.54 2.44 1715 1 9 0 495.539 6 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](C1(CH#N)C#N)c3cce(c(c3)0C)0C)C(=0)OCchcccccd) CHN
ZINC08441973 | 3.54 2.26 513 2 9 1 496.547 6 COclcee(cc10C)[C@@H]2[C@H]3CN(CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)OCcAcceec
7INC08441972_| 3.24 9.96 19.19 1 9 0 495.539 6 [H]/N=C\1/[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3ccec(c30C)0C)C(=0)OCchcccecd) CHN
ZINC08441972 | 3.24 233 4845 2 9 1 496.547 6 COclceec(c10C) [C@@H]2[C@H]3CN(CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)OCchccccck
7INC06446605 | 2.28 8.91 12.09 2 8 0 425.448 4 clcee(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N)(C#N)C#N)caccock

ZINC06446605 | 2.37 2.69 4629 2 8 1 426.456 4 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3C#N) (C#N)C#N)c4ccock
7INC08441971 | 6.14 12.25 9.6 1 5 0 484.408 4 COclcec(cc10C)[C@@H]2CC(=Nc3cecce3S2)c4[nH]c5ee(c(ce5n4)Cl)C

ZINC08441970 | 3.57 10.12 2054 1 8 0 483.503 5 [H]/N=C\1/[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cc(ccc3F)0C)C(=0) OCcAcccccd) CHN
ZINC08441970 | 3.57 2.64 4602 2 8 1 484511 5 COclcce(c(c])[C@@H]2[C@H|3CN(CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)OCchcccccd)F
7INC06446604 | 3.23 10.15 1152 2 7 0 441,516 4 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N)(CH#N)C#N)chccess

7INC06446604 | 3.32 122 4546 2 7 1 442524 4 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3C#N) (C#N)C#N)cdccesd
ZINC08441969 | 4.18 11.28 -13.05 2 7 0 503.484 5 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H] (C(C(=C3C#N)N)(CH#N)C#N) chcccccdC(F) (F)F
7INC08441969 | 4.27 3.58 4545 2 7 1 504.492 5 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=[NH2+])C3C#N) (C#N)C#N)chccecc4C(F) (F)F
7INC08441968 | 4.42 168 333 4 6 0 546.762 12 CCclcccc(cINC(=8)NC(=0)c2cec(cc2)C(=0)NC(=S)Ne3c(cecc3CC)CC)CC

ZINC08441966 | 3.51 9.19 13.62 2 8 0 453.502 4 CCOC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=C2CHN)N)(C#N)CHN)c3ccc(chc3ccecd)OC

ZINC08441966 | 3.59 2.01 493 2 8 1 454.51 4 CCOC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3ccc(chc3ccccd)0C
ZINC05316280 5.13 -1.25 -11.38 2 7 0 501.558 7 CC1=NC(=C([C@@H](C1C(=0)Nc2ccccc20C)c3ccccc3F)C(=0)Nc4cccec40C)C

7INC05316280 | 5.31 165 1164 2 7 0 501.558 7 CC1=NC(=C)C([C@H](C1C(=0)Nc2ccccc20C)c3ccccc3F) C(=0)Nedeceecd0C

ZINC05316280 | 5.31 0.17 19.04 2 7 0 501.558 7 CC1=NC(=C)C([C@H]([C@H]1C(=0)Nc2cccec20C)c3ecece3F) C(=0)NedeceecdOC

ZINC05316280 | 5.13 119 1197 2 7 0 501.558 7 CC1=NC(=C([C@H]([C@@H]1C(=0)Nc2ccccc20C)c3ccccc3F) C(=0)Netcceec40C)C

ZINC08441965 | 4.54 2.97 63.76 2 6 1 472.572 4 [H]/N=C/1\[C@H](C2=CC[NH+](C[C@@H]2[C@H](C1(C#N)C#N)c3ccc(chc3ccccd)0C)Cebeeece5) CHN
ZINC08441965 | 4.54 2.8 12358 3 6 2 473.58 4 COclcee(c2clcccc2) [C@@H]3[C@H]4C[NH+](CC=C4[C@@H](C(=[NH2+])C3(C#N)CH#N)C#N)Ccheececs
ZINC08441964 4.08 -1.21 -7.67 0 3 0 285.387 7 CCCCCCCC/N=C/1\CC(=0)C(=0)c2clcccc2

ZINC08441962 | 531 12.54 14.67 2 5 0 473.623 7 CC1=C([C@H](C(=C(N1)SCc2ccec(c2)0C)CH#N)c3cces3)C(=0)Nekeceeck

7INC08441962_| 5.83 0.23 19.16 1 5 0 473.623 7 COclecee(c1)CSC2=NC(=C)C([C@H]([C@H]2C#N)c3cccs3)C(=0)Ncdeccecd

7INC08441962 | 5.83 172 1152 1 5 0 473.623 7 COclceec(c1)CSC2=NC(=C)C([C@H] (C2C#N)c3cccs3)C(=0)Nedeceeck

ZINC08441962 | 5.64 118 -10.61 1 5 0 473.623 7 CC1=C([C@H]([C@@H](C(=N1)SCc2cccc(c2)0C)CHN)c3cces3)C(=0)Nckeececd

ZINC08441961 7.75 12.32 -18.58 2 7 0 617.752 8 clecc(cc1)[C@](c2cc3ccccc3[nH]2) (c4ccScccec5n4S(=0) (=0)cbeccecc6)NS(=0)(=0)c7cccec?
ZINC00061509 2.28 5.82 -6.96 0 4 0 194.186 4 COC(=0)clcce(cc1)C(=0)0C

ZINC03770286 6.95 -1.21 -12.88 1 6 0 505.599 3 CCOclcec(ccl)[C@H]2C3=C((c4ccccc4CC3)N=c5n2¢(=0)/c(=C/6\c7ccccc7NC6=0)/s5

ZINC03770288 6.95 -1.22 -13.42 1 6 0 505.599 3 CCOclcce(ccl)[C@@H]2C3=C(c4ccccc4CC3)N=c5n2¢(=0)/c(=C/6\c7ccccc7NC6=0)/s5
ZINC08441960 | 5.31 12.54 14.67 2 5 0 473.623 7 CC1=C([C@@H](C(=C(N1)SCc2cccc(c2)0C) C#N)c3cees3)C(=0)Nedeceec

ZINC08441960 | 5.64 13 -10.83 1 5 0 473.623 7 CC1=C([C@@H]([C@H](C(=N1)SCc2ccce(c2)0C) C#N)c3cces3)C(=0)Nckcccecd

ZINC08441960 | 5.83 162 1172 1 5 0 473.623 7 COclceec(c1)CSC2=NC(=C)C([C@@H](C2C#N)c3cces3)C(=0)Ncecceck

7INC08441960 | 5.83 007 1239 1 5 0 473.623 7 COclecee(c1)CSC2=NC(=C)C([C@@H] ([C@@H]2C#N)c3cccs3)C(=0)NeAccecck

ZINC08441959 6.41 -2.54 -13.12 1 5 0 467.575 1 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C/5\c6ccccc6NC5=0)/s4) [C@@H]3c7 cces7

7INC08441958 | 4.59 11.36 11.92 2 7 0 514.383 4 clcec(cc1)COC(=0)N2CC=C3[C@H](C2) [C@H](C(C(=C3C#N)N) (C#N)CHN)chccec(c4)Br
7INC08441958 | 4.68 116 47.39 2 7 1 515.391 4 clcce(cc1)COC(=0)N2CC=C3[C@H] (C2)[C@H] (C(C(=[NH2+])C3C#N)(C#N)C#N)cdcccc(c4)Br
ZINC08441957 | 7.95 2.32 79.6 0 6 1 547.587 4 clccc2¢(c1)CCC3=C2N=cn(c(=0)/c(=C\c5cec(05)cbecec(c6)C(=0)[0-])/s4)[C@H]3c7 cece(c7)F
7INC08441956 | 4.46 11.25 1204 2 7 0 469.932 4 clcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N)(C#N)C#N)cdccec(c4)Cl
ZINC08441956 | 4.55 178 4748 2 7 1 470.94 4 cloec(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3C#N)(CH#N)C#N)c4ccec(c4)Cl
ZINC08441955 7.95 242 -79.06 0 6 -1 547.587 4 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C\c5ccc(05)cbecec(c6)C(=0)[0-]) /sH)[C@@H]3c7 ccec(c7)F
7INC08441953 | 3.43 10.25 21.76 1 8 0 465513 5 [H]/N=C/1\[C@H](C2=CCN(C[C@@H]2[C@H](C1(CHN)C#N)c3ccecc30C)C(=0)OCc4cccccd)CHN
7INC08441953 | 3.43 2.07 44,01 2 8 1 466.521 5 COclccecc] [C@@H]2[C@H]3CN(CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)OCchccecc
ZINC08441952 | 9.77 192 13.69 0 4 0 613.541 5 clccc2c(c1)CCC3=C2N=c4n(c(=0)/c(=C/c5ccccc50Cchecc(cc6Cl)CI) /s4) [C@H]3c7cccc(c7)F
ZINC08441951 | 4.42 10.66 1691 1 9 0 523.593 8 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3ccc(c(c3)0CCC)OC)C(=0)OCc4cccccd)CHN
ZINC08441951 | 4.42 10.75 51.39 2 9 1 524.601 8 CCCOclec(cec10C) [C@@H]2[C@H]3CN(CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)OCc4ccccch
ZINC08441950 | 9.77 1.8 -11.2 0 4 0 613.541 5 clcce2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C/c5ccccc50Cc6ecc(cc6C)Cl) /s4) [C@@H]3c7 ccec(c7)F
7INC03770206 | 9.12 2.07 14.2 0 4 0 579.096 5 clcce2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C/c5ccccc50Ccbecccc6Cl)/s4) [C@H]3cTcece(c7)F
ZINC08441949 | 3.57 7.69 -18.83 1 10 0 509.522 5 [H]/N=C\1/[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cchc(c(c3)0C)0C0O4)C(=0)0Cc5cccecs) CHN
7INC08441949 | 3.57 7.77 -55.01 2 10 1 510.53 5 COclec(cc2c10C02)[C@@H]3[C@H]4CN(CC=C4[C@@H](C(=[NH2+])C3(C#N)C#N)C#N)C(=0)OCc5cccees
ZINC03770208 9.12 1.95 -11.47 0 4 0 579.096 5 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C/c5cccec50Cc6ccecc6Cl) /s4) [C@@H]3c7 cecc(c7)F
7INC08441948 | 3.25 8.82 1676 1 10 0 525.565 7 [H]/N=C\1/[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cce(c(c30C)0C)0C)C(=0)OCchcccecs)CHN
7INC08441948 | 3.25 8.91 4927 2 10 1 526.573 7 COclcee(c(c10C)0C) [C@@H]2[C@H]3CN(CC=C3[C@@H](C(=[NH2+])C2(C#N)CH#N)C#N)C(=0)OCcAccccck
7INC03770229 | 8.49 2.01 127 0 4 0 544.651 5 clcec(cc1)COc2cecce2/C=c\3/c(=0)n4c(=NC5=C([C@H]4c6ecce(c6)F)CCe7c5ecec?)s3

7INC08441947 | 3.82 2.92 56.32 2 6 1 424528 3 [H]/N=C/1\C(C2=CC[NH+](C[C@@H]2[C@H](C1(C#N)C#N)c3ccc(cc3ccccd)OC)C(C)C)CHN
7ZINC08441947 | 3.82 2.75 11458 3 6 2 425536 3 CC(C)[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N) (C#N)C#N)c3ccc(cdc3ccecd)OC
ZINC03770231 | 8.49 2.13 -15.44 0 4 0 544.651 5 cleec(cc1)COc2cccec2/C=c\3/c(=0)n4c(=NC5=C([C@@H]4c6cccc(c6)F)CCc7c5cccc7)s3
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ZINC03770224 | 8.06 0.88 -10.9 0 4 0 561.476 4 CCOclcce(cc1Br)/C=c/2\c(=0)n3c(=NC4=C([C@H]3c5cccc(c5)F)CCebedecec6)s2

7INC08441946 | 0.26 0.37 2357 5 11 0 427417 9 CCOC(=0)Ccle2e(n[nH]1)0C(=C([C@H]2c3cec(c(c3)0C)OCC(=0)N)CHN)N

ZINC03770226 8.06 1.01 -13.37 0 4 0 561.476 4 CCOclcec(cc1Br)/C=c/2\c(=0)n3c(=NC4=C([C@@H]3c5cccc(c5)F)CCebedcccc6)s2
ZINC08441945 | 0.26 0.37 2387 5 11 0 427417 9 CCOC(=0)Ccle2e(n[nH]1)0C(=C([C@@H]2c3ccc(c(c3)0C)OCC(=0)N)CHN)N

ZINC08441944 | 8.61 2.73 -10.78 0 4 0 562.641 5 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C\c5cccec50Cc6bccecc6F) /s4) [C@H]3c7cccc(c7)F
ZINC08441943 3.69 5.05 -10.58 3 6 0 423.27 3 COclcce(cc1Br)[C@H]2c3c(n[nH]c30C(=C2C#N)N)c4cccecd

ZINC08441942 8.61 271 -13.97 0 4 0 562.641 5 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C\c5ccccc50Ccbccccc6F) /s4) [C@@H]3c7ccec(c7)F
ZINC08441941 | 3.69 512 1042 3 6 0 42327 3 COclcce(cc1Br)[C@@H]2c3¢(n[nH]c30C(=C2CH#N)N) cAccceck

ZINC08441940 | 9.25 242 -13.65 0 4 0 597.509 3 Cclcec(c(c1)Br)c2ecc(02)/C=c/3\c(=0)n4c(=NC5=C([C@H]4c6cccc(c6)F)CCc7c5cccc7)s3
ZINC08441939 | 9.25 2.45 1667 0 4 0 597.509 3 Cclcee(c(c1)Br)c2cec(02)/C=c/3\c(=0)n4c(=NC5=C([C@@H]4cbccec(c6)F)CCc7c5ecee?)s3
ZINC08441938 | 4.38 1.96 1558 0 5 0 442.537 8 CCOC(=0)C1[C@@H](C(=C(N=C1C)SCC(=0)c2ccc(cc2)F)CH#N)c3cces3

7INC08441938 | 4.76 11 12 0 5 0 442537 8 CCOC(=0)C1=C(N=C(C([C@H]1c2cces2)CHN)SCC(=0)c3ecc(cc3)F)C

ZINC08441938_| 4.94 0.17 1199 0 5 0 442.537 8 CCOC(=0)C1[C@@H](C(C(=NC1=C)SCC(=0)c2ccc(cc2)F)C#N)c3cces3

7INC08441937 | 7.46 ~0.69 1532 1 5 0 610.448 3 COclec(ec(c10)1)/C=c/2\c(=0)n3c(=NC4=C([C@@H]3c5ccec(c5)F)CCcbedeccc6)s2
7INC08441936 | 6.79 1.07 9.92 0 3 0 444,556 2 clcce2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C\c5eces5) /s4) [C@H]3cbecec(c6)F

7INC08441935 | 4.38 1.85 133 0 5 0 442.537 8 CCOC(=0)C1[C@H](C(=C(N=C1C)SCC(=0)c2ccc(cc2)F)CHN)c3cces3

ZINC08441935_| 4.94 0.14 127 0 5 0 442.537 8 CCOC(=0)C1[C@H](C(C(=NC1=C)SCC(=0)c2ccc(cc2)F)C#N)c3cces3

ZINC08441935 | 4.76 114 -10.81 0 5 0 442537 8 CCOC(=0)C1=C(N=C(C([C@@H]1c2cccs2) CEN)SCC(=0)c3ccc(cc3)F)C

ZINC08441934 | 6.79 1.05 -10.12 0 3 0 444.556 2 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C\c5cccs5)/s4) [C@@H]3c6cccc(c6)F

ZINC02416783 6.53 1.98 -13.65 0 5 0 498.579 4 COclcee(cc10C)/C=c/2\c(=0)n3c(=NC4=C([C@H]3c5cccc(c5)F)CCcbe4ccech)s2

ZINC08441933_| 3.77 7.86 -10.38 2 7 0 431.54 7 CCCN1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(C#N)C#N)c3cec(c(c3)0C)0CCC

7ZINC08441933 | 3.85 2.81 11931 3 7 2 433.556 7 CCC[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3cec(c(c3)0C)0CCC
ZINC02416785 6.53 2 -15.77 0 5 0 498.579 4 COclcee(cc10C)/C=c/2\c(=0)n3¢c(=NC4=C([C@@H]3c5cccc(c5)F)CCebe4cccch)s2
ZINC08441932_| 3.85 3.34 6337 2 7 1 432548 7 [H]/N=C/1\C(C2=CC[NH+](C[C@H]2[C@H](C1(C#N)C#N)c3cce(c(c3)0C)OCCC)CCC)CHN
7INC08441932 | 3.85 317 114.69 3 7 2 433.556 7 CCC[NH+]1CC=C2[C@@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3ccc(c(c3)0C)0CCC
7INC03772287 | 7.48 2.02 -11.03 0 4 0 505.618 3 CCnlcc(c2clccce2)/C=c/3\c(=0)n4c(=NC5=C([C@H]4cbccec(c6)F)CCc7c5ecec?)s3
ZINC08441931 | 4.04 3.33 -63.65 2 7 1 432.548 7 [H]/N=C/1\[C@@H](C2=CC[NH+](C[C@@H]2[C@@H](C1(C#N)C#N)c3cce(c(c3)0C)0CCCCC)C)CHN
ZINC08441931 | 4.04 3.16 11357 3 7 2 433556 7 CCCCCOcIcec(cc10C) [C@H]2[C@H]3C[NH+] (CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)C#N)C
ZINC03772289 7.48 2.14 -14.26 0 4 0 505.618 3 CCnlcc(c2cleccc2)/C=c/3\c(=0)n4c(=NC5=C([C@@H]4c6cccc(c6)F)CCc7c5cccc7)s3
ZINC08441930 | 4.04 8.18 12 1 7 0 431.54 7 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cce(c(c3)0C)OCCCCC)C)CHN
ZINC08441930 | 4.04 2.98 -117.83 3 7 2 433.556 7 CCCCCOclcec(cc10C) [C@@H]2[C@H]3C[NH+](CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)C#N)C
ZINC08441929 | 9.38 2.43 1392 0 4 0 602.134 4 clccc2¢(c1)CCC3=C2N=cn(c(=0)/c(=C/c5en(cbc5ecce6)Ce7cec(cc7)Cl) /s4) [C@H]3cBecce(cB)F
ZINC08441928 | 4.04 3.1 63.62 2 7 1 432.548 7 [H]/N=C/1\[C@@H](C2=CC[NH+] (C[C@H]2[C@@H](C1(C#N)C#N)c3ccc(c(c3)0C)0CCCCC)C)CHN
ZINC08441928 | 4.04 2.93 119.74 3 7 2 433556 7 CCCCCOcIcec(cc10C) [C@H]2[C@@H]3C[NH+](CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)CHN)C
ZINC08441927 9.38 2.37 -16.28 0 4 0 602.134 4 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C/c5cn(c6c5ccec6)Ce7ccc(cc7)Cl)/s4) [C@@H]3c8cccc(c8)F
7INC08441926 | 4.04 3.61 635 2 7 1 432.548 7 [H]/N=C/1\[C@@H](C2=CC[NH+](C[C@H]2[C@H](C1(C#N)C#N)c3cce(c(c3)0C)OCCCCC)C)CHN
ZINC08441926 | 4.04 3.44 11187 3 7 2 433.556 7 CCCCCOclcec(cc10C) [C@@H]2[C@@H]3C[NH+](CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)C#N)C
ZINC08441925 8.84 1.89 -13.36 0 5 0 559.735 7 CCCCnlcc(c2clcccc2)/C=c\3/c(=0)n4c(=NC5=C([C@H]4c6ccc(cc6)0CC)CCe7c5¢cccc7)s3
ZINC08441924 | 4.84 1032 9.29 2 5 0 439.95 4 clccc(ccl)CCN2CC=C3[C@H] (C2)[C@H] (C(C(=C3C#N)N)(C#N)C#N)cdccc(ccd)Cl

7INC08441924 | 4.93 2.33 127.32 3 5 2 441.966 4 clecc(ccl) CC[NH+]2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3C#N) (C#N)C#N)cdccc(cc4)Cl
ZINC06195024 | 2.85 6.32 14,1 2 9 0 433.468 5 CCOC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(C#N)C#N)c3cc(cc(c3)0C)0C
ZINC06195024 | 2.94 1.82 47.83 2 9 1 434476 5 CCOC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3cc(cc(c3)0C)0C
ZINC08441923 8.84 1.92 -13.2 0 5 0 559.735 7 CCCCnlcc(c2clccec2)/C=c\3/c(=0)n4c(=NC5=C([C@@H]4c6ccc(cc6)0CC)CCc7c5cccc7)s3
7INC08441922 | 4.28 2.73 1694 1 9 0 523.593 7 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](C1(CH#N)C#N)c3ccc(c(c3)0C)0C(C)C)C(=0)OCcAcccccd)CHN
7INC08441922 | 4.28 2.55 509 2 9 1 524.601 7 CC(C)0cl cee(cc10C)[C@@H]2[C@H]3CN(CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)OCchcccech
ZINC00631600 447 -191 -19.04 0 5 0 433.327 3 Celcee(c(c1)Br)c2ccc(02)/C=C/3\C(=0)N=C(S3)N4CCOCC4

ZINC08441919 7.45 3.9 -15.57 0 4 0 623.483 4 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C\c5ccc(o05)cbecee(c6)C(F)(F)F) /s4)[C@H]3c7ccc(cc7Cl)Cl
ZINC08441920 | 3.51 9.83 1242 2 8 0 453.502 4 CCOC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=C2CHN)N)(C#N)C#N)c3chcccccdecc30C
ZINC08441920 | 3.59 2.5 4338 2 8 1 454.51 4 CCOC(=0)N1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N) c3cdcccccdecc30C
7INC08441918 | 7.45 3.77 1493 0 4 0 623483 4 clcce2¢(c1)CCC3=C2N=cén(c(=0)/c(=C\c5cec(05)cbecec(c6)C(F) (F)F)/sH) [C@@H]3c7cee(ce7CI)CI
ZINC08441917 | 4.54 116 9.84 1 6 0 471.564 4 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3chcccccdecc30C) Cebeecec5) CHN
ZINC08441917 | 4.54 3.05 112.04 3 6 2 473.58 4 COclccc2eccec2c] [C@@H]3[C@H]4C[NH+](CC=C4[C@H] (C(=[NH2+])C3(C#N)CH#N)C#N)Ccbeceecs
ZINC08441916 8.19 1.27 -11.17 0 3 0 507.417 2 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C\c5ccc(cc5)F) /s4) [C@H]3c6ccc(cc6Cl)Cl

ZINC08441915_| 3.94 9.06 797 2 6 0 42352 4 CCCN1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(CHN)CHN)c3cdcccechecc30C

ZINC08441915 | 4.02 311 -109.39 3 6 2 425.536 4 CCC[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3cccccchecc30C
ZINC08441914 | 8.19 1.25 11.35 0 3 0 507.417 2 clccc2¢(c1)CCC3=C2N=cén(c(=0)/c(=C\c5cec(cc5)F)/s4) [C@@H]3c6eec(cc6ClCl
ZINC08441913_| 3.73 8.82 7.87 2 6 0 42352 3 CC(C)N1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(C#N)C#N)c3chccccckecc30C

7ZINC08441913 | 3.82 10.14 10497 3 6 2 425536 3 CC(C)[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)CH#N)c3cccccckecc30C
ZINC06446299 | 2.1 8.97 -13.66 2 8 0 436.475 4 cIcce(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N)(C#N)C#N)chccencd
ZINC08441912 | 9.06 -0.14 693 0 3 0 615.323 2 clccc2¢(c1)CCC3=C2N=cn(c(=0)/c(=C\c5cecceS1) /s4)[C@H]3c6ece(cc6CI)CI

ZINC08441911 | 4.49 11.25 1244 2 7 0 469.932 4 clcce(ce1)COC(=0)N2CC=C3[C@H](C2)[C@H](C(C(=C3C#N)N)(CH#N)C#N)ccce(cc4)Cl
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ZINC08441911 | 4.57 1.76 -49.47 2 7 1 470.94 4 clccc(cc1)COC(=0)N2CC=C3[C@H](C2)[C@H] (C(C(=[NH2+])C3C#N)(C#N)C#N)c4ccc(cc4)Cl
ZINC08441910 | 9.06 032 852 0 3 0 615.323 2 clccc2¢(c1)CCC3=C2N=cn(c(=0)/c(=C\c5cccee51) /s4) [C@@H]3cbece(cc6ClCl

ZINC08441909 | 3.95 10.11 2397 1 8 0 465513 5 [H]/N=C\1/[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3ccc(cc3)0C)C(=0) OCcAcccccd) CHN
ZINC08441909 | 3.95 1.93 49.12 2 8 1 466.521 5 COclcce(cel)[C@@H]2[C@H]3CN(CC=C3[C@@H] (C(=[NHZ+])C2(C#N)C#N)C#N)C(=0)0Cccccecd
ZINC08441908 8.2 1.87 -13.73 0 5 0 547.463 4 COC(=0)clcec(ccl)/C=c\2/c(=0)n3c(=NC4=C([C@H]3c5ccc(cc5Cl)CI)CCebedcccch)s2
ZINC00882048 | 53 183 21.98 2 6 0 445544 6 Cclcc(c2c(c1)nc(02)c3cccc(c3C)NC(=S)NC(=0) chccc(cc4)0C)C

ZINC00882039 5.17 -2.29 -28.86 2 5 0 433.558 6 Cclcec(ccINC(=S)NC(=0)c2ccc(cc2)0C)c3nc4cccccss3

ZINC00882033 4.18 -3.07 -28.37 2 7 0 433.489 7 COclccc(ccl)c2ne3ec(ccc302)NC(=S)NC(=0)c4ccc(cc4)0C

ZINC08441906 8.2 1.9 -14.94 0 5 0 547.463 4 COC(=0)clcee(ccl)/C=c\2/c(=0)n3c(=NC4=C([C@@H]3c5ccc(cc5CI)Cl) CCebedcccch)s2
ZINC08441905 | 4.75 11.12 16.79 1 7 0 493611 8 [H]/N=C\1/[C@H](C2=CCN(C[C@@H]2[C@H](C1(CH#N)CHN)c3cce(c(c3)0CC)0CCC)Cedcccecd) CHN
ZINC08441905 | 4.75 2.99 126,02 3 7 2 495.627 8 CCCOclcec(cc10CC) [C@@H]2[C@H]3C[NH+](CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)Cchcceeck
ZINC00882026 | 4.61 16 1656 2 5 0 448.367 6 COclcce(cc1)C(=0)NC(=S)Nc2nc(cs2)c3cec(ce3)Br

7INC02064406_| 4.15 135 32.37 2 9 0 466.45 7 COclecc(cc1[N+](=0)[0-])C(=0)NC(=S)Nc2cec3c(c2)nc(03)checce(cA)F

7INC02064405 | 4.64 219 -33.83 2 9 0 482.905 7 COclcce(ccl [N+](=0)[0-])C(=0)NC(=S)NcZcce3c(c2)nc(03) checcecéCl

7INC02064404 | 4.13 142 40.52 2 9 0 466.45 7 COclece(cc1[N+](=0)[0-])C(=0)NC(=S)Nc2cce3e(c2)nc(03) checcecdF

7INC08441904 | 4.25 10.32 1691 1 7 0 479.584 7 [H]/N=C\1/[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3ccc(c(c3)0CC)OCC) Ceheccecd) CHN
ZINC08441904 | 4.25 2.92 126,04 3 7 2 481.6 7 CCOclccc(cc10CC) [C@@H]2[C@H]3C[NH+](CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)Ccdccceck
ZINC08441903 | 9.96 1.87 1323 0 4 0 636.579 4 clccc2¢(c1)CCC3=C2N=cn(c(=0)/c(=C\c5en(cbcecce6)Ce7cecec7F)/s4) [C@H]3cBeec(cc8CICI
ZINC00881990 | 2.95 -0.44 2827 2 7 0 438303 6 Cclcc(cc(cINC(=S)NC(=0)c2ccc(c(c2)[N+](=0)[0-])OC)C)Br

7ZINC02064400 | 3.59 -0.82 329 3 9 0 464503 8 Cclcccecd C(=0)Ne2ecec(c2)NC(=S)NC(=0)c3ece(c(c3)[N+](=0)[0-])OC

ZINC02064399 | 4.84 149 35.72 2 9 0 476514 7 Cclcc2e(celC)oc(n2)c3ccc(cc3)NC(=8)NC(=0) ccec(c(c4) [N+](=0)[0-])OC

7ZINC08441902 | 4.02 8.82 17.78 1 7 0 445567 7 [H]/N=C/1\[C@H](C2=CCN(C[C@@H] 2[C@H](C1(C#N)C#N)c3cce(c(c3)0CC)OCCC)C(CIC)CHN
ZINC08441902_|_4.02 2.88 -118.65 3 7 2 447,583 7 CCCOclccc(cc10CC) [C@@H]2[C@H]3C[NH+](CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(C)C
ZINC08441901 | 9.96 1.65 1245 0 4 0 636.579 4 clccc2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C\c5en(c6c5eecc6)Ce7cecce7F) /s4) [C@@H]3cBece(cc8CICI
7INC02064398 | 4.93 162 35.24 2 9 0 476514 8 CCclccc2c(c1)nc(02)c3ecc(cc3)NC(=S)NC(=0)chece(c(c4)[N+](=0)[0-])0C

7INC02064397 | 446 178 3557 2 9 0 462.487 7 Cclccc2e(cl)nc(02)c3ccc(cc3)NC(=S)NC(=0)ctecc(c(c4)[N+](=0)[0-])OC

ZINC02064396 | 4.04 2.1 37.08 2 9 0 448.46 7 COclcec(cc1[N+](=0)[0-])C(=0)NC(=S)NcZcce(cc2)c3ncdcccccdo3

7INC02064395 | 4.69 225 33.64 2 9 0 482.905 7 COclcce(ccl [N+](=0)[0-])C(=0)NC(=S)NcZcee(cc2) c3nckec(cec4o3)Cl

ZINC08441900 | 4.09 33 62.6 2 7 1 446,575 7 [H]/N=C/1\C(C2=CC[NH+](C[C@@H]2[C@H](C1(C#N)C#N)c3cce(c(c3)0CC)OC(C)C)CCC)CHN
ZINC08441900 | 4.09 3.13 119.92 3 7 2 447.583 7 CCC[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N) (C#N)C#N)c3cce(c(c3)0CC)OC(C)C
ZINC03770143 | 9.63 1.02 -13.19 0 4 0 595.551 5 clecc(cc1)COc2ccccc2/C=c\3/c(=0)n4c(=NC5=C([C@H]4c6ccc(cc6Cl)CI)CCe7c5ccec7)s3
7INC02064394 | 4.68 181 -34.88 2 8 0 464528 7 COclccc(ccl[N+](=0)[0-])C(=0)NC(=S)Nc2cce(cc2) c3nckeccecds3

7INC01849163 | 5.19 -0.88 32.46 2 9 0 490541 7 Cclcc(c2e(c1)nc(02)c3cccc(c3C)NC(=S)NC(=0)checc(c(c4)[N+](=0)[0-])0C)C

ZINC08441899 | 3.59 2.98 61.66 2 7 1 432548 6 [H]/N=C/1\C(C2=CC[NH+](C[C@@H]2[C@H](C1(C#N)C#N)c3ccc(c(c3)0CC)OC(C)C)CC)CHN
7INC08441899 | 3.59 2.81 -118.19 3 7 2 433556 6 CC[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3ccc(c(c3)0CC)OC(CIC
7INC03770145 | 9.63 1 1294 0 4 0 595.551 5 clcce(ce1)COc2eceec2/C=c\3/c(=0)n4c(=NC5=C([C@@H]4cbece(cc6CCl)CCe7cheecc7)s3
7INC02064392 | 53 1.09 -38.59 2 9 0 490541 8 CCclcec2e(cl)nc(02)c3ccc(c(c3)NC(=S)NC(=0)cAcec(c(c4) [N+](=0)[0-])0C)C

7ZINC02064391 | 4.9 162 -39.02 2 9 0 476514 8 CCclccc2e(cl)ne(02)c3cccc(c3)NC(=S)NC(=0)chece(c(c4) [N+](=0)[0-])OC

ZINC02064389 | 4.64 2.12 337 2 9 0 482.905 7 COclcec(cel[N+](=0)[0-])C(=0)NC(=S)Nc2ec(cec2Cl)c3nchccccc4o3

7INC08441898 | 4.38 2.81 1529 1 9 0 503.603 8 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](C1(CH#N)C#N)c3cce(c(c3)0CC)0CCC)C(=0)0C(C)(C)C)CHN
7INC08441898 | 4.38 2.63 4921 2 9 1 504.611 8 CCCOclccc(cc10CC) [C@@H]2[C@H]3CN(CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)0C(C)(C)C
7INC02064388 | 5.04 2.03 3298 2 9 0 496.932 7 Cclc(ccccINC(=S)NC(=0)c2cec(c(c2)[N+](=0)[0-])OC) c3ncéec(ccc4o3)Cl

ZINC08441897 9.2 -0.16 -11.37 0 4 0 612.376 4 CCOclccc(cc1Br)/C=c/2\c(=0)n3c(=NC4=C([C@H]3c5ccc(cc5Cl)Cl)CCebedecce6)s2

7INC02064387 | 5.05 131 39.14 2 8 0 478.555 7 Cclcec(ccINC(=S)NC(=0)c2ccc(c(c2)[N+](=0)[0-])OC)c3nchcccccds3

7INC02064386_| 4.65 18 -39.86 2 8 0 464.528 7 COclcce(ccl[N+](=0)[0-])C(=0)NC(=S)NcZccec(c2)c3nchcccecds3

7INC08441896 | 3.8 9.76 1742 1 9 0 475549 8 [H]/N=C/1\[C@@H](C2=CCN(C[C@@H]2[C@H](C1(CH#N)CHN)c3ccc(c(c3)0CC)0CCC)C(=0)OCC)CHN
7INC08441896 | 3.8 221 5043 2 9 1 476.557 8 CCCOclcce(cc10CC) [C@@H]2[C@H]3CN(CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)0CC
ZINC08441895 | 9.2 0.04 9.85 0 4 0 612.376 4 CCOclecc(cclBr)/C=c/2\c(=0)n3c(=NC4=C([C@@H]3c5ccc(cc5ClCCCebedeccch)s?
7INC08441894 | 3.49 221 3534 2 10 0 463.475 7 Cclc(ccccINC(=S)NC(=0)c2cec(c(c2) [N+](=0)[0-])0C)c3nc4c(03)ccend:

7ZINC08441893 | 3.51 2.25 4539 2 10 0 463475 7 Cclcec(ccINC(=S)NC(=0)c2cec(c(c2) [N+](=0)[0-])OC)c3ncéc(03)ccend

7INC02064384 | 4.46 179 39.23 2 9 0 462.487 7 Cclcec(cel)c2ne3ce(ccc302)NC(=S)NC(=0)cdecc(c(c4)[N+](=0)[0-])OC

7INC08441892 | 4.14 8.9 1018 2 7 0 445567 8 CCCN1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(CHN)C#N)c3cec(c(c3)0CC)0CCT

7INC08441892 | 4.23 2.92 119.63 3 7 2 447.583 8 CCC[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(CH#N)C#N)c3ccc(c(c3)0CC)0CCC
7INC02064383 | 441 -2.09 -39.89 2 9 0 462487 7 Cclcccecl c2nc3ee(cec302)NC(=S)NC(=0) cecc(c(c4)[N+](=0)[0-])OC

ZINC08441891 9.02 -1.46 -10.4 1 4 0 574.316 2 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C\c5cc(cc(c50)C)Cl) /s4) [C@H]3c6ccc(cc6Cl)Cl
7INC02064382_| 4.18 137 31,61 2 9 0 466.45 7 COclcce(cc1[N+](=0)[0-])C(=0INC(=S)Nc2cce3c(c2)nc(03) checc(cch)F

ZINC08441890 | 5.93 3.61 1193 1 6 0 458.606 7 [H]/N=C\1/[C@H](C2=CC[C@@H](C[C@@H]2[C@H](C1(C#N)C#N)c3ccc(c(c3)0CC)OCCC)C(C)(C)C)CHN
ZINC08441890 | 5.93 343 4234 2 6 1 459.614 7 CCCOcIecc(cc10CC)[C@@H]2[C@H]3C[C@H](CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(C)(C)C
7INC02064381 | 3.69 10.98 27.19 2 8 0 414.468 7 COclcec(cc1[N+](=0)[0-])C(=0)NC(=5)Nc2nc(cs2)c3cccccd

ZINC02064380 | 45 116 2668 2 8 0 493364 7 COclccc(ccl [N+](=0)[0-])C(=0)NC(=S)Ne2nc(cs2)c3cec(ce3) Br

ZINC08441889 9.02 -1.62 -9.87 1 4 0 574.316 2 clcec2¢(c1)CCC3=C2N=c4n(c(=0)/c(=C\c5cc(cc(c50)CCl)/s4) [C@@H]3c6ccc(cc6ClCl
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7INC01876223 | 3.43 0.37 -38.72 2 11 0 492517 8 Cclcc2c(ccINC(=S)NC(=0)c3cce(c(c3)[N+](=0)[0-])0C)nn(n2)cdcec(ccd)0C

7INC01860012 | 3.82 0.67 3874 2 10 0 476518 7 Cclcec(ccl)n2ne3ec(c(cc3an2)NC(=S)NC(=0)ckccc(c(c4)[N+](=0)[0-])OC)C

7INC01824016 | 3.43 ~0.13 -38.88 2 11 0 492517 9 CCOclcec(cel)n2ne3cec(ce3n2)NC(=S)NC(=0) checc(c(c4) [N+](=0)[0-])OC

ZINC08441888 8.06 -1.15 -11.76 0 5 0 547.724 5 CCOclcee(ccl)[C@H]2C3=C(c4ccccc4CC3)N=c5n2¢(=0)/c(=C\cbecc(cc6C)N7CCCCT) /s5
ZINC02064379 | 3.44 0.16 -39.58 2 10 0 462491 7 Cclcec(cel)n2nc3cec(cc3n2)NC(=8)NC(=0)cAcec(c(c4) [N+](=0)[0-])OC

7INC13161518 | 5.93 11.39 186 1 6 0 458.606 7 [H]/N=C/1\[C@H](C2=CC[C@H](C[C@@H]2[C@H] (C1(CH#N)CHN)c3ccc(c(c3)0CC)OCCC)C(C)(C)C)CHN
7INC02064378 | 2.99 20.17 -39.95 2 10 0 448.464 7 COclecc(cc1[N+](=0)[0-])C(=0)NC(=S)Nc2cce3e(c2)nn(n3) checcecd

7ZINC00881982 | 3.04 095 3257 2 8 0 411.237 6 COclcce(ccl [N+](=0)[0-])C(=0)NC(=S)Nc2cce(cn2)Br

ZINC08441886_|_8.06 116 1196 0 5 0 547.724 5 CCOclcec(cc]) [C@@H]2C3=C(cccccc4CC3)N=c5n2c(=0)/c(=C\cbeec(cc6C)N7CCCCT) /55
7INC08441885 | 543 3.53 11.65 1 6 0 444579 6 [H]/N=C\1/[C@@H](C2=CC[C@@H](C[C@@H]2[C@H](CL(C#N)C#N)c3ccc(c(c3)0CC)OCC)C(C)(C)C)CAN
7INC08441885 | 5.43 334 “42.75 2 6 1 445,587 6 CCOclcec(cc10CC)[C@@H]2[C@H]3C[C@H](CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)C#N)C(C)(C)C
ZINC00881954 | 4.31 189 2498 3 6 0 453951 7 Cclccceed C(=0)Ne2eecc(c2)NC(=S)NC(=0)c3cce(c(c3)CHOC

ZINC08441884 | 8.21 0.02 -9.2 0 4 0 590.486 4 CCOclcec(ccl)[C@H]2C3=C(c4ccccc4CC3)N=c5n2c(=0)/c(=C\c6eccecbl) /s5

ZINC00881949 4.75 -3.18 -28.71 2 6 0 437.908 6 COclcce(cc1Cl)C(=0)NC(=S)Nc2cec(cc2)c3ncdcecccc4do3

ZINC08441883_| 5.43 3.84 1315 1 6 0 444,579 6 [H]/N=C/1\[C@H](C2=CC[C@H](C[C@@H]2[C@H](C1(C#N)C#N)c3ccc(c(c3)0CC)0CC)C(C)(C)C)CHN
7INC08441883 | 543 3.67 47 2 6 1 445587 6 CCOclcec(cc10CC) [C@@H]2[C@H]3C[C@@H](CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(C)(C)C
ZINC08441882 | 8.21 0 -9.55 0 4 0 590.486 4 CCOclcec(ccl)[C@@H]2C3=C(c4ccccc4CC3)N=c5n2¢c(=0)/c(=C\cbeeeeebl) /s5

ZINC00881937 4.73 -3.18 -25.42 2 6 0 437.908 6 COclcce(cc1Cl)C(=0)NC(=S)Nc2ccec(c2)c3ncdceccec4do3

ZINC00971829 | 4.23 -3.33 -37.12 2 7 0 452.923 6 Cclcec(ccINC(=S)NC(=0)c2ccc(c(c2)Cl)0C)c3nc4c(o03)ccend

7INC02064376 | 4.22 -0.82 23.88 2 6 0 451.342 9 CCCOC(=0)clcce(cc1)NC(=S)NC(=0)cZcee(c(c2)Br)0C

ZINC00881919 | 3.72 -0.89 2414 2 6 0 437315 8 CCOC(=0)clccc(cc)NC(=8)NC(=0)c2cec(c(c2)Br)OC

ZINC00881917 | 3.35 ~0.86 243 2 6 0 423.288 7 COclccc(cc1Br)C(=0)NC(=8)Nc2cec(cc2)C(=0)0C

ZINC01126045 | 4.59 581 844 3 6 0 446.816 5 clcec(c(c1)COc2ccccc2[C@H]3cAc([nH]nc40C(=C3C#N)N)C(F) (F)F)C

ZINC08441880 | 4.81 2.62 -6.03 2 4 0 458.164 4 [H]/N=C\1/NC(=0)/C(=C\c2ccc(c(c2)Br)0Cc3ccc(cc3Cl)Cl /S1

ZINC00881904 | 4.03 147 22.22 2 5 0 436.375 8 CCN(CC)cIccc(cc1)NC(=S)NC(=0)c2ece(c(c2)Br)OC

ZINC00881890 | 2.82 1,66 244 2 6 0 425304 7 COclccc(cc10C)NC(=8)NC(=0)c2cec(c(c2)Br)OC

ZINC01126049 | 4.59 581 841 3 6 0 446.816 5 clcec(c(c1)COc2ccecc2[C@@H]3ckc([nH]nc40C(=C3C#N)N)C(F) (F)F)Cl

ZINC00881866 | 3.21 3.02 2758 3 6 0 436331 7 CCC(=0)Nclccec(c1)NC(=S)NC(=0)c2cce(c(c2)Br)OC

7INC02890864 | 2.83 354 21.39 2 7 0 430.885 9 COclcec(cc10C)CCNC(=0)CNS(=0) (=0)c2cec(c(c2)CF

ZINC00881863 4.04 -2.75 -25.76 3 6 0 484.375 7 COclccc(cc1Br)C(=0)NC(=S)Nc2ccee(c2)NC(=0)c3cccee3

ZINC00631391 3.26 13.23 -21.46 0 7 0 461.522 4 clecc2¢(c1)cece3n2¢(nn3)SCC(=0)N4CCC(CC4)c5cbec(cccéon5)F

7INC09178123 | 2.92 536 18.92 3 9 0 453.543 B CCN(CC)C(=0)COcTccc(cc10C)[C@H]2¢3¢([nH]nc30C(=C2CEN)N)C(C)(C)C

ZINC00881856 3.99 -4.45 -30.37 2 7 0 483.347 6 COclccc(cc1Br)C(=0)NC(=S)Nc2cce(cc2)c3nc4c(o3)ccend

ZINC00881853 | 5.24 316 2446 2 6 0 496.386 6 Cclc(ccccINC(=S)NC(=0)c2cec(c(c2)Br)0C)canc4ccccc4o3

ZINC00881851 | 4.86 -3.76 -25.41 2 6 0 482.359 6 COclccc(cc1Br)C(=0)NC(=S)Nc2ccec(c2)c3nc4ccccc4o3

7INC09178122 | 2.92 534 -18.86 3 9 0 453.543 B CCN(CC)C(=0)COcTcec(cc10C)[C@@H]2¢3¢([nH]nc30C(=C2C#N)N)C(C)(C)C

7INC01873774 | 5.22 3.49 5164 2 7 1 440516 10 CCCOC(=0)clecc(ccl)Oc2e(oc3c(c2=0)ccc(c3C[NH+](CC)CC)0)C

ZINC00881847 | 4.34 3.84 27.07 2 7 0 497374 6 Cclc(ccccINC(=S)NC(=0)c2cec(c(c2)Br)0C)canchc(03)ccend

ZINC00881842 | 4.36 -3.92 -37.1 2 7 0 497.374 6 Cclcec(ccINC(=S)NC(=0)c2ccc(c(c2)Br)0C)c3nc4c(03)ccend

ZINC00881833 3.85 -2.06 -24.44 2 5 0 456.365 7 COclcce(cc1Br)C(=0)NC(=S)Nc2cce(cc2)Ce3cencc3

ZINC08441879 | 3.65 7.9 -17.86 1 7 0 431.54 6 [H]/N=C/1\[C@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cce(c(c3)0C)OCCC)C(C)C)CHN
ZINC08441879 | 3.65 2.87 11827 3 7 2 433.556 6 CCCOcIece(cc10C)[C@@H]2[C@H]3C[NH+](CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(C)C
ZINC00881828 4.54 -1.52 -19.43 2 5 0 448.367 6 COclcec(cc1Br)C(=0)NC(=S)Nc2nc(cs2)c3cccee3

ZINC00881812_| 3.84 158 2331 2 8 0 481.505 8 COclcc(ce(c10C)0C)C(=0)NC(=S)Nc2cce3c(c2)nc(03)chcccc(cA)F

ZINC00881808_| 4.33 243 24.68 2 8 0 497.96 8 COclec(cc(c10C)0C)C(=0)NC(=S)Ne2eee3e(c2)nc(03)checcecdCl

7INC08441878 | 3.65 737 -13.08 1 7 0 431.54 6 [H]/N=C/1\[C@H](C2=CCN(C[C@H]2[C@H](CL(C#N)C#N)c3ccc(c(c3)0C)OCCC)C(CIC)CHN
ZINC08441878 | 3.65 3.33 11174 3 7 2 433.556 6 CCCOclecc(cc10C)[C@@H]2[C@@H]3C[NH+](CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(C)C
ZINC00881806 | 3.7 233 235 2 8 0 463.515 8 COclec(cc(c10C)0C)C(=0)NC(=S)Nc2cec3e(c2)nc(03)checcecd

7INC00881739 | 2.88 13 24.82 3 8 0 465531 9 COclcc(cc(c10C)0C)C(=0)NC(=S)Ne2ccee(c2)NC(=0)c3ececcd

7INC08441877 | 2.33 197 1848 1 8 0 431.496 5 [H]/N=C\1/[C@@H](C2=CCN(C[C@@H]2[C@H](C1(CH#N)C#N)c3ccc(c(c3)0C)0CCC)C(=0)C)CHN
ZINC08441877 | 2.33 1.79 5257 2 8 1 432.504 5 CCCOcIccc(cc10C) [C@@H]2[C@H]3CN(CC=C3[C@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)C
ZINC00881738_| 3.43 5.16 2751 3 9 0 479514 8 COclcc(ce(c10C)0C)C(=0)NC(=S)Ne2cee(c(c2)0)c3nchecccckod

ZINC08441876 | 4.99 3.48 58.16 2 7 1 460506 8 Cclc(c(=0)c2cce(c(c201)C[NH+](C)Ce3cecee3)0)Ockecc(cc4)C(=0)0C

7INC00881734 | 4.53 -1.68 2637 2 8 0 491.569 8 Cclcc(c2c(c1)nc(02)c3cec(ce3)NC(=S)NC(=0)ckcc(c(c(c4)0C)0C)0C)C

ZINC00881732 | 4.15 -2 -26.19 2 8 0 477.542 8 Cclccc2ce(c1)oc(n2)c3cec(cc3)NC(=S)NC(=0)c4cc(c(c(c4)0C)0C)0C

7INC08441875 | 2.33 7.67 17.95 1 8 0 431.496 5 [H]/N=C/1\[C@H](C2=CCN(C[C@H]2[C@H] (CL(C#N)C#N)c3cce(c(c3)0C)OCCC)C(=0)C)CHN
ZINC08441875 | 2.33 1.85 4719 2 8 1 432.504 5 CCCOclecc(cc10C) [C@@H]2[C@@H]3CN(CC=C3[C@@H](C(=[NH2+])C2(C#N)C#N)C#N)C(=0)C
ZINC00881730 | 4.38 247 2437 2 8 0 497.96 8 COclcc(ce(c10C)0C)C(=0)NC(=S)Ne2cec(cc2)c3ncdec(ccc403)Cl

ZINC00631361 | 4.18 3.07 -10.46 0 7 0 449.381 5 COclcec(ccl)c2c(=0)c3cec(cc30c2C(F)(F)F)OC(=0)N4CCOCCA

ZINC00881728 | 4.37 203 2552 2 7 0 479.583 8 COclcc(ce(c10C)0C)C(=0)NC(=S)Nc2cec(cc2)c3ncdeccecés

ZINC00881726 3.71 -2.2 -27.48 2 9 0 493.541 9 COclcec(ccINC(=S)NC(=0)c2cc(c(c(c2)0C)0C)0C)c3nc4ccccc403
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ZINC08441874 | 4.49 9.98 1637 1 9 0 489.576 9 [H]/N=C/1\[C@@H](C2=CCN(C[C@@H]2[C@@H] (C1(C#N)C#N)c3ccc(c(c3)0C)0CCCCC)C(=0)OCC)CHN
7INC08441874 | 4.49 2.36 47.04 2 9 1 490.584 9 CCCCCOcTcec(cc10C) [C@H]2[C@H]3CN(CC=C3[C@H](C(=[NH2+])C2(CHN)CH#N)CHN)C(=0)0CC
ZINC00881724 4.1 -1.82 -29.5 2 8 0 477.542 8 Cclcec(ccINC(=S)NC(=0)c2cc(c(c(c2)0C)0C)0C)c3nc4ccccc4o3

7ZINC00881722 | 4.08 179 2454 2 8 0 477542 8 Cclc(ccccINC(=S)NC(=0)c2cc(c(c(c2)0C)0C)0C) c3nchecccc4o3

7INC08441873 | 4.28 0.12 -18.33 1 9 0 498.634 12 CCOC(=0)clccc(cc)NC(=0)CSc2nne(n2CC=C)CSc3nc(ce(n3)C)C

ZINC00881721 | 45 168 3143 2 8 0 491.569 8 Cclce(c2e(c)nc(02)c3ccec(c3)NC(=S)NC(=0) chec(c(c(c4)0C)0C)0C)C

ZINC00881706 | 4.74 -1.53 -29.7 2 7 0 493.61 8 Cclcec(ccINC(=S)NC(=0)c2cc(c(c(c2)0C)0C)0C)c3nc4cccccds3

ZINC00387261 297 9.67 -16.39 1 6 0 332.363 2 Cclccen2clne3c(c2=0)cc(n3C)C(=0)Nc4cccecd

ZINC08441872_| 4.49 104 17.34 1 9 0 489.576 9 [H]/N=C/1\[C@@H](C2=CCN(C[C@@H]2[C@H](C1(C#N)C#N)c3cce(c(c3)0C)0CCCCC)C(=0)0CC)CHN
ZINC08441872 | 4.49 2.44 5024 2 9 1 490.584 9 CCCCCOcTcec(cc10C) [C@@H]2[C@H]3CN(CC=C3[C@H](C(=[NH2+])C2(CHN)CHN)CHN)C(=0)0CC
ZINC00881705 | 4.34 -2.03 -23.12 2 7 0 479.583 8 COclcc(cc(c10C)0C)C(=0)NC(=S)Nc2cccc(c2)c3nc4cccccds3

ZINC00631218 3.59 11.4 -15.16 0 6 0 360.417 3 CCN(clcceec1)C(=0)c2cc3c(n2C)nc4c(ccecn4c3=0)C

ZINC00881703 3.18 -2.79 -29.4 2 9 0 478.53 8 Cclc(ccccINC(=S)NC(=0)c2cc(c(c(c2)0C)0C)0C)c3nc4c(03)ccend

ZINC00881701 | 3.2 248 3542 2 9 0 47853 8 Cclcec(ccINC(=S)NC(=0)c2cc(c(c(c2)0C)0C)0C) c3nchc(03)cecnd

ZINC08441871 | 4.49 2.61 17 1 9 0 489.576 9 [H]/N=C/1\[C@@H](C2=CCN(C[C@H]2[C@@H] (C1(C#N)C#N)c3cce(c(c3)0C)0CCCCC)C(=0)0CC)CHN
ZINC08441871 | 4.49 2.44 51.59 2 9 1 490.584 9 CCCCCOcTcec(cc10C) [C@H]2[C@@H]3CN(CC=C3[C@H](C(=[NH2+])C2(CHN)CHEN)CEN)C(=0)0CC
ZINC00881699 2.8 -3.01 -26.99 2 9 0 464.503 8 COclcc(cc(c10C)0C)C(=0)NC(=S)Nc2ccec(c2)c3nc4c(o3)ccend

7ZINC00920168 | 3.63 226 22.63 2 7 0 463.987 8 COclcc(ce(c10C)0C)C(=0)NC(=S)Ne2cee(c(c2)CIN3CCCCC3

ZINC08441870 3.75 -5.91 -19.39 2 7 0 453.545 6 Cclnc2cc(ccc2s1)NC(=0)c3ccc(cc3)NS(=0)(=0)c4cccc(c4)0C

ZINC00881692 | 2.57 3.67 208 2 8 0 465.959 8 COclec(cc(c10C)0C)C(=0)NC(=8)Nc2cee(c(c2)CN3CCOCC3

ZINC13161517 | 4.49 9.99 1597 1 9 0 489.576 9 [H]/N=C\1/[C@H](C2=CCN(C[C@H]2[C@H](C1(C#N)C#N)c3ccc(c(c3)0C)0CCCCC)C(=0)OCC)CHN
ZINC00881684 | 4.1 231 23.72 2 8 0 477542 8 Cclcccecl c2nc3ec(cec302)NC(=8)NC(=0) c4ec(c(c(c4)0C)0C)0C

ZINC08441867 | 1.17 3.31 -19.95 3 10 0 441,488 9 CCN(CC)C(=0)COclLccc(ce10C)[C@H] 2¢3c([nH]nc30C(=C2CH#N)N)COC

7ZINC00881683 | 4.38 248 2225 2 8 0 497.96 8 COclcc(ce(c10C)0C)C(=0)NC(=S)Ne2cee3c(c2)nc(o3)checc(ccd)Cl

ZINC00920166 | 3.51 0.45 29.1 2 9 0 491573 8 Cclcec(ccl)n2ne3cc(c(cc3n2)NC(=S)NC(=0)c4cc(c(c(c4)0C)0C)0C)C

ZINC08441866 | 4.38 5.05 1679 2 6 0 444.94 8 CCOclcec(cc1)NC(=0)c2cce(cc2) CNS(=0) (=0)c3ecee(c3)Cl

ZINC00881677 | 3.06 0.13 29.44 2 9 0 477546 8 Cclcc2c(ccINC(=S)NC(=0)c3cc(c(c(c3)0C)0C)0C)nn(n2)checeecd

ZINC08441865 | 1.17 331 19.99 3 10 0 441.488 9 CCN(CC)C(=0)COclccc(cc10C)[C@@H]2¢3¢([nH]nc30C(=C2C#N)N)COC

ZINC00881672 3.13 -0.07 -29.77 2 9 0 477.546 8 Cclcec(ccl)n2nc3cec(cc3n2)NC(=S)NC(=0)c4cc(c(c(c4)0C)0C)0C

ZINC06143751 3.17 9.86 -17.8 2 9 0 461.532 6 clcec(ccl)c2ne(sn2)NC(=0)CSc3nc4c(cn[nH]4)c(=0)n3c5cccecs

ZINC00881660 | 2.58 ~0.18 31.01 2 9 0 425.85 8 COclcc(ce(c10C)0C)C(=0)NC(=S)Nc2cee(c(c2)[N+](=0)[0-])Cl

7INC08441864 | 3.65 8.84 -55.82 2 7 1 432548 7 [H]/N=C/1\C(C2=CC[NH+](C[C@@H]2[C@H](C1(C#N)C#N)c3ccc(cc30CC)0CC)CCCICHN
7INC08441864 | 3.65 8.95 -109.68 3 7 2 433.556 7 CCC[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])C2C#N)(C#N)C#N)c3ccc(cc30CC)0CC
ZINC00881656 | 4.37 29 23.68 2 7 0 467.934 7 COclcec(cc10C)C(=0)NC(=S)NeZeee3e(c2)nc(03) checce(c4)Cl

ZINC00881655 3.85 -2.01 -24.15 2 7 0 451.479 7 COclccc(cc10C)C(=0)NC(=S)Nc2ccc3c(c2)nc(03)c4cccc(c)F

ZINC00881652 4.34 -2.87 -30.75 2 7 0 467.934 7 COclcce(cc10C)C(=0)NC(=S)Nc2cce3c(c2)nc(03)c4ccccc4Cl

ZINC02889263 | 4.12 -4.56 -15.18 1 6 0 425.564 5 clcec(ccl)c2ne(ns2)NC(=0)CSc3c4c5c(sc4ncn3)CCCS

ZINC00881648 3.71 -2.76 -24.39 2 7 0 433.489 7 COclcce(cc10C)C(=0)NC(=S)Nc2cce3c(c2)nc(o3)c4cccccd

ZINC08441863 | 1.89 4.37 123 2 9 0 474.565 6 CN1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(C#N)C#N)c3ccc(c(c3)0C) OCCN4CCOCCA
7INC08441863 | 1.97 157 17492 4 9 3 477.589 6 C[NH+]1CC=C2[C@H](C1)[C@H](C(C(=[NH2+])CZC#N)(C#N)C#N)c3ccc(c(c3)0C) OCC[NH+]4CCOCCA
ZINC08441863 | 1.89 6.75 4351 3 9 1 475.573 6 CN1CC=C2[C@H](C1)[C@H](C(C(=C2C#N)N)(C#N)CH#N)c3ccc(c(c3)0C)OCC[NH+]4CCOCCH
ZINC00881612 | 2.65 -1.09 2008 2 5 0 423332 6 Cclec(cc(cINC(=S)NC(=0)c2cec(c(c2)0C)0C)C)Br

ZINC00881603 | 3.34 141 23093 3 7 0 449.532 8 Cclccec(c1)C(=0)Nc2ece(cc2)NC(=S)NC(=0)c3ccc(c(c3)0C)0C

ZINC00881599 | 3.3 148 2548 3 7 0 449.532 8 Cclcccecl C(=0)Ne2ecec(c2)NC(=S)NC(=0)c3cce(c(c3)0C)0C

ZINC08441862_| 3.9 9.31 -17.37 1 7 0 465.557 6 [H]/N=C\1/[C@H](C2=CCN(C[C@@H] 2[C@H](C1(C#N)C#N)c3ccc(c(c3)0C)OC)CCeAeccecd) CHN
7INC08441862 | 3.9 2.83 13113 3 7 2 467573 6 COclcee(cc10C)[C@@H]2[C@H]3C[NH+](CC=C3[C@@H] (C(=[NH2+])C2(C#N)C#N)CH#N)CCcéecceck
ZINC01805638 | 4.23 0.41 -10.66 0 5 0 437.59 8 Cclcc(c(n1CCOC)C)C(=0)CSc2c3c(csc3nen2)c4cccccd

ZINC00881590 | 4.54 211 2847 2 7 0 461.543 7 Cclce(c2c(c1)nc(02)c3cec(cc3)NC(=S)NC(=0) checc(c(c4)0C)0C)C

ZINC00630503 4.78 10.95 -14.88 1 6 0 455.539 8 COclcee(ccl)c2ec(ne(c2C#N)SCC(=0)NCc3ccco3)c4cccccd

ZINC00630492 4.49 10.1 -14.69 1 6 0 459.571 8 COclcec(ccl)c2ec(ne(c2C#N)SCC(=0)NC[C@H]3CCCO3)c4cccecd

ZINC00881588 | 4.54 -2.13 -27.26 2 7 0 461.543 7 Cclcc2c(cc1C)oc(n2)c3ccc(cc3)NC(=S)NC(=0)c4ccc(c(c4)0C)0C

ZINC00630498 4.49 10.07 -14.97 1 6 0 459.571 8 COclcec(ccl)c2cec(nc(c2C#N)SCC(=0)NC[C@@H]3CCCO3)c4cccecd

ZINC00881586 | 4.63 -2.28 -26.72 2 7 0 461.543 8 CCclccc2e(c1)nc(02)c3ccc(cc3)NC(=S)NC(=0)c4ccc(c(c4)0C)0C

7ZINC00630488 | 4.89 831 -11.08 3 6 0 459.571 6 COclcee(cel)c2ec(ne3e2¢(c(s3)C(=0)NC[C@@H]4CCCO4)N) c5eceees

ZINC00881582 | 4.16 -2.43 -27.07 2 7 0 447.516 7 Cclcce2e(cl)nc(o02)c3ccc(cc3)NC(=S)NC(=0)c4ccc(c(c4)0C)0C

ZINC01805608 2.5 -2.39 -54.7 2 7 1 439.561 8 cleec(ccl)n2¢(=0)c3cccce3nc2SCC(=0)NCCC[NH+]4CCOCC4

ZINC00881578 | 4.81 -2.14 -27.59 2 6 0 463.584 7 Cclccc2c(cl)sc(n2)c3ccc(cc3)NC(=S)NC(=0)c4ccc(c(c4)0C)0C

7INC08441861 | 6.38 1021 5298 0 6 1 465595 10 Cclc(c(nc(n1)SCe2cc(ccc20C)C(=0)C)[0-]) Ce3eec(ce3)0CC(C)C

ZINC08441861 | 5.92 11.07 20.94 1 6 0 466.603 10 Cclc(c(=0)[nH]c(n1)SCc2ec(ccc20C)C(=0)C)Ce3ecc(cc3)0CC(C)C

ZINC00881571 | 2.84 344 32.96 2 8 0 434477 7 COcl cee(cc10C)C(=0)NC(=S)NeZcec(cc2)c3nckc(03)ccend

ZINC00630394 6.2 16.81 -16.27 0 5 0 481.408 5 Cclec(c(nlc2ec(ccc2Cl)Cl)C)C(=0)CSc3nnc4n3c5cccce5ccd
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ZINC00630390 5.17 15.79 -17.59 0 5 0 448.498 5 Cclcc(c(nlc2ec(ccc2F)F)C)C(=0)CSc3nnc4n3c5cccee5ecd

ZINC00881569 | 4.25 6.97 3457 3 8 0 477.542 7 Cclcc2c(celC)oc(n2)c3ec(ccc30)NC(=S)NC(=0)ckcec(c(c4)0C)0C

ZINC00630388 | 4.65 15.65 -16.08 0 5 0 430.508 5 Cclcc(c(nlc2ccc(cc2)F)C)C(=0)CSc3nnc4n3cS5ccccc5ecd

ZINC00630364 | 5.04 118 1536 0 6 0 473.598 6 Cclcec(celC)c2ec(c(c(n2)SCC(=0)N3CCOCC3)CH#N) cdeec(cc4)0C

7INC02117696 | 7.45 1.19 -8.96 1 5 0 488.653 7 CCOC(=0)[C@H](clccceel)Sc2[nH]c(=0)c3c(n2)-checcecdC[C@]3(C)C5CCCCCS
7ZINC00881566 | 3.87 5.94 33 3 8 0 463515 7 Cclcec2c(c)nc(02)c3cc(ccc30)NC(=S)NC(=0)chcce(c(c4)0C)0C

ZINC00881562 | 4.12 -2.25 -30.72 2 7 0 447.516 7 Cclcee(ccINC(=S)NC(=0)c2ccc(c(c2)0C)0C)c3nc4ccccc4o3

ZINC00881560 | 4.09 223 254 2 7 0 447516 7 Cclc(ccccINC(=S)NC(=0)c2cce(c(c2)0C)0C)c3ncecccckod

ZINC00881558 | 4.89 -1.54 -24.49 2 7 0 475.57 7 Cclce(c2c(c1)nc(02)c3ccec(c3C)NC(=S)NC(=0)c4cec(c(c4)0C)0C)C

7INC03646241 | 4.22 178 1695 0 6 0 436533 5 CCclc(c(nc2¢1C(=0)CC(C2)(C)C)SCC(=0)c3ccc4c(c3)0CCO4)CHN

ZINC02117694 | 7.45 126 9.71 1 5 0 488.653 7 CCOC(=0)[C@@H](clcccec)Sc2[nH]c(=0)c3c(n2)-chccccc4C[C@]3(C)C5CCCCCS
ZINC00881554 | 5.01 175 -30.09 2 7 0 47557 8 CCclcec2e(cl)nc(02)c3cce(c(c3)NC(=S)NC(=0)ctcce(c(c4)0C)0C)C

ZINC00881552 | 4.61 -2.28 -30.64 2 7 0 461.543 8 CCclccc2e(c1)nc(02)c3ccec(c3)NC(=S)NC(=0)c4cce(c(c4)0C)0C

ZINC02117701 | 7.45 1.08 9.04 1 5 0 488.653 7 CCOC(=0)[C@H](clcccec])Sc2[nH]c(=0)c3c(n2)-chccccc4C[C@@]3(C)C5CCCCCS
ZINC00630355 | 5.59 2.72 1531 0 4 0 426541 5 CC1(Ce2e(c(c(c(n2)SCC(=0)c3cccce3) C#N) chcccecd)C(=0)C1)C

ZINC00881550 3.71 -2.75 -25.34 2 7 0 433.489 7 COclccc(cc10C)C(=0)NC(=S)Nc2ccee(c2)c3nc4ceccecdo3

ZINC00881548 | 4.77 -2.45 -25.53 2 7 0 481.961 7 Cclccc2e(c1)nc(o02)c3ccc(c(c3)NC(=S)NC(=0)c4ccc(c(c4)0C)0C)Cl

ZINC00630352_| 5.65 2.75 16,62 0 5 0 456.567 6 CC1(Ce2c(c(c(c(n2)SCC(=0)c3cccecd) CHN) ccec(cc4) 0C)C(=0)C1)C

7INC02117698 | 7.45 116 9.91 1 5 0 488.653 7 CCOC(=0)[C@@H](clcccec])Sc2[nH]c(=0)c3c(n2)-chccccc4C[C@@]3(C)C5CCCCLS
ZINC00630347 | 4.84 12 -10.68 2 6 0 436533 3 CCclc2c(c(sc2nc3c1C(=0)CC(C3)(C)C)C(=0)checc5c(c4)0CCO5)N

ZINC00630340 | 5.2 16.04 -17.06 0 5 0 462575 6 Cclcc(c(nlc2ccccc2F)C)C(=0)CScanncan3c(cs4)c5eccecs

ZINC00630301 | 5.41 0.62 -19.82 1 6 0 499.636 8 CC1(Cc2c(c(c(c(n2)SCC(=0)NCCe3cccced)C#N) chece(cc4)0C)C(=0)C1)C

ZINC00657651 5.87 1.33 -14.04 0 9 0 507.561 6 clcec(ccl)c2neen2e3nc(ne(n3)ndcencéeScccce5)n6eencbe7ceccc?

ZINC00657651 | 5.87 2.08 1423 3 9 3 510.585 6 clcce(ccl)c2[nH+]ccn2c3nc(nc(n3)n4cc[nH+]cAc5cececs)nbec[nH+]cbe7cccee?
ZINC00657651 5.87 1.84 -82.34 2 9 2 509.577 6 clcec(ccl)c2[nH+]cen2c3nc(nc(n3)n4cenc4cScccec5)nbéec[nH+]c6c7ccccc?

ZINC00657651 5.87 1.59 -40.75 1 9 1 508.569 6 cleec(ccl)c2[nH+]cen2ce3nc(nc(n3)n4cenc4cSccccc5)n6cencbe7ccccc?

7INC00630298 | 5.47 2.03 196 1 6 0 489572 6 CC1(Cc2c(c(c(c(n2)SCC(=0)Nc3ccc(ccd)F)CH#N)cdccc(ccd)0C)C(=0)C1)C

ZINC08441860 | 7.63 021 278 1 7 0 604.757 7 CC1(Ce2c(c(c(c(n2)SCC(=0)Nc3ccee(c3)chnc5eccecs4) CHN) cbeee(cc6) 0C)C(=0)C1)C
ZINC00657136 | 5.54 15.7 24.83 1 9 0 468.469 7 clcec(ccl)Cn\2c3cccec3[nH]/c2=N\C(=0)c4ccc(04)COc5cccce5 [N+](=0)[0-]
7INC00630288 | 5.57 125 149 1 6 0 485.609 7 CC1(Ce2c(c(c(c(n2)SCCC(=0)Ne3ccc(cc3)0C) C#N)cdeceecd) C(=0)C1)C

ZINC00656852 5.15 0.04 -21.21 1 5 0 436.309 5 Cnlc2cccecc2ncINC(=0)c3ccce(c3)COc4ccc(cc4)Br

7INC00630284 | 6.12 3.39 1617 1 5 0 509.553 6 CC1(Ce2c(c(c(c(n2)SCC(=0)Nc3cece(c3)C(F) (F)F)C#N) chcccecd) C(=0)C1)C

7INC00630276 | 438 10.95 126 1 5 0 425529 6 CCclc(c(nc2c1C(=0)CC(C2)(C)C)SCCC(=0)Ne3cec(ce3)F)CHN

ZINC08441859 | 6.63 5.29 -8.59 2 0 0 565.535 6 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)COcke(c(c(c(c4F)F)F)F)F)OC
ZINC08441859 | 6.63 5.21 1204 0 6 0 565.535 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(c(c3)COckc(c(c(c(c4F)F)F)F)F)OC)(C)C)C
ZINC08441859 | 6.81 411 911 0 6 0 565.535 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cec(c(c3)COche(c(c(c(c4F)F)F)F)F)OC
ZINC08441857 | 6.63 5.48 89 2 0 0 565.535 6 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)COcke(c(c(c(c4F)F)F)F)F)OC
7INC08441857 | 6.63 512 11.8 0 6 0 565.535 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cce(c(c3)COche(c(c(c(c4F)F)F)F)F)OC)(C)C)C
ZINC08441857 | 6.81 4.2 9.42 0 6 0 565.535 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)COcke(c(c(c(c4F)F)F)F)F)OC
7INC08441856 | 6.27 017 2145 2 1 0 567.686 8 Cclcec(nc1)NC(=0)C2[C@H](C3=C(CC(CC3=0)(C)C)N=C2C)chccc(c(c4)COc5cee(cc5)0C)0C
ZINC08441856 | 6.45 131 21.19 1 8 0 567.686 8 Cclcec(nc1)NC(=0)C2[C@H](C3C(=NC2=C)CC(CC3=0)(C)C)cece(c(c4)COc5eee(cc5)0C)0C
7INC08441856 | 6.27 -0.25 23.84 1 8 0 567.686 8 Cclcee(nc1)NC(=0)C2=C(N=C3CC(CC(=0)C3[C@@H]2c4cce(c(c4) COc5eec(cc5)0C)0CY (C)C)C
ZINC08441855 3.96 -3.18 -11.28 0 2 0 437.285 6 clen(ncINC(=0)c2c(c[nH]n2)1)C34CC5CC(C3)CC(C5)C4

ZINC00653533 | 5.53 22 11.29 1 2 0 442.357 5 CC(C)(C)clcc(n[nH]1)CNC(=0)c2ccec(c2)COc3cec(ce3)Br

ZINC08441853 | 6.81 201 -15.82 2 2 0 552.059 7 CC1=C([C@H](n2c(=0)/c(=C\c3c[nH]nc3cécccecd) /sc2=N1)c5eceee5Cl) C(=0)Nebeeeeeh
7INC08441852 | 6.81 236 1658 2 2 0 552.059 7 CC1=C([C@@H](n2¢(=0)/c(=C\c3c[nH]nc3cécccced)/sc2=N1)c5ccecc5Cl)C(=0)Nebeeeeeh
ZINC08441851 | 4.14 356 1355 1 4 0 536.632 8 CclcccccINC(=0)[C@H]2[C@H] ([C@@H]([C@@](CC2=0)(C)0)C(=0)Ne3ceeee3C)che[nH]nccbeccecs
ZINC08441850 | 4.14 2555 2434 1 4 0 536.632 8 CcleceecINC(=0)[C@@H]2[C@H]([C@@H]([C@@](CC2=0)(C)0)C(=0)Ne3cccec3C)cdc[nH]ncc5eccecs
ZINC08441849 | 4.14 31 1453 1 4 0 536.632 8 CclcccceINC(=0)[C@H]2[C@@H]([C@@H] ([C@@] (CC2=0)(C)0)C(=0)Ne3ccece3C)che[nH]nc4c5cececs
ZINC08441847 | 414 27 11.06 1 4 0 536.632 8 CcleccecINC(=0)[C@@H]2[C@@H]([C@@H]([C@@](CC2=0)(C)0)C(=0)Nc3cccec3C)c4c[nH]nc4c5cececs
ZINC00652390 | 5.28 176 12.64 1 2 0 463.403 5 CCOclccc2e(c1)nc([nH]2)SCC(=0)Nc3cc(cc(c3)C(F) (F)F)C(F) (F)F

7INC08441846 | 3.4 0.94 1265 1 2 0 511.192 6 Cclc(c(n(n1)Ce2c(c(c(c(c2F)F)F)F)F)CINC(=0)c3c(c[nH]n3)I

7INC08441844 | 5.03 12.98 2053 1 7 0 491.584 8 Ccloc(c(cc1C0c2¢(ccec20C)0C) [C@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C
7INC08441844 | 5.15 0.4 1622 0 7 0 491.584 8 Cclce(c(ce1COc2c(cecc20C)0C) [C@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C
7INC08441843 | 5.03 12.99 2059 1 7 0 491.584 8 Cclce(c(cc1C0c2¢(cccc20C)0C) [C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C
7INC08441843 | 5.15 0.61 14.81 0 7 0 491.584 8 Cclee(c(ce1COc2¢(ccec20C)0C) [C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C
ZINC08441842_|_6.08 13.44 2055 1 5 0 516.457 7 CCclc(cc(s1)[C@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COc4ecc(ccd)Br

7INC08441842 | 6.2 234 9.87 0 5 0 516.457 7 CCclc(cc(s1)[C@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COckcec(ccd)Br

ZINC08441841 | 6.08 13.94 27.61 1 5 0 516.457 7 CCclc(cc(s1)[C@@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COchccc(cc4)Br

7INC08441841 | 6.2 217 1275 0 5 0 516.457 7 CCclc(ce(s1)[C@@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COc4ccc(ccd)Br

ZINC08441840 | 7.11 15.72 -18.6 1 5 0 558.538 8 CCclc(cc(s1)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CC)C)COckccc(ccd)Br
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ZINC08441840 | 7.23 -1.25 -9.18 0 5 0 558.538 8 CCclc(cc(s1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CC)C)(C)C)COc4ccc(cc4)Br
7INC08441839 | 7.11 15.73 -18.66 1 5 0 558.538 8 CCclc(ce(s1)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CC)C)COcAccc(ccd)Br
ZINC08441839 | 7.23 -1.38 1143 0 5 0 558.538 8 CCclc(cc(s1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CC)C)(C)C)COckccc(ccd)Br
7INC08441838_| 6.74 14.81 -18.7 1 5 0 544.511 7 CCclc(cc(s1)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)COcAccc(ccd)Br
ZINC08441838_|_6.85 137 -9.68 0 5 0 544.511 7 CCclc(cc(s1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)COc4cec(ccd)Br
ZINC08441837 | 6.74 14.8 -18.69 1 5 0 544.511 7 CCclc(ce(s1)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)COckccc(cc4)Br
ZINC08441837 | 6.85 138 -9.85 0 5 0 544.511 7 CCclc(cc(s1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)COcccc(ccd)Br
7INC08441836 | 6.86 247 1335 2 2 0 552.059 7 CC1=C([C@H](n2¢(=0)/c(=C\c3c[nH]nc3c4cccced)/sc2=N1)c5cec(cc5)CHC(=0)Ncbeeceeh
ZINC08441835 6.86 -2.54 -13.45 2 2 0 552.059 7 CC1=C([C@@H](n2c(=0)/c(=C\c3c[nH]nc3c4cccced) /sc2=N1)c5cec(cc5)Cl)C(=0)Ncbeceechd
ZINC08441832 | 7.15 142 9.64 2 0 0 552.509 5 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)CIN=C1C)c3ce(c(cc3C)C)COckeccecdBr
ZINC08441832_| 7.33 0.23 1101 0 5 0 552.509 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cc(c(cc3C)C)COckeccccdBr
7INC08441832_| 7.15 133 1255 0 5 0 552.509 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3cc(c(cc3C)C)COcheccec4Br)(C)CIC
ZINC08441831 | 7.15 138 9.96 2 0 0 552.509 5 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ce(c(cc3C)C)COckeccccdBr
7INC08441831 | 7.33 ~0.04 11.74 0 5 0 552.509 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBec(c(cc3C)C)COcheccecdBr
7INC08441831 | 7.15 122 1332 0 5 0 552.509 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cc(c(cc3C)C)COc4cccecdBr)(C)C)C
ZINC08441830 | 7.45 15 752 2 0 0 524.126 4 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)CIN=C1C)c3ce(c(cc3C)C)CSchecc(ccd)Cl
ZINC08441830 | 7.63 0.32 834 0 4 0 524.126 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cc(c(cc3C)C)CSchecc(ccd)Cl
ZINC08441830 | 7.45 142 -10.02 0 4 0 524.126 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3cc(c(cc3C)C)CSchcce(cc4)C(C)C)C
ZINC08441829 | 7.45 151 7.72 2 0 0 524.126 4 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cc(c(cc3C)C)CSchece(ccd)Cl
ZINC08441829 | 7.45 135 11.68 0 4 0 524.126 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cc(c(cc3C)C)CScheec(cc)CH(C)C)C
ZINC08441829 | 7.63 0.09 9.56 0 4 0 524.126 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cc(c(cc3C)C)CSchecc(cc4)Cl
ZINC08441828 | 6.41 14.93 17.7 1 4 0 502.101 6 Cclc(cc(s )[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)CSchece(cca)Cl
ZINC08441828 | 6.53 129 -8.61 0 4 0 502.101 6 Cclc(cc(s1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)CSchccc(cc4)Cl
ZINC08441827 | 6.41 14.92 -18.06 1 4 0 502.101 6 Cclc(ce(s1)[C@@H]2C3=C(CC(CC3=0)(C)CINC(=C2C(=0)0C)C)CScdecc(ccd)Cl
ZINC08441827 | 6.53 131 9.07 0 4 0 502.101 6 Cclc(cc(s1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)OC)C)(C)C)CSchecc(ccd)Cl
7INC08441826 | 6.18 232 14.63 2 2 0 517.614 7 CC1=C([C@H](n2¢(=0)/c(=C\c3c[nH]nc3c4cecced)/sc2=N1)c5ccece5)C(=0)Nebeeeeeh
ZINC08441825 6.18 -2.39 -15.12 2 2 0 517.614 7 CC1=C([C@@H](n2c(=0)/c(=C\c3c[nH]nc3c4cccccd) /sc2=N1)c5cccecc5)C(=0)Ncbeecechd
ZINC08441824 | 6.24 2 1519 2 2 0 547.64 8 CC1=C([C@H](n2¢(=0)/c(=C\c3c[nH]nc3c4cecced)/sc2=N1)c5cee(cc5)0C) C(=0)Nebeeeeeh
ZINC08441823 6.24 -2.22 -16.21 2 2 0 547.64 8 CC1=C([C@@H](n2c(=0)/c(=C\c3c[nH]nc3c4cccccd)/sc2=N1)c5cec(cc5)0C) C(=0)Ncbeceechd
ZINC01009265 | 5.66 207 -15.88 2 2 0 521.602 8 Cclcce(o1)[C@H]2C(=C(N=c3n2¢c(=0)c(=Cedc[nH]nc4cSceecc5)s3)C)C(=0)Ncbeeceeh
ZINC01009267 5.66 -1.99 -16.03 2 2 0 521.602 8 Cclcec(o1)[C@@H]2C(=C(N=c3n2c(=0)c(=Cc4c[nH]nc4c5ccccc5)s3)C)C(=0)Ncbececch
ZINC08441822 6.17 13.84 -14.57 1 5 0 510.428 6 Celec(c(cc1COc2ccccc2Br) [C@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

7INC08441822 | 6.29 094 11.24 0 5 0 510.428 6 Cclcc(c(cc1COc2ececc2Br) [C@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C

7INC08441821 | 6.17 13.86 14.66 1 5 0 510.428 6 Cclec(c(cc1COc2ccecc2Br) [C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

7INC08441821 | 6.29 073 -10.34 0 5 0 510.428 6 Cclcc(c(cc1COc2ececc2Br) [C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C

ZINC08441820 59 13.36 -23.98 1 5 0 472.006 7 CCclc(cc(s1)[C@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COc4ccccc4Cl

ZINC08441820 | 6.02 162 12.04 0 5 0 472.006 7 CCclc(cc(s1)[C@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COckccccc4Cl

ZINC08441819 | 6.62 019 1262 1 7 0 622.497 7 clcee2c(c1)cc(02)C(=0)C3=C(C(=0)N([C@H]3c4cccc(c4)Br)c5nnc(s5)SCebeec(cc6)F)0
ZINC08441819 6.04 -0.35 -13.59 0 7 0 622.497 7 cleec2¢(c1)ce(02)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)c4nnc(s4)SCc5ccc(cc5)F)cbecce(c6)Br
7INC08441818 | 59 13.86 31.82 1 5 0 472.006 7 CCclc(ce(s)[C@@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COc4cccccdCl
ZINC08441818_|_6.02 15 -15.65 0 5 0 472.006 7 CCclc(cc(s1)[C@@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COckcccccACl

7INC08441817 | 6.62 013 1361 1 7 0 622.497 7 clccc2e(c1)cc(02)C(=0)C3=C(C(=0)N([C@@H]3c4ccee(c4)Br)c5nnc(s5)SCebecc(cc6)F)O
ZINC08441817 6.04 -0.31 -16.79 0 7 0 622.497 7 cleec2¢(c1)cc(02)C(=0)[C@H]3[C@H](N(C(=0)C3=0)c4nnc(s4)SCc5ccc(cc5)F)cbecee(c6)Br
7INC08441816 | 6.58 172 156 2 2 0 531.641 7 CclcceccINC(=0)C2=C(N=c3n(c(=0)/c(=C\c4c[nH]nc4c5ceecc5)/s3)[C@H] 2c6ececc6)C
ZINC08441815 | 4.31 0.94 -17.09 1 9 0 553.596 8 Cclnnc(s1)N2[C@H](C(=C(C2=0)0)C(=0)c3cc4ccccc4o3)c5cce(c(c5)0C)0Ccbeccechd
7INC08441815 | 3.73 0.8 1896 0 9 0 553.596 8 Cclnnc(s1)N2[C@H] ([C@@H](C(=0)C2=0)C(=0)c3cchcccecto3)c5ecc(c(c5)0C) OCcbeceech
ZINC08441814 6.58 -1.35 -14.06 2 2 0 531.641 7 CclcecccINC(=0)C2=C(N=c3n(c(=0)/c(=C\c4c[nH]nc4c5cccee5) /s3) [C@@H] 2c6ccccc6)C
7ZINC00703153 | 4.31 0.88 17.01 1 9 0 553.596 8 Cclnnc(s1)N2[C@@H](C(=C(C2=0)0)C(=0)c3ccéecccc4o3)c5eee(c(c5)0C) OCcheceech
ZINC00703153 3.73 0.66 -19.59 0 9 0 553.596 8 Cclnnc(s1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cc4ccccc4o3)c5ece(c(c5)0C)OCcbeceechd
7INC08441813 | 6.79 0.9 85 1 0 0 496.072 4 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cc(c(cc3C)C)CSchcce(cc4)Cl
ZINC08441813 | 6.97 -0.38 1013 0 4 0 496.072 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cc(c(cc3C)C)CSchcec(cc4)Cl
ZINC08441813 | 6.79 0.54 11.55 0 4 0 496.072 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] 1c3cc(c(ce3C)C)CSedcce(cc4)CI)C

ZINC08441812 48 0.88 -14.81 1 8 0 509.543 6 Cclnnc(s1)N2[C@H](C(=C(C2=0)0)C(=0)c3cc4ccccc4o3)c5ecce(c5)0cbeccecd
7INC08441812 | 4.22 0.72 1501 0 8 0 509.543 6 Cclnnc(s1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cchcccccdo3)cheece(c5)0cbeecceh
ZINC08441811 4.8 0.94 -14.93 1 8 0 509.543 6 Cclnnc(s1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cc4cccccdo3)cScccc(c5)Ocbeccechd
ZINC08441811 | 4.22 0.77 1529 0 8 0 509.543 6 Cclnnc(s1)N2[C@@H]([C@H](C(=0)C2=0)C(=0)c3cchcccccho3)cheece(c5)0cbeecceh
ZINC08441810 | 6.79 0.97 -8.27 1 0 0 496.072 4 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cc(c(cc3C)C)CSchccc(cc4)Cl

ZINC08441810 | 6.97 ~0.09 11.08 0 4 0 496.072 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cc(c(cc3C)C)CSchecc(ccd)Cl

ZINC08441810 | 6.79 0.77 1244 0 4 0 496.072 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cc(c(cc3C)C)CSchecc(ccd)CI)C
ZINC00703148 | 4.35 0 1358 1 7 0 486.336 4 Cclnnc(s1)N2[C@H](C(=C(C2=0)0)C(=0)c3ccdeccccdod)c5ece(c(c5)CHCl

ZINC00703148 | 3.77 019 1662 0 7 0 486.336 4 Cclnnc(s1)N2[C@H]([C@H](C(=0)C2=0)C(=0)c3cchccccctosd)c5ece(c(c5)Cl)Cl
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ZINC08441809 | 6.69 2.91 -12.04 1 1 0 485.056 4 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@@H](C1(C#N)C#N)c3cc(c(cc3C)C)CSchecc(cc4)Cl)CHN
ZINC08441809 | 6.69 2.74 3692 2 4 1 486.064 4 Cclce(c(cclCSc2ecc(cc2)C) [C@H]3[C@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(CHN)C#N)CHN)C
ZINC00703149 | 4.35 0.01 1356 1 7 0 486.336 4 Cclnnc(s1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cchccccc4o3)c5ece(c(c5)ClCl

7ZINC00703149 | 3.77 02 16.64 0 7 0 486.336 4 Cclnnc(s1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3ccéeccccdo3)c5ece(c(c5)CC

ZINC00703147 3.85 -0.48 -13.95 1 7 0 496.342 4 Cclnnc(s1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cc4cccccdo3)cScecc(c5)Br

7INC00703147 | 3.27 ~0.66 1678 0 7 0 496.342 4 Cclnnc(s1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cc4cccccdo3d)csecee(c5)Br
ZINC08441808_|_6.69 2.46 1016 1 1 0 485.056 4 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@H] (C1(C#N)C#N)c3ec(c(cc3C)C)CSchccc(cck)CICHN
7INC08441808_| 6.69 2.29 4157 2 4 1 486.064 4 Cclce(c(celCSc2cec(cc2)CH[C@@H]3[C@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(CHN)CHN)CHN)C
ZINC08441807 | 6.69 3.03 -10.64 1 1 0 485.056 4 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@H](C1(C#N)C#N)c3ec(c(cc3C)C)CSchccc(cck)CICHN
ZINC08441807 | 6.69 2.86 -37.58 2 4 1 486.064 4 Cclce(c(celCSc2cec(cc2)CH[C@@H]3[C@@H]4CCCC=CA[C@H] (C(=[NH2+])C3(C#N)CHN)CHN)C
ZINC08441806 6.31 0.16 -15.57 1 8 0 579.659 7 Cclcec(o1)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCc4cccc5cdecec5)0)C(=0)cbec7 ccccc706
7INC08441806 | 5.73 003 1607 0 8 0 579.659 7 Cclcec(o1)[C@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCedccce5edecec5)C(=0)cbec7cccec?ob
ZINC08441805 | 5.26 4.19 -15.9 1 1 0 494.595 7 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@@H](C1(C#N)C#N)c3cc(c(cc3C)C)COcc(cccc40C)OC)CHN
7ZINC08441805 | 5.26 4.03 3106 2 7 1 495.603 6 Cclce(c(ce1COc2c(cccc20C)0C) [C@H]3[C@H]4CCCC=CA[C@@H](C(=[NH2+])C3(CHN)CHN)CHN)C
ZINC08441804 | 5.26 3.67 -15.86 1 1 0 494.595 7 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@H](C1(C#N)C#N)c3cc(c(cc3C)C)COckc(cccc40C) OC) CHN
7INC08441804 | 5.26 35 42.35 2 7 1 495.603 6 Cclce(c(ce1COc2¢(cecc20C)0C) [C@@H]3[C@H]4CCCC=CA[C@@H](C(=[NH2+])C3(C#N)C#N)CHN)C
ZINC08441803 6.31 0.16 -15.55 1 8 0 579.659 7 Ccleec(o1)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccccScdecce5)0)C(=0)cbec7ccccc7o6
7INC08441803 | 5.73 0.01 17.44 0 8 0 579.659 7 Cclcec(01)[C@@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCeAccec5edecce5)C(=0)cbecTceccc7o6
ZINC08441802_| 5.26 3.69 -15.6 1 1 0 494.595 7 [H]/N=C\1/[C@@H](C2=CCCC[C@H]2[C@@H](C1(C#N)C#N)c3cc(c(cc3C)C)COcc(cccc40C)OC) CHN
ZINC08441802_| 5.26 3.51 4194 2 7 1 495.603 6 Cclee(c(ce1C0c2¢(ccec20C)0C) [C@H]3[C@@H]4CCCC=C4[C@H] (C(=[NH2+])C3(CHN)C#N)CHN)C
7INC08441801 | 6.95 0.73 14.65 1 7 0 593.661 7 clccc2c(cl)ccec2CSc3nnc(s3)N4[C@H](C(=C(C4=0)0)C(=0)c5ccbeccec605)c7cccec7F
ZINC08441801 | 6.36 0.56 14.66 0 7 0 593.661 7 clccc2c(cl)cccc2CSe3nnc(s3)N4[C@H] ([C@@H] (C(=0)C4=0)C(=0)c5ccbeccec605)c7ceccc7F
ZINC08441800 | 5.26 4.3 1513 1 1 0 494.595 7 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@H](C1(C#N)C#N)c3cc(c(cc3C)C)COckc(cccc40C) OC) CHN
ZINC08441800 | 5.26 413 3123 2 7 1 495.603 6 Cclee(c(celCOc2¢(ccec20C)0C) [C@@H]3[C@@H]4CCCC=C4[C@H](C(=[NH2+])C3(C#N)CHN)CEN)C
ZINC08441799 | 6.95 0.76 14.67 1 7 0 593.661 7 clccc2c(cl)ccec2CSc3nnc(s3)N4[C@@H](C(=C(C4=0)0)C(=0)c5ccheecec605)c7ceccc7F
ZINC08441799 | 6.36 0.58 14.6 0 7 0 593.661 7 clcce2e(cl)cecc2CSe3nne(s3)N4[C@@H] ([C@H](C(=0)C4=0)C(=0)c5ccbecccc605)c7 ceccc7F
ZINC08441798 6.64 -1.79 -15.77 2 2 0 561.667 8 CclcecccINC(=0)C2=C(N=c3n(c(=0)/c(=C\c4c[nH]nc4c5cccee5) /s3)[C@H] 2¢c6¢cc(cc6)0C)C
7INC08441797 | 6.93 0.01 1454 1 8 0 618.74 8 CN(C)cTece(cel) [C@H]2C(=C(C(=0)N2c3nnc(s3)SCeAccecbedeccc5)0)C(=0)cbec7ccecc7o6
ZINC08441796 6.64 -1.3 -14.78 2 2 0 561.667 8 CclcceeccINC(=0)C2=C(N=c3n(c(=0)/c(=C\c4c[nH]nc4c5cceec5) /s3) [C@@H] 2c6¢cc(cc6)0C)C
7INC08441795 | 6.93 ~0.04 14.63 1 8 0 618.74 8 CN(C)cTece(ccl) [C@@H]2C(=C(C(=0)N2c3nnc(s3)SCedccec5checec5)0)C(=0)cbec7cccec7ob
ZINC00650985 | 4.9 218 -8.98 0 3 0 436.968 5 Cclcc(c(cclCSc2eec(cc2)Cl) [C@H]3c4c(n[nH]c40C(=C3CH#N)N)C)C

ZINC08441794 | 8.34 0.79 1342 1 7 0 617.752 8 CC(C)clece(cc)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCedcceeSeaccee5)0)C(=0)cbec7ceccc706
ZINC08441794 7.76 0.62 -14.63 0 7 0 617.752 8 CC(C)clcec(cc)[C@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCc4cccc5c4ecce5)C(=0)cbec7 cecccc706
ZINC00650986 | 4.9 219 8.77 0 3 0 436.968 5 Cclee(c(celCSc2ceec(cc2)C)[C@@H]3c4c(n[nH]c40C(=C3CH#N)N)C)C

ZINC08441793 | 8.34 0.7 -13.46 1 7 0 617.752 8 CC(C)clcec(cc)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccccSc4ecee5)0)C(=0)cbec7 ceccc706
7INC08441792 | 6.56 14.27 2321 1 5 0 500.06 7 CCclc(ce(s1)[C@H]2C3=C(CC(CC3=0)(C)CINC(=C2C(=0)0C)C)COcAeccecsCl
ZINC08441792_|_6.67 -0.56 1168 0 5 0 500.06 7 CCclc(cc(s1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)COcAcccccaCl

ZINC08441791 | 7.53 0.47 1435 1 8 0 631.735 10 C=CCOclcec(cc1)[C@HJ2C(=C(C(=0)N2c3nnc(s3)SCceccc5cdceec5)0)C(=0)cbeccccecob
ZINC08441791 6.95 0.31 -15.55 0 8 0 631.735 10 C=CCOclccc(ccl)[C@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCc4cccc5cdeccc5)C(=0)cbec7ccccc7o6
ZINC08441790 | 6.56 14.27 2343 1 5 0 500.06 7 CCclc(ce(s1)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)COcAcceccACl

ZINC08441790 | 6.67 -0.71 119 0 5 0 500.06 7 CCclc(cc(s1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)COckcccccACl

ZINC08441789 | 7.53 0.39 1433 1 8 0 631.735 10 C=CCOclccc(cc)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCcéceccc5 cdecee5)0)C(=0)cbecTccccc706
ZINC08441789 6.95 0.21 -16.44 0 8 0 631.735 10 C=CCOclccc(cc])[C@@H]2[C@@H] (C(=0)C(=0)N2c3nnc(s3)SCc4cccc5cdecce5)C(=0)cbec7ccccc7o6
7INC08441788 | 8.33 0.22 14.04 1 8 0 647.778 11 CCCCOclcce(cel)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCchcccc5edecce5)0)C(=0)cbeeTccecc706
ZINC08441788 7.74 0.05 -15.17 0 8 0 647.778 11 CCCCOclcec(cc)[C@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCe4cccc5c4ecee5)C(=0)cbec7 ceccc706
7INC08441787 | 65 0.82 1055 2 0 0 524.455 5 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3ec(c(cc3C)C)COckcccccdBr

7INC08441787 | 6.5 0.45 1413 0 5 0 524.455 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] Lc3cc(c(cc3C)C)COcecccc4Br)C

7INC08441787 | 6.68 046 1287 0 5 0 524.455 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cc(c(cc3C)C)COckcccccdBr

ZINC08441786 8.33 0.22 -14.02 1 8 0 647.778 11 CCCCOclcec(ccl)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCc4cccc5c4ecce5)0)C(=0)cbec7ceccc706
ZINC08441786 | 7.74 0.06 1519 0 8 0 647.778 11 CCCCOclcce(cc)[C@@H]2[C@H](C(=0)C(=0)N2c3nnc(s3)SCeAccecedecce5) C(=0)cbecT cecee706
ZINC08441785 6.55 -1.46 -15.63 2 9 0 635.723 9 CCOclcc(cec10)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCe4ccccScdecce5)0)C(=0)cbec7ccccc7o6
ZINC08441785 | 5.96 16 17.44 1 9 0 635.723 9 CCOclec(cccl0)[C@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCeéecccSedecee5)C(=0)cbec7cccec7o6
ZINC08441784 | 65 0.84 -10.58 2 0 0 524.455 5 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cc(c(cc3C)C)COc4cccccdBr

7INC08441784 | 6.68 023 13.04 0 5 0 524.455 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cc(c(cc3C)C)COckcccccABr

7INC08441784 | 6.5 0.64 -13.83 0 5 0 524.455 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cc(c(cc3C)C)COckccccc4Br)C

ZINC08441783 | 6.55 148 15.64 2 9 0 635.723 9 CCOclcc(cce10)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCedcccc5eaccec5)0)C(=0)cbec7cecec7o6
ZINC08441783 5.96 -1.7 -18.02 1 9 0 635.723 9 CCOclcc(cec10)[C@@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCeéccccScdecce5)C(=0)cbec7cecccc7o06
7INC08441782_| 8.54 114 134 1 7 0 631.779 8 CC(C)(C)clcce(ccl)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccccscdecce5)0)C(=0)cbec7 cecec7o6
ZINC08441782 7.95 0.97 -14.3 0 7 0 631.779 8 CC(C)(C)clcec(cc)[C@H]2[C@@H] (C(=0)C(=0)N2c3nnc(s3)SCc4cccc5c4ecee5)C(=0)cbec7cecccc706
ZINC08441781 | 6.46 15.16 1595 1 4 0 482.045 6 Cclce(c(celCSc2cec(cc2)CH[C@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

7INC08441781 | 6.58 081 -8.69 0 4 0 482.045 6 Cclce(c(cc1CSc2ece(cc2)Cl) [C@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C
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ZINC08441780 8.54 1.05 -13.46 1 7 0 631.779 8 CC(C)(C)clcec(cc)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccccScdecee5)0)C(=0)cbec7ccccc706
ZINC08441780 | 7.95 0.88 1529 0 7 0 631.779 8 CC(C)(C)clcec(cc]) [C@@H]2[C@@H](C(=0)C(=0)N2c3nne(s3)SCcéeccc5cdecee5)C(=0)cbee7cecec706
7INC08441779 | 6.46 15.16 1644 1 4 0 482.045 6 Cclce(c(cc1CSc2ecc(cc2)Cl) [C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

ZINC08441779 | 6.58 0.6 -8.06 0 4 0 482.045 6 Cclee(c(celCSc2ece(cc2)Cl) [C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C

ZINC08441778 | 6.35 2.07 15 2 8 0 591.67 7 clccc2c(cl)cccc2CSc3nnc(s3)N4[C@@H](C(=C(C4=0)0)C(=0)c5ccbecccc605)c7ccc(cc7)0
7INC08441778 | 5.77 224 17.23 1 8 0 591.67 7 clecc2c(cl)ccec2CSc3nnc(s3)N4[C@@H] ([C@@H](C(=0)C4=0)C(=0)c5ccbeccec605)c7 cec(cc7)0
ZINC08441777 | 7.11 16.06 1525 1 4 0 510.099 6 Cclce(c(cc1CSc2ecc(cc2)Cl) [C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C
ZINC08441776 6.73 -1.25 -14.09 1 7 0 581.7 7 cleec2c(cl)cccc2CSe3nnc(s3)N4[C@H](C(=C(C4=0)0)C(=0)c5ccbecccc605)c7cees7
ZINC08441776 | 6.15 144 16.29 0 7 0 581.7 7 clccc2c(cl)ccec2CSc3nnc(s3)N4[C@H] ([C@H](C(=0)C4=0)C(=0)c5ccbeccec605)c7cccs7
7INC08441775 | 6.73 125 14.2 1 7 0 5817 7 clecc2e(cl)ccec2CSc3nnc(s3)N4[C@@H](C(=C(C4=0)0)C(=0)c5ccbeccecbo5)c7 cees?
ZINC08441775 | 6.15 142 -16.38 0 7 0 581.7 7 clccc2c(cl)cccc2CSc3nnc(s3)N4[C@@H] ([C@@H] (C(=0)C4=0)C(=0)c5ccbecccc605)c7cces 7
ZINC08441774 | 7.11 16.07 151 1 4 0 510.099 6 Celec(c(ccl CSc2eec(ce2)C)[C@@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C
ZINC08441774 | 7.23 0.46 -7.48 0 4 0 510.099 6 Cclce(c(cc1CSc2ece(cc2)Cl) [C@@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C
7INC08441772_| 6.93 15.19 231 1 5 0 514.087 8 CCclc(cc(s)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CC)C)COckcccccACl

ZINC08441770 | 6.93 15.71 3154 1 5 0 514.087 8 CCclc(cc(s1)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CC)C)COckcccccaCl
ZINC08441770 | 7.05 -0.71 1447 0 5 0 514.087 8 CCclc(ce(s1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CC)C)(C)C)COckcccccACl
ZINC08441769 7.28 0.31 -13.77 1 7 0 589.698 7 Cclcec(ccl)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCc4cccc5e4ecee5)0)C(=0)cbec7 ceccc706
ZINC08441769 | 6.7 0.14 1492 0 7 0 589.698 7 Cclcee(cel) [C@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCeéecccSedecec5)C(=0)cbec7cccec7o6
ZINC08441768 53 0.03 -12.7 1 1 0 486.553 8 CC1=C([C@H](n2c(=0)/c(=C\c3c[nH]nc3c4cccccd) /sc2=N1)cScec(cc5)0C) C(=0)0C
7INC08441767 | 7.28 0.22 1376 1 7 0 589.698 7 Cclcec(cc1)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCe4ccecsedecce5)0)C(=0)cbec7ccecc7o6
ZINC08441767 6.7 0.04 -15.73 0 7 0 589.698 7 Ccleec(ccl)[C@@H]2[C@@H] (C(=0)C(=0)N2c3nnc(s3)SCc4cccc5e4ecce5)C(=0)cbec7ceccc706
ZINC08441766 | 53 0.16 1212 1 1 0 486.553 8 CC1=C([C@@H](n2c(=0)/c(=C\c3c[nH]nc3cécccced)/sc2=N1)c5cee(cc5)0C) C(=0)0C
ZINC08441765 5.99 0.99 -13.43 1 6 0 515.565 8 cleec(cc1)CN2[C@H](C(=C(C2=0)0)C(=0)c3cc4ccccc4o3)c5cee(cc5)0Ccbeccechd
ZINC08441765 | 5.41 0.8 -18.83 0 6 0 515.565 8 clcce(cel)CN2[C@H]([C@H](C(=0)C2=0)C(=0)c3cckecccc4o3)c5eec(cc5)0Ce6eccect
7INC08441764 | 5.78 0.87 -10.68 1 1 0 488.544 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3c[nH]nc3cdccceed)/s2) [C@H] 1c5eec(cc5)F)C
ZINC08441763 | 5.99 0.59 141 1 6 0 515.565 8 clcec(cc1)CN2[C@@H] (C(=C(C2=0)0)C(=0)c3cchcccccdod)c5ecc(cc5)0Cc6eccech
ZINC08441763 5.41 041 -20.98 0 6 0 515.565 8 cleec(cc1)CN2[C@@H] ([C@@H](C(=0)C2=0)C(=0)c3cc4cccccdo3)cSccc(cc5)0Ccbeccechd
7INC08441762 | 5.78 07 11.32 1 1 0 488.544 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3c[nH]nc3cdcccecd)/s2) [C@@H]1chcec(cc5)F)C
ZINC08441761 | 5.93 139 1458 1 7 0 525.601 11 CCCCCOclcec(cc10C) [C@@H]2C(=C(C(=0)N2Cc3ccceed)0)C(=0)checseccecs o4
7INC08441761 | 5.35 118 22.02 0 7 0 525.601 11 CCCCCOclcec(cc10C)[C@@H]2[C@@H](C(=0)C(=0)N2Cc3ccece3)C(=0)cdecseccec504
ZINC08441760 6.4 0.9 -14.01 1 6 0 529.592 9 cleec(cc1)CCN2[C@@H](C(=C(C2=0)0)C(=0)c3cc4ccccc4o3)cScec(cec5)0Ccbeceechd
ZINC08441760 | 5.81 0.74 19.14 0 6 0 529.592 9 clcce(cc1)CCN2[C@@H] ([C@H](C(=0)C2=0)C(=0)c3ccéecccco3)c5ece(cc5)0Ce6eccect
ZINC08441759 | 5.36 211 -15.06 2 0 0 505.611 7 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cc(c(cc3C)C)COc4c(cccc40C)0C
7INC08441759 | 5.36 175 19.36 0 7 0 505.611 9 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] Tc3cc(c(ce3C)C)COckc(cecc40C)0C)C

ZINC08441759 | 5.54 0.83 17.75 0 7 0 505.611 9 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cc(c(cc3C)C)COc4c(cccc40C)0C
7INC05917285 | 6.45 1.88 1127 1 5 0 479576 7 CC(C)(C)clcec(cc1)[C@H]2C(=C(C(=0)N2CCc3cecee3)0)C(=0)chec5ccecc5od

ZINC05917285 5.87 17 -16.95 0 5 0 479.576 7 CC(C)(C)clcec(cc)[C@H]2[C@H](C(=0)C(=0)N2CCc3cccec3)C(=0)c4cc5ecccc504
7INC08441758 | 5.36 2.18 15.04 2 0 0 505.611 7 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3ec(c(cc3C)C)COcAc(cccc#0C)0C

7INC08441758 | 5.36 1.98 -18.73 0 7 0 505.611 9 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cc(c(cc3C)C)COc4c(cccc40C)0C)C
ZINC08441758 | 5.54 111 17.68 0 7 0 505.611 9 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cc(c(cc3C)C)COcAc(cccc40C)0C
ZINC05917235_|_6.45 1.86 1131 1 5 0 479.576 7 CC(C)(C)clcee(ccl)[C@@H]2C(=C(C(=0)N2CCc3cccce3)0)C(=0)chec5eccec5 04
7INC05917235 | 5.87 1.67 1682 0 5 0 479576 7 CC(C)(C)clece(ccl)[C@@H]2[C@@H](C(=0)C(=0)N2CCc3cccee3) C(=0)checheccecso4
ZINC08441757 | 6.29 20.02 1029 2 1 0 504.999 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3c[nH]nc3cdcceecd)/s2) [C@H] Le5eec(cc5)C)C
ZINC08441756 | 7.33 ~0.05 1477 1 8 0 588.641 8 CCOclccc2e(cl)sc(n2)N3[C@H] (C(=C(C3=0)0)C(=0)checSececc504)cbecce(c6)Oc7cccec?
ZINC08441756 6.75 -0.25 -16.19 0 8 0 588.641 8 CCOclccc2e(c1)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbeccc(c6)0c7cccec?
ZINC08441755 | 6.29 019 -10.83 2 1 0 504.999 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3c[nH]nc3cdcccecd)/s2) [C@@H] 1c5cec(cc5)ClC
ZINC08441754 7.33 -0.03 -14.64 1 8 0 588.641 8 CCOclccc2e(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecce(c6)0c7 cecec?
7INC08441754 | 6.75 021 1623 0 8 0 588.641 8 CCOclccc2e(c1)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ceccc504)cbecec(c6)0cT cecee?
ZINC00703142 5.25 -0.23 -16.66 1 9 0 556.596 8 CCOclccc2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecc(c(c6)0C)0C
ZINC00703142 | 4.67 035 19.45 0 9 0 556.596 8 CCOclccc2e(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5eccec504)cbeee(c(c6)0C)0C
ZINC00703143 5.25 -0.21 -16.64 1 9 0 556.596 8 CCOclccc2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbece(c(c6)0C)0C
7INC00703143 | 4.67 034 19.44 0 9 0 556.596 8 CCOclccc2e(cl)sc(n2)N3[C@@H] ([C@H](C(=0)C3=0)C(=0)c4cc5eccec5o4)cbeec(c(c6)0C)0C
ZINC08441751 | 7.2 0.1 1617 1 9 0 612.704 12 CCCCCOcT cec(cc10C)[C@H]2C(=C(C(=0)N2c3ncéecc(cc4s3)0CC)0)C(=0)c5ecbeceec605
ZINC08441751 | 6.61 002 -19.04 0 9 0 612.704 12 CCCCCOclcee(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2c3ncéccc(cc4s3)0CC)C(=0)c5ecbececc605
ZINC08441750 | 6.82 15.13 1373 1 5 0 538.482 6 Cclcc(c(ce1COc2ececc2Br)[C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C

ZINC08441750 | 6.94 0.34 9.91 0 5 0 538.482 6 Cclce(c(cc1COc2ececc2Br) [C@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C

ZINC08441749 | 7.2 0.12 1613 1 9 0 612.704 12 CCCCCOclcec(cc10C) [C@@H]2C(=C(C(=0)N2c3ncéccc(cc4s3)0CC)0)C(=0)c5ecbeceec605
7INC08441749 | 6.61 -0.01 19.02 0 9 0 612.704 12 CCCCCOcTcee(cc10C) [C@@H]2[C@H](C(=0)C(=0)N2c3ncéecc(cc4s3)0CC)C(=0)c5ecbececc605
ZINC00703140 5.13 -2.72 -14.71 2 8 0 512.543 6 CCOclccc2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecc(cc6)0
ZINC00703140 | 4.54 2.87 165 1 8 0 512.543 6 CCOclccc2e(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5eccec504)cbeec(cc6)0
ZINC00703141 513 -2.7 -14.56 2 8 0 512.543 6 CCOclcec2e(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbeee(cc6)0
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ZINC00703141 | 4.54 -2.88 -17.32 1 8 0 512.543 6 CCOclccc2e(c1)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbeee(cc6)0
7INC08441748 | 6.82 15.15 -13.68 1 5 0 538482 6 Cclee(c(ce1COc2ccccc2Br) [C@@H]3C4=C(CC(CC4=0)(C)CNC(=C3C(=0)0C)C)C
ZINC08441748 | 6.94 0.32 9.91 0 5 0 538.482 6 Cclce(c(cc1COc2ecccc2Br) [C@@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C
ZINC08441747 | 55 193 13.89 1 7 0 502.573 6 CCOclcec2e(cl)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cdec5ecccc504)cbeces6

ZINC08441747 | 4.92 -2.1 -16.64 0 7 0 502.573 6 CCOclcec2e(c1)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)c4ccSccccc504)cbeccs6
7INC08441746 | 6.39 409 -10.09 2 1 0 513.439 5 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@@H](C1(C#N)C#N)c3cc(c(cc3C)C)COckeccccdBr)CHN
7INC08441746_| 6.39 332 3596 2 5 1 514.447 4 Cclcc(c(cc1COc2ececc2Br) [C@H]3[C@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(C#N)C#N)CHN)C
ZINC08441745 | 6.39 2.33 1234 2 1 0 513.439 5 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@H](C1(CH#N)C#N)c3cc(c(cc3C)C)COckeccecdBr)CHN
ZINC00703139 55 -1.93 -13.86 1 7 0 502.573 6 CCOclccc2e(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecesbd

7ZINC00703139 | 4.92 211 1571 0 7 0 502.573 6 CCOclccc2e(cl)sc(n2)N3[C@@H] ([C@H](C(=0)C3=0)C(=0)ccc5eccec5o4)cbecesb
ZINC08441744 | 6.39 2.29 123 2 1 0 513.439 5 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@@H](C1(C#N)C#N)c3cc(c(cc3C)C)COckeccccdBr) CHN
7INC08441744 | 6.39 2.12 -38.92 2 5 1 514.447 4 Cclce(c(cclCOc2cccce2Br)[C@H]3[C@@H]4CCCC=C4[C@H](C(=[NH2+])C3(CHN)CHN)CHN)C
ZINC08441743 6.41 -1.51 -12.59 1 7 0 575.44 6 CCOclccc2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecc(cc6)Br
7INC08441743 | 5.83 17 1551 0 7 0 57544 6 CCOclccc2e(cl)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)chcc5ecccc504)cbecc(ce6)Br
ZINC08441742 6.41 -1.46 -12.61 1 7 0 575.44 6 CCOclccc2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecc(cc6)Br
7INC08441742_| 5.83 163 1557 0 7 0 575.44 6 CCOclcce2e(cl)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ceccc504)cbeee(cc6)Br
ZINC08441741 | 6.39 594 9.94 2 1 0 513.439 5 [H]/N=C/1\ [C@@H](C2=CCCC[C@H]2[C@H](CI(C#N)C#N)c3cc(c(cc3C)C)COckeccecdBr)CHN
ZINC08441741 | 6.39 311 3622 2 5 1 514.447 4 Cclce(c(cclCOc2ccecc2Br) [C@@H]3[C@@H]4CCCC=C4[C@H](C(=[NH2+])C3(C#N)C#N)C#N)C
ZINC00703136 5.77 -0.01 -13.02 1 7 0 514.534 6 CCOclccc2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5cccec504)cbecc(cc6)F
7ZINC00703136 | 5.18 017 151 0 7 0 514.534 6 CCOclccc2e(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5eccee504)cbeec(cch)F
ZINC00703137 5.77 0.04 -13.09 1 7 0 514.534 6 CCOclccc2e(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbece(cc6)F
7ZINC00703137 | 5.18 013 1618 0 7 0 514.534 6 CCOclccc2e(cl)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)ccc5ccccc504)cbeec(cc6)F
ZINC08441740 | 7.11 15.29 168 1 5 0 508.058 6 Cclec(c(celCOc2ecc(cc2C)Cl) [C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C
ZINC08441740 | 7.23 127 839 0 5 0 508.058 6 Cclce(c(ce1COc2cec(cc2C)Cl)[C@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C
ZINC00703134 6.05 -0.43 -13.47 1 7 0 510.571 6 CCOclccc2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5cccec504)cbecc(cc6)C
7ZINC00703134 | 5.47 059 15 0 7 0 510.571 6 CCOclece2e(cl)sc(n2)N3[C@H] ([C@@H](C(=0)C3=0)C(=0)ccc5ccccc504)cbeec(cc6)C
ZINC08441739 | 7.11 1531 1669 1 5 0 508.058 6 Cclec(c(ce1COc2ecc(cc2C)C) [C@@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C
ZINC08441739 | 7.23 126 -8.35 0 5 0 508.058 6 Cclee(c(ce1COc2ecc(cc2C)C)[C@@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C
ZINC00703135 6.05 -0.41 -13.53 1 7 0 510.571 6 CCOclccc2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbece(cc6)C
7ZINC00703135_| 5.47 059 1606 0 7 0 510.571 6 CCOclccc2e(cl)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)ccc5ccccc504)cbeec(cc6)C
ZINC08441738 6.26 -0.87 -12.4 1 7 0 530.989 6 CCOclccc2e(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbeccc(c6)Cl
7INC08441738 | 5.68 103 13.73 0 7 0 530.989 6 CCOclccc2e(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5eccec504)cbecec(c6)Cl
ZINC08441737 6.26 -0.85 -14.14 1 7 0 530.989 6 CCOclccc2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecee(c6)Cl
7INC08441737 | 5.68 102 17.74 0 7 0 530.989 6 CCOclccc2e(cl)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ceccc504)cbeece(c6)Cl
7INC08441736_| 6.18 13.79 1532 1 5 0 483.967 6 Cclec(c(ce1COc2ecc(cc2Cl)F) [C@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

ZINC08441736 | 6.29 0.38 1099 0 5 0 483.967 6 Cclce(c(ce1COc2ccc(cc2Cl)F) [C@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C.

ZINC08441735 6.85 -0.07 -17.42 1 9 0 632.694 10 CCOclcec2e(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5cccec504)c6ece(c(c6)0C)0Cc7ceccc
ZINC08441735 | 6.26 019 2038 0 9 0 632.694 10 CCOclccc2e(cl)sc(n2)N3[C@H] ([C@@H](C(=0)C3=0)C(=0)cAcc5eccec504)cbeee(c(c6)0C)0Cc7 cecee?
7INC08441734 | 6.18 13.79 1532 1 5 0 483.967 6 Cclcc(c(ce1COc2ecc(cc2Cl)F) [C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

7INC08441734 | 6.29 0.59 1038 0 5 0 483.967 6 Cclee(c(ce1COc2ccc(cc2Cl)F)[C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C

ZINC08441733 6.85 -0.05 -17.41 1 9 0 632.694 10 CCOclcec2e(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbece(c(c6)0C)0Cc7 cecec?
7INC08441733 | 6.26 018 2038 0 9 0 632.694 10 CCOclcee2c(c1)sc(n2)N3[C@@H]([C@H](C(=0)C3=0)C(=0)ckcc5ecccc5o4)cbece(c(c6)0C)0CcT cecee?
ZINC08441732 6.31 -0.26 -13.75 1 8 0 552.608 9 CCOclccc2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5cccec504)cbecc(cc6)0CC=C
7INC08441732_| 5.72 042 1536 0 8 0 552.608 9 CCOclccc2e(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5eccee504)cbeec(cc6)0CC=C
ZINC08441731 | 6.45 014 1667 2 0 0 544.511 5 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cc(c(s3)C)COckecccc4Br
7INC08441731 | 6.63 103 -15.85 0 5 0 544.511 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cc(c(s3)C)COchcccecdBr
7INC08441731 | 6.45 0.02 -18.9 0 5 0 544.511 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]Tc3cc(c(s3)C)COckcccecBr)(C)C)C

ZINC08441730 | 6.31 025 13.79 1 8 0 552.608 9 CCOclccc2e(cl)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)ccc5ccecc504) cbeec(cc6)0CC=C
ZINC08441730 | 5.72 043 1641 0 8 0 552.608 9 CCOclccc2e(c1)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)cccseeccc504) cbeec(cc6)0CC=C
ZINC08441729 | 6.1 0.16 1629 1 7 0 523.614 5 Cclcc(c2e(c)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cdcc5ccccc504)cbeee(cc6)N(CIC)C
ZINC08441728 | 6.45 0.06 128 2 0 0 544.511 5 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cc(c(s3)C)COcAcccccdBr

ZINC08441728 | 6.45 0.13 1612 0 5 0 544.511 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cc(c(s3)C)COckccccc4Br)(C)C)C
ZINC08441728_|_6.63 -0.82 1374 0 5 0 544.511 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cc(c(s3)C)COchcccccdBr

ZINC08441727 | 6.1 -0.06 169 1 7 0 523.614 5 Cclce(c2c(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)cécc5eccec5od)cbeec(cc6)N(C)C)C
ZINC08441726 7.51 0.8 -15.65 1 6 0 522.626 5 Cclce(c2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbece(cc6)C(C)C)C
7INC08441726 | 6.93 0.64 18.77 0 6 0 522.626 5 Cclec(c2¢(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5eccee504)cbece(cc)C(C)C)C
ZINC08441725 | 7.16 2.74 951 2 0 0 526.048 5 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cc(c(cc3C)C)COchccc(cc4ChF
ZINC08441725 | 7.34 156 1099 0 5 0 526.048 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cc(c(cc3C)C)COckecc(cc4CIF
ZINC08441725 | 7.16 2.66 1258 0 5 0 526.048 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3cc(c(cc3C)C)COckecc(cc4C)F)(C)C)C
ZINC08441724 | 7.51 0.87 156 1 6 0 522.626 5 Cclce(c2e(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)cAcc5ecccc504)cbeee(cc6)C(C)C)C
ZINC08441724 | 6.93 0.69 -19.74 0 6 0 522,626 5 Celee(c2c(cl)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5cccecc504)cbecc(ce6)C(C)C)C




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08441723 7.24 0.65 -20.15 1 8 0 616.695 8 Cclee(c2c(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5cccecc504)cbeee(c(c6)0C)0Cc7ceccc7)C
7INC08441723 | 6.66 0.43 2546 0 8 0 616.695 8 Cclcc(c2c(c1)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)cAcc5eccec5o4)cbeee(c(c6)0C)0Cc7cecec7)C
ZINC08441722_| 7.16 2.7 973 2 0 0 526.048 5 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cc(c(cc3C)C)COckccc(ccCI)F

ZINC08441722 | 7.34 129 1156 0 5 0 526.048 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBec(c(cc3C)C)COckecc(ccCF

7INC08441722 | 7.16 2.54 1314 0 5 0 526.048 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cc(c(cc3C)C)COc4cec(cc4CF) (C)C)C
ZINC08441721 | 7.24 0.66 2014 1 8 0 616.695 8 Cclcc(c2e(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)cAcc5eccec5o4)cbeec(c(c6)0C)0Cc7cceec7)C
ZINC08441721 6.66 0.45 -25.41 0 8 0 616.695 8 Celec(c2c(c1)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbeec(c(c6)0C)0Cc7ceccc7)C
ZINC08441720 | 7.08 07 19 1 8 0 582.678 9 CCCCOCT cec(cc10C) [C@H]2C(=C(C(=0)N2c3nc4c(cc(cc4s3)C)C)0)C(=0)c5ecbececc605
ZINC08441720 | 65 0.48 24.09 0 8 0 582.678 9 CCCCOclcec(cc10C) [C@H]2[C@H](C(=0)C(=0)N2c3ncéc(cc(cc4s3)C)C)C(=0)c5echbececcbo5
ZINC08441719 | 6.74 0.8 134 2 0 0 514.087 5 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cc(c(s3)C)COckecc(cc4C)CI

ZINC08441719 | 6.92 0.1 1294 0 5 0 514.087 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cc(c(s3)C)COckecc(cc4C)Cl

ZINC08441719 | 6.74 0.96 1557 0 5 0 514.087 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3cc(c(s3)C)COc4ccc(cc4C)C)(C)C)C

7INC08441718_| 7.08 0.71 1892 1 8 0 582.678 9 CCCCOcT cec(cc10C) [C@@H]2C(=C(C(=0)N2c3ncéc(cc(cc4s3)C)C)0)C(=0)c5ecbececc605
7INC08441718 | 655 0.49 241 0 8 0 582.678 9 CCCCOclcee(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2c3ncéc(cc(cc4s3)C)C)C(=0)c5ecbececc605
ZINC08441717 | 6.74 1 1045 2 0 0 514.087 5 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cc(c(s3)C)COckeec(cc4C)Cl

7INC08441717 | 6.92 0.12 1154 0 5 0 514.087 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBec(c(s3)C)COckcce(cc4C)CI

ZINCOB441717 | 6.74 1.07 13.7 0 5 0 514.087 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cc(c(s3)C) COchcec(cc4C)CN(C)C)C

ZINC08441716 | 7.3 1.01 -18.88 1 8 0 596.705 9 Cclce(c2e(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cdcc5ccccc504)cbeee(c(c6)0C)OCCL(C)C)C
ZINC08441716 | 6.71 0.79 2402 0 8 0 596.705 9 Cclcc(c2c(c1)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0) chcc5ecccc504) cbeec(c(c6)0C)0CCC(C)C)C
ZINC08441715 | 7.3 1.03 1876 1 8 0 596.705 9 Cclcc(c2c(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)ccc5eccec5od) cbeec(c(c6)0C)0CCC(C)C)C
ZINC08441715 | 6.71 0.81 23.96 0 8 0 596.705 9 Cclcc(c2c(c1)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbece(c(c6)0C)0CCC(C)C)C
7INC08441714 | 5.46 12.69 23.99 1 5 0 502.43 6 Cclc(cc(s1)[C@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COCcAcccccdBr

ZINC08441714 | 5.58 233 123 0 5 0 502.43 6 Cclc(cc(s1)[C@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COckccccc4Br

ZINC08441713 | 7.65 0.18 17.09 1 7 0 586.669 7 Cclcc(c2c(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4ccSecccc5o4)cbeee(cc6)0CcTcccec7)C
ZINC08441713 7.07 0.02 -20.19 0 7 0 586.669 7 Cclee(c2c(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5cccecc504)cbeee(cc6)0Cc7ccccc7)C
ZINC08441712 | 7.65 0.24 18.04 1 7 0 586.669 7 Cclcc(c2c(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cceccec5od)cbeec(cc6)OCc7cecec7)C
ZINC08441712 7.07 0.07 -22.7 0 7 0 586.669 7 Cclee(c2c¢(cl)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbecc(ce6)0Cc7cccec7)C
ZINC08441711 | 5.46 1321 3181 1 5 0 502.43 6 Cclc(ce(s1)[C@@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COchcccec4Br

ZINC08441711 | 5.58 243 155 0 5 0 502.43 6 Cclc(cc(s1)[C@@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COc4cccccBr

ZINC08441710 | 6.7 0.48 16.19 1 7 0 536.609 7 Cclcc(c2c(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cdcc5ceccc504)cbeee(cc6)0CC=C)C
ZINC08441710 6.12 0.32 -19.2 0 7 0 536.609 7 Celce(c2¢(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbecc(cc6)0CC=C)C
ZINC08441709 | 6.7 0.56 16.09 1 7 0 536.609 7 Cclce(c2c(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)cécc5eccec5od) cbeec(cc6)0CC=C)C
ZINC08441709 | 6.12 0.37 2013 0 7 0 536.609 7 Cclcc(c2c(c1)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)ccc5ccccc504)cbeec(cc6)0CC=C)C
ZINC08441708 | 5.47 12.64 23.04 1 5 0 475969 6 Cclc(cc(s1)[C@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COc4ccc(ccdChF

ZINC08441708 | 5.59 1 1211 0 5 0 475.969 6 Cclc(cc(s1)[C@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COcccc(cc4Cl)F

ZINC08441707 | 7.49 0.22 1591 1 7 0 552.652 8 CCCCOclcce(ce)[C@H]2C(=C(C(=0)N2c3ncde(cc(ccs3)C)C)0)C(=0)c5ecbeeeec605
ZINC08441707 6.91 0.06 -18.89 0 7 0 552.652 8 CCCCOclcec(ccl)[C@H]2[C@@H](C(=0)C(=0)N2c3nc4c(cc(cc4s3)C)C)C(=0)c5cchbecccc605
ZINC08441706 | 7.49 03 -15.82 1 7 0 552.652 8 CCCCOclccc(ce)[C@@H] 2C(=C(C(=0)N2c3ncdc(cc(ccs3)C)C)0)C(=0)c5ecbeceec605
7INC08441706 | 6.91 0.12 -19.83 0 7 0 552.652 8 CCCCOclccc(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2c3nc4c(cc(cc4s3)C)C)C(=0)c5ecbeceec605
ZINC08441705 | 5.47 13.16 3056 1 5 0 475969 6 Cclc(ce(s)[C@@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COc4ccc(cc4ChF

ZINC08441705 | 5.59 112 -15.03 0 5 0 475.969 6 Cclc(cc(s1)[C@@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COc4ccc(cc4Cl)F

7ZINC00703132_| 5.63 12.07 1917 1 9 0 570.623 7 Cclcc(c2c(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cAcc5eccce504)cbee(c(c(c6)0C)0C)0C)C
ZINC00703132_|_5.05 12.84 2296 0 9 0 570.623 7 Cclcc(c2c(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5eccec504)cbec(c(c(c6)0C)0C)0C)C
7ZINC00703133_| 5.63 12.09 1912 1 9 0 570.623 7 Cclcc(c2e(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cceccec5o4)cbee(c(c(c6)0C)0C)0C)C
ZINC00703133_|_5.05 12.92 235 0 9 0 570.623 7 Cclcc(c2c(c1)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0) c4ccseccec504) cbee(c(c(c6)0C)0C)0C)C
7INC08441704 | 6.83 14.69 1449 1 5 0 512.021 6 Cclce(c(ce1COc2ccc(cc2Cl)F)[C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C

7INC08441704 | 6.95 1.66 1001 0 5 0 512.021 6 Cclcc(c(ce1COc2ecc(cc2Cl)F) [C@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C

ZINC08441703 | 6.91 0.47 1581 1 6 0 508.599 5 CCclcec(cc1)[C@H]2C(=C(C(=0)N2c3ncéc(ce(cc4s3)C)C)0)C(=0)c5ecbececc605

7INC08441703 | 6.33 0.32 1897 0 6 0 508.599 5 CCclcec(ccl)[C@H]2[C@@H](C(=0)C(=0)N2c3nc4c(cc(cc4s3)C)C)C(=0)c5ecbeccccbos
ZINC08441702_| 6.91 0.55 1574 1 6 0 508.599 5 CCclcec(cc]) [C@@H]2C(=C(C(=0)N2c3ncéc(cc(cc4s3)C)C)0)C(=0)c5ecbeecec605

7INC08441702 | 6.33 0.37 -19.84 0 6 0 508.599 5 CCclccc(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2c3ncdc(cc(cc4s3)C)C)C(=0)c5ecbececc6o5
ZINC08441701 | 6.83 14.69 144 1 5 0 512.021 6 Cclee(c(celCOc2cecc(cc2CF)[C@@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C

ZINC00650712 | 4.62 2099 -10.38 0 3 0 438.89 6 Cclce(c(cc1COc2ecc(cc2C)F) [C@H]3c4c(n[nH]c40C(=C3C#N)N)C)C

ZINC00703130 | 5.71 11.39 1813 2 8 0 540.597 6 CCOclcc(cce10)[C@H]2C(=C(C(=0)N2c3ncéc(cc(cc4s3)C)C)0)C(=0)c5ecbeecec605
ZINC00703130 5.13 12.22 -23.15 1 8 0 540.597 6 CCOclcc(cec10)[C@H]2[C@H](C(=0)C(=0)N2c3nc4c(cc(cc4s3)C)C)C(=0)c5ccbecccc605
ZINC00650714 | 4.62 0.99 1034 0 3 0 438.89 6 Cclee(c(celCOc2ccc(cc2C)F)[C@@H]3c4c(n[nH]c40C(=C3C#N)N)C)C

ZINC00703131 | 5.71 114 1834 2 8 0 540.597 6 CCOclcc(ccc10)[C@@H]2C(=C(C(=0)N2c3ncdc(cc(cc4s3)C)C)0)C(=0)c5echbececcbo5
ZINC00703131 | 5.3 12.22 234 1 8 0 540.597 6 CCOclcc(cce10)[C@@H]2[C@@H](C(=0)C(=0)N2c3ncéc(cc(cc4s3)C)C)C(=0)c5ecbeceec605
ZINC08441700 7.73 0.71 -16.08 1 7 0 572.642 6 Celee(c2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecce(c6)0c7cccec7)C
ZINC08441700 | 7.14 0.52 19.02 0 7 0 572.642 6 Cclce(c2e(c1)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)cdcc5ecccc5o4)cbecee(c6)0c7cceec)C
ZINC08441699 7.73 0.63 -16.24 1 7 0 572.642 6 Celee(c2c(cl)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5cecccc504)cbecec(c6)0c7cccec7)C
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ZINC08441699 7.14 0.47 -18.68 0 7 0 572,642 6 Cclee(c2c(c1)sc(n2)N3[C@@H] ([C@H](C(=0)C3=0)C(=0)c4cc5ceccc504)cbecec(c6)0c7cccec7)C
7INC08441698 | 6.46 14.39 1745 1 5 0 480.004 6 Cclce(c(ce1COc2ccc(cc2C)CH[C@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

7INC08441698 | 6.58 001 -9.68 0 5 0 480.004 6 Cclcc(c(ce1COc2ecc(cc2C)Cl) [C@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C

7INC08441697 | 6.02 05 19.26 1 8 0 554.624 7 CCOcl cec(cc10C) [C@H]2C(=C(C(=0)N2c3ncdc(cc(ccs3)C)C)0)C(=0)cSecbeeccc605
ZINC08441697 | 5.44 0.28 2434 0 8 0 554.624 7 CCOclcce(cc10C) [C@H]2[C@H](C(=0)C(=0)N2c3ncdc(cc(cc4s3)C)C)C(=0)c5ecbeccec605
7INC08441696 | 6.02 0.51 19.14 1 8 0 554.624 7 CCOcleec(cc10C) [C@@H]2C(=C(C(=0)N2c3ncdc(cc(ce4s3)C)C)0)C(=0)c5eebececc605
ZINC08441696 5.44 0.3 -24.38 0 8 0 554.624 7 CCOclcec(cc10C)[C@@H]2[C@@H] (C(=0)C(=0)N2c3nc4c(cc(cc4s3)C)C)C(=0)c5ccbecccc605
7INC08441695 | 6.46 144 175 1 5 0 480.004 6 Cclee(c(ce1COc2ccc(cc2C)C)[C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

7INC08441695 | 6.58 0.2 878 0 5 0 480.004 6 Cclce(c(ce1COc2ecc(cc2C)Cl) [C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C

7ZINC00703128 | 5.52 1.97 17.34 2 7 0 496.544 4 Cclcc(c2c(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cdcc5ecccc504)cbeee(cc6)0)C
ZINC00703128 4.93 -2.13 -20.66 1 7 0 496.544 4 Cclec(c2¢(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbece(cc6)0)C
ZINC00703129 | 5.52 19 1696 2 7 0 496.544 4 Cclec(c2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5eccec504)cbeec(cc6)0)C
ZINC00703129 4.93 -2.08 -21.17 1 7 0 496.544 4 Cclec(c2c(c1)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)c4cc5cceccc504)cbecc(cc6)0)C
ZINC08441694 5.76 13.26 -20.6 1 5 0 472.006 6 Cclce(ccc10Cc2ec(sc2C)[C@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)CI

7INC08441694 | 5.88 139 -10.23 0 5 0 472.006 6 Cclcc(ccel0Cc2ec(sc2C) [C@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)CI

ZINC00703126 | 59 12 1646 1 6 0 486.574 4 Cclcc(c2c(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cécc5ecccc504)cbeces6)C

ZINC00703126 | 5.31 -1.39 -19.76 0 6 0 486.574 4 Cclee(c2¢(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbeees6)C
ZINC00703127 | 59 12 1657 1 6 0 486574 4 Cclec(c2c(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbeccs6)C

ZINC00703127 5.31 -1.38 -20.98 0 6 0 486.574 4 Cclec(c2ce(c1)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbeecs6)C
ZINC08441693 5.76 13.78 -27.65 1 5 0 472.006 6 Cclee(cecc10Cc2ec(sc2C) [C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)Cl

7INC08441693 | 5.88 151 127 0 5 0 472.006 6 Cclcc(cce10Cc2ec(sc2C) [C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)CL

7INC08441692 | 7.28 03 1658 1 6 0 549.435 4 Cclcc(c2e(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cdccSceccc504)cbeee(c(c6)CHCNC
ZINC08441692 6.7 -0.49 -21.96 0 6 0 549.435 4 Cclec(c2c(c1)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbece(c(c6)Cl)C)C
ZINC08441691 | 6.69 314 11.62 1 1 0 483.015 5 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@@H](C1(C#N)C#N)c3cc(c(cc3C)C)COckcec(cc4C)CHCHN
ZINC08441691 | 6.69 2.37 3816 2 5 1 484.023 4 Cclce(c(ce1COc2ecc(cc2C)Cl) [C@H]3[C@H]4CCCC=C4[C@@H](C(=[NH2+])C3(C#N)C#N)C#N)C
ZINC08441690 | 7.28 -0.21 1656 1 6 0 549.435 4 Cclce(c2c(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5eccec5o4)cbeee(c(c6)CCHC
ZINC08441690 6.7 -0.39 -21.98 0 6 0 549.435 4 Celee(c2c(cl)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbecc(c(c6)CCNC
ZINC08441689 | 6.69 3.25 11 1 1 0 483.015 5 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@H](C1(C#N)C#N)c3cc(c(cc3C)C)COchecc(cc4C)C)CHN
7INC08441689 | 6.69 3.08 41.06 2 5 1 484.023 4 Cclce(c(celCOc2ecc(cc2C)Cl) [C@@H]3[C@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(C#N)C#N)C#N)C
ZINC00703124 | 6.16 0.74 1561 1 6 0 498.535 4 Cclcc(c2c(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cdcc5ecccc504)cbeee(cc)F)C
ZINC00703124 | 5.58 0.58 -19.18 0 6 0 498.535 4 Cclee(c2c(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5cecccc504)cbecc(cc6)F)C
7INC08441688_| 6.69 32 1091 1 1 0 483.015 5 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@@H](C1(C#N)C#N)c3cc(c(cc3C)C)COckcec(cc4C)CHCHN
7INC08441688 | 6.69 3.03 ~40.88 2 5 1 484.023 4 Cclcc(c(ce1COc2ecc(cc2C)C) [C@H]3[C@@H]4CCCC=C4[C@H](C(=[NH2+])C3(C#N)C#N)C#N)C
ZINC00703125 | 6.16 0.81 1551 1 6 0 498.535 4 Cclec(c2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5eccec504)cbecc(ccb)F)C
ZINC00703125 5.58 0.63 -20.07 0 6 0 498.535 4 Celee(c2c(cl)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbecc(cc6)F)C
7INC08441687 | 6.69 3.89 118 1 1 0 483.015 5 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@H](C1(CH#N)C#N)c3cc(c(cc3C)C) COckece(cc4C)CI)CHN
7INC08441687 | 6.69 3.69 3276 2 5 1 484.023 4 Cclce(c(celCOc2ecc(cc2C)C) [C@@H]3[C@@H]4CCCC=C4[C@H] (C(=[NH2+])C3(C#N)C#N)C#N)C
7INC08441686 | 6.78 0.7 16.99 1 6 0 559.441 4 Cclcc(c2c(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cdcc5ceccc504)cbecec(c6)Br)C
ZINC08441686 6.2 -0.9 -22.03 0 6 0 559.441 4 Cclce(c2¢(c1)sc(n2)N3[C@H] ([C@H](C(=0)C3=0)C(=0)c4cc5ceccc504)cbeccc(c6)Br)C
7INC08441685 | 6.78 -0.78 1456 1 6 0 559.441 4 Cclec(c2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5eccec504) cbeecc(c6)Br)C
ZINC08441685 6.2 -0.95 -18.15 0 6 0 559.441 4 Cclee(c2¢(cl)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ceccc504)cbeccc(c6)Br)C
7INC08441684 | 6.12 14.09 2201 1 5 0 530.484 6 Cclc(ce(s1)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C) COckcccccdBr

ZINC08441684 | 6.23 14 1196 0 5 0 530.484 6 Cclc(cc(s1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C) COc4cccccdBr

7INC08441683 | 6.45 0.32 1599 1 6 0 494572 4 Cclcec(cc1)[C@H]2C(=C(C(=0)N2c3ncdc(cc(cc4s3)C)C)0)C(=0)cecbeceecbo5

7INC08441683 | 5.86 0.16 -19.05 0 6 0 494.572 4 Cclccc(ccl) [C@H)2[C@@H](C(=0)C(=0)N2c3ncdc(cc(cc4s3)C)C)C(=0)c5ecbececc605
7INC08441682 | 6.45 0.39 1594 1 6 0 494572 4 Cclcec(cc]) [C@@H]2C(=C(C(=0)N2c3ncéc(cc(cc4s3)C)C)0)C(=0)c5ecbeccec605
7INC08441682 | 5.86 0.21 1997 0 6 0 494,572 4 Cclccc(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2c3ncdc(cc(cc4s3)C)C)C(=0)c5ecbeccec605
7INC08441681 | 6.12 14.08 21.99 1 5 0 530.484 6 Cclc(ce(s1)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)COcAcceccABr

ZINC08441681 | 6.23 156 1135 0 5 0 530.484 6 Cclc(ce(s1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)COc4cccccdBr

7INC08441680 | 6.68 -0.15 1525 1 6 0 514.99 4 Cclcc(c2c(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cdccSceccc504)cbeee(ce6)CI)C
ZINC08441680 6.09 -0.31 -18.75 0 6 0 514.99 4 Cclee(c2c(cl)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5cceccc504)cbece(cc6)Cl)C
7INC08441679 | 6.68 -0.08 1514 1 6 0 514.99 4 Cclec(c2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5eccec504)cbeec(cc6)CC
ZINC08441679 6.09 -0.26 -19.61 0 6 0 514.99 4 Cclec(c2c(c1)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbecc(cc6)Cl)C
ZINC00703122 | _6 0.08 1606 1 6 0 480.545 4 Cclcc(c2c(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)cécc5eccec5od)cbeecec6)C

7INC00703122 | 541 -0.09 -19.28 0 6 0 480.545 4 Cclcc(c2c(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5eccccs04)cbececc6)C
ZINC08441678 | 6.09 0.21 1092 1 0 0 486.033 5 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3ec(c(s3)C)COcAccc(cc4C)Cl

ZINC08441678 | 6.27 1 -11.88 0 5 0 486.033 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cc(c(s3)C)COc4cec(cc4C)Cl

7INC08441678 | 6.09 007 1436 0 5 0 486.033 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] Lc3cc(c(s3)C)COckecc(cc4C)CC

ZINC00703123 6 -0.02 -16.14 1 6 0 480.545 4 Cclee(c2c(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbeccec6)C

ZINC00703123 | 5.41 -0.19 2026 0 6 0 480.545 4 Cclec(c2¢(c1)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)ccc5eccec504)cbeccee6)C
ZINC08441677 |_6.09 0.2 1079 1 0 0 486.033 5 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cc(c(s3)C)COckccc(cc4C)Cl
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7INC08441677 | 6.09 -0.07 -14.34 0 5 0 486.033 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cc(c(s3)C)COckccc(cc4C)CI)C

7INC08441677 | 6.27 103 1217 0 5 0 486.033 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cc(c(s3)C)COchccc(cc4C)Cl

ZINC00703120 5.12 -2.43 -14.42 2 7 0 482.517 4 Celcec2e(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecee(c6)0
7ZINC00703120 | 4.53 2.62 162 1 7 0 482517 4 Cclcce2e(cl)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)chec5eeccc5od)cbecec(c6)0
ZINC00703121 5.12 -2.35 -14.49 2 7 0 482.517 4 Cclcec2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbeccc(c6)0
7ZINC00703121 | 453 253 1632 1 7 0 482.517 4 Cclece2c(c)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)c4cc5cccce504)cbeeec(c6)0
7INC00703118 | 5.74 0.38 1412 1 6 0 484.508 4 Cclccc2c(cl)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0) chcc5ccccc504) cbeececbF

7ZINC00703118 | 5.15 0.18 1458 0 6 0 484.508 4 Cclcce2e(cl)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)chccSeccec504)cbeecce6F
ZINC00703119 5.74 0.35 -14.09 1 6 0 484.508 4 Cclcec2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbeccccb6F
ZINC00703119 | 5.15 0.17 1426 0 6 0 484.508 4 Cclcce2e(cl)sc(n2)N3[C@@H] ([C@H](C(=0)C3=0)C(=0)chccSeccec504)cbeccecF,
ZINC00703116 5.68 -0.42 -13.87 1 7 0 496.544 5 Cclcec2e(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5cccecc504)cbeec(cc6)0C
ZINC00703116 | 5.09 058 1515 0 7 0 496.544 5 Cclece2c(cl)sc(n2)N3[C@H] ([C@@H](C(=0)C3=0)C(=0)ccc5ecccc504)cbeec(cc6)0C
ZINC08441676 | 6.79 171 933 1 0 0 494.031 5 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cc(c(cc3C)C)COckccc(cc4C)Cl
7INC08441676 | 6.97 0.43 1116 0 5 0 494.031 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cc(c(ce3C)C)COckecc(cc4C)Cl
7INC08441676 | 6.79 134 1297 0 5 0 494.031 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3cc(c(cc3C)C)COckecc(cc4C)CI)C

7ZINC00703117 | 5.68 037 139 1 7 0 496.544 5 Cclece2c(cl)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5eccec504)cbeee(cc6)0C
ZINC00703117 5.09 -0.54 -16.16 0 7 0 496.544 5 Cclcec2¢(c1)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbeee(cc6)0C
7ZINC08441675 | 6.86 0.24 17.01 1 8 0 602.668 8 Cclcce2e(cl)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)ckec5cecec5od)cbeee(c(c6)0C)0CcT cececT
ZINC08441675 6.28 0.11 -19.53 0 8 0 602.668 8 Cclcec2e(cl)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbece(c(c6)0C)0Cc7cccec?
ZINC08441674 | 6.79 178 9.38 1 0 0 494.031 5 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cc(c(cc3C)C)COckece(cc4C)Cl

7INC08441674 | 6.79 158 1274 0 5 0 494.031 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cc(c(cc3C)C)COckecc(cc4C)C)C
7INC08441674 | 6.97 0.71 1145 0 5 0 494.031 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cc(c(cc3C)C)COckcec(cc4C)Cl

ZINC08441673 6.86 0.25 -17 1 8 0 602.668 8 Cclcec2e(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecc(c(c6)0C)0Cc7cccec?
7ZINC08441673 | 6.28 0.12 1951 0 8 0 602.668 8 Cclcce2e(cl)sc(n2)N3[C@@H] ([C@H](C(=0)C3=0)C(=0)cAcc5eccec504)cbeee(c(c6)0C)0Cc7 cecee?
ZINC08441672_| 6,51 2.14 1057 1 0 0 497.994 5 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cc(c(cc3C)C)COckecc(cc4ChF
ZINC08441672 | 6.51 177 -14.03 0 5 0 497.994 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3cc(c(ce3C)C)COcdccc(cc4CF)C

ZINC08441671 6.92 0.6 -15.68 1 8 0 582.678 9 Cclcec2e(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbeee(c(c6)0C)0CCC(C)C
ZINC08441671 | 6.34 0.47 1816 0 8 0 582.678 9 Cclcce2e(cl)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)chec5eceec504)cbeec(c(c6)0C)OCCL(CIC
ZINC08441670 | 6.92 0.62 1573 1 8 0 582.678 9 Cclccc2c(cl)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5cccec504)cbeee(c(c6)0C)0CCC(C)C
ZINC08441670 | 6.34 0.48 1815 0 8 0 582.678 9 Cclcce2e(cl)sc(n2)N3[C@@H] ([C@H](C(=0)C3=0)C(=0)cAcc5eccec504)cbeec(c(c6)0C)0CCC(C)C
ZINC08441669 | 6.51 2.16 1061 1 0 0 497.994 5 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3ce(c(cc3C)C)COckecc(cc4CF

ZINC08441669 | 6.51 197 13.84 0 5 0 497.994 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cc(c(cc3C)C)COckecc(cc4Ch)F)C
ZINC08441669 | 6.69 11 -13.06 0 5 0 497.994 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ce(c(cc3C)C)COckecc(ccACl)F

7INC08441668 | 6.56 033 1346 1 7 0 524.598 7 CCCOclccc(ce) [C@H]2C(=C(C(=0)N2c3ncdccc(cc4s3)C)0)C(=0)c5echeceec605
ZINC08441668 597 -0.49 -14.68 0 7 0 524.598 7 CCCOclcec(ccl)[C@H]2[C@@H](C(=0)C(=0)N2c3nc4ccc(cc4s3)C)C(=0)c5ccbeccec605
ZINC00881545 | 4.75 8.67 2459 2 7 0 481.961 7 Cclc(ceccINC(=S)NC(=0)c2cce(c(c2)0C)0C) canchec(cecdo3)Cl

ZINC08441667 6.56 -0.25 -13.42 1 7 0 524.598 7 CCCOclccc(ccl)[C@@H]2C(=C(C(=0)N2c3nc4cec(cc4s3)C)0)C(=0)c5ccbeccec605
7INC08441667 | 5.97 044 15.68 0 7 0 524.598 7 CCCOclcce(ccl)[C@@H]2[C@@H](C(=0)C(=0)N2c3ncdccc(ccds3)C)C(=0)c5ecbeecec605
ZINC08441666 | 6.41 14.19 -19.89 1 5 0 500.06 6 Cclcc(ccel0Cc2cc(sc2C) [C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)CI

7INC08441666 | 6.53 046 9.96 0 5 0 500.06 6 Cclce(ccc10Cc2ec(sc2C)[C@H]|3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)CI

ZINC00703115 5.34 10.63 -15.3 2 8 0 526.57 6 CCOclcc(cec10)[C@@H]2C(=C(C(=0)N2c3nc4ccc(cc4s3)C)0)C(=0)c5ccbecccc605
ZINC00703115_| 475 1143 1751 1 8 0 526.57 6 CCOclec(cccl0)[C@@H]2[C@H](C(=0)C(=0)N2c3ncdecc(ccts3)C) C(=0)c5ecbececc605
ZINC00881543 4.37 -2.9 -30.52 2 7 0 467.934 7 COclccc(cc10C)C(=0)NC(=S)Nc2ccee(c2)c3nc4cc(cecc403)Cl

7INC08441665 | 6.41 14.19 20 1 5 0 500.06 6 Cclec(ceel0Cc2cc(sc2C) [C@@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)CI
ZINC08441665 | 6.53 048 -10.07 0 5 0 500.06 6 Cclcc(ccel10Cc2ec(sc2C) [C@@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)CL
ZINC00881541 | 4.73 -1.89 25.63 2 6 0 463.584 7 Cclc(ccccINC(=S)NC(=0)c2cec(c(c2)0C)0C)c3ncheccecas3

ZINC08441664 7.35 0.34 -14.25 1 7 0 558.615 6 Cclcec2e(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecee(c6)0c7cccec?
ZINC08441664 | 6.77 0.11 1537 0 7 0 558.615 6 Cclcce2e(cl)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)chccSeccec5o4)cbecce(c6)OcTcececT
ZINC00881538 | 4.36 -2.46 -24.04 2 6 0 449.557 7 COclccc(cc10C)C(=0)NC(=S)Nc2ccec(c2)c3nc4ccccc4s3

ZINC08441663 | 7.35 0.28 1447 1 7 0 558.615 6 Cclcce2e(cl)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)checSeccec5o4)cbecee(c6)Oc7cccecT
ZINC08441663 6.77 0.1 -15.84 0 7 0 558.615 6 Ccleec2¢(c1)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5cccec504)c6eccc(c6)0c7 cecec?
7ZINC00971827 | 3.45 353 3716 2 8 0 468.922 7 COclcce(cc10C)C(=0)NC(=S)Nc2eee(c(c2)c3ncéc(03)cecnd)Cl

ZINC00881536 3.19 -2.86 -27.5 2 8 0 448.504 7 Cclc(ccccINC(=S)NC(=0)c2ccc(c(c2)0C)0C)c3nc4c(03)ccend

ZINC08441662 | 7.45 2.31 843 2 0 0 522.085 5 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cc(c(cc3C)C)COckecc(cc4C)CI
ZINC08441662 | 7.45 2.22 1146 0 5 0 522.085 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3cc(c(cc3C)C)COckecc(cc4C)CI)(C)C)C
7INC08441662 | 7.63 112 9.58 0 5 0 522.085 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ce(c(ce3C)C)COchccc(cc4C)Cl
ZINC08441661 | 7.21 0.4 1575 1 8 0 582.678 10 CCCCCOcl cec(cc10C)[C@H]2C(=C(C(=0)N2c3ncéecc(ccds3)C)0)C(=0)c5ecbeccec605
7INC08441661 | 6.63 0.28 18.19 0 8 0 582.678 10 CCCCCOclccc(cc10C)[C@H]2[C@@H](C(=0)C(=0)N2c3ncéccc(cc4s3)C)C(=0)c5echeccec605
ZINC00881534 3.22 -2.91 -36.86 2 8 0 448.504 7 Cclcee(ccINC(=S)NC(=0)c2ccc(c(c2)0C)0C)c3nc4c(03)ccend

ZINC00881528 3.65 -2.7 -23.6 2 6 0 433.961 7 COclcee(cc10C)C(=0)NC(=S)Nc2cee(c(c2)C)N3CCCCC3

ZINC08441660 | 7.21 0.42 1579 1 8 0 582.678 10 CCCCCOccec(cc10C) [C@@H]2C(=C(C(=0)N2c3ncéccc(cc4s3)C)0)C(=0)c5ecbeceec605




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08441660 | 6.63 0.29 -18.19 0 8 0 582.678 10 CCCCCOclcec(cc10C) [C@@H]2[C@H](C(=0)C(=0)N2c3nc4ccc(cc4s3)C)C(=0)c5ecbececc605
ZINC00881526 2.58 -4.1 -21.64 2 7 0 435.933 7 COclcce(cc10C)C(=0)NC(=S)Nc2cce(c(c2)CI)N3CCOCC3

ZINC00881519 | 3.75 2.73 25.71 2 8 0 463515 8 COclccec(cl)c2ne3cc(ccc302)NC(=S)NC(=0)cdcec(c(c4)0C)0C

ZINC00881512_| 4.54 243 3111 2 7 0 461.543 7 Cclcec(c(c1)C)eZne3ec(ccc302)NC(=S)NC(=0)chccc(c(c4)0C)0C

ZINC00703112 5.52 11.73 -58.51 0 6 -1 471.539 4 Cclcec2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)[0-])C(=0)c4cc5ccccc504)cbeccs6
ZINC08441659 | 7.45 2.32 8.73 2 0 0 522.085 5 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ec(c(cc3C)C)COckcce(cc4C)Cl
ZINC08441659 | 7.63 0.9 -10.05 0 5 0 522.085 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cc(c(cc3C)C)COckecc(cc4C)Cl
ZINC08441659 | 7.45 2.15 1206 0 5 0 522.085 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cc(c(cc3C)C)COckeec(cc4C)CN(C)C)C
ZINC00881510 | 3.77 2.72 245 2 8 0 463515 8 COclcec(ccl)c2nc3cc(ccc302)NC(=S)NC(=0)cdccc(c(c4)0C)0C

ZINC00881507 | 4.16 243 24.04 2 7 0 447516 7 Cclccc(ccl)c2ne3ec(ccc302)NC(=S)NC(=0)c4ccc(c(c4)0C)0C

ZINC00703113 5.52 11.74 -58.77 0 6 -1 471.539 4 Cclcec2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)[0-])C(=0)c4cc5ccccc504)cbeces6
ZINC00881505 | 4.14 244 3073 2 7 0 447516 7 Cclccec(cl)c2ne3ec(ccc302)NC(=S)NC(=0)c4cec(c(c4)0C)0C

ZINC00881503 | 4.12 -2.75 -31.36 2 7 0 447.516 7 Cclcccccle2ne3cc(ccc302)NC(=S)NC(=0)c4ccc(c(c4)0C)0C

7INC08441658 | 6.12 13557 2237 1 5 0 504.023 6 Cclc(ce(s1)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)COchccc(ccACF
ZINC08441658 | 6.24 -0.08 117 0 5 0 504.023 6 Cclc(cc(s1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)COc4ccc(cc4C)F
ZINC00881501 | 4.39 291 23 2 7 0 467.934 7 COcl cee(cc10C)C(=0)NC(=S)NeZeeede(c2)nc(o3) checc(cc4)Cl

ZINC08441657 6.43 -1.2 -12.38 1 6 0 545.414 4 Cclcec2e(c1)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5cccecc504)cbecc(cc6)Br
7ZINC08441657 | 5.85 136 14 0 6 0 545414 4 Cclece2c(c)sc(n2)N3[C@H] ([C@@H](C(=0)C3=0)C(=0)ccc5ceccc504)cbeec(cc6)Br
ZINC00881495 | 3.13 -0.28 -30.08 2 9 0 477546 8 Cclcc2c(ccINC(=S)NC(=0)c3cce(c(c3)0C)0C)nn(n2)checc(ccd)0C

7ZINC00881493 | 3.52 0.02 3011 2 8 0 461.547 7 Cclcec(ccl)n2ne3ec(c(cc3n2)NC(=S)NC(=0)chccc(c(c4)0C)0C)C

ZINC08441656 6.43 -1.15 -12.45 1 6 0 545.414 4 Cclcec2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecc(cc6)Br
7ZINC08441656_| 5.85 132 15.07 0 6 0 545414 4 Cclece2c(cl)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)c4cc5eccec504)cbeee(cc6) Br
ZINC00881491 | 3.13 -0.79 -30.25 2 9 0 477.546 9 CCOclcce(cel)n2nc3cec(ce3n2)NC(=S)NC(=0) chccc(c(c4)0C)0C

ZINC08441655 | 6.12 13.56 2246 1 5 0 504.023 6 Cclc(ce(s1)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)COckccc(ccChF
ZINC08441655 | 6.24 -0.09 118 0 5 0 504.023 6 Cclc(cc(s1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)COckccc(cc4C)F
ZINC08441654 | 6.91 ~0.66 1329 1 6 0 535.408 4 Cclcce2e(cl)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)ckec5cecce504)cbeee(c(c6)CI)CI
ZINC08441654 6.32 -0.83 -15.6 0 6 0 535.408 4 Cclcec2e(cl)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbece(c(c6)Cl)Cl
ZINC00881486 | 3.15 05 -30.89 2 8 0 447.52 7 Cclecc(ccl)n2ne3cec(cc3n2)NC(=S)NC(=0)c4cce(c(c4)0C)0C

7INC00881484 | 2.7 ~0.82 3133 2 8 0 433493 7 COcleec(cc10C)C(=0)NC(=S)Nc2cee3c(c2)nn(n3)checcecd:

7ZINC00328721 | 4.03 013 -18.58 0 2 0 312.438 3 Cclcec(cc1C)C(=0)NC(=S)Ne2cee(c(c2)C)C

ZINC08441653 6.01 10.13 -16 2 5 0 360.889 10 CCCCCCCCC(=0)N/N=C/clc[nH]nclc2ccc(cc2)Cl

ZINC08441652 | 6.91 071 134 1 6 0 535.408 4 Cclcce2e(cl)se(n2)N3[C@@H](C(=C(C3=0)0)C(=0)chec5ceccc504)cbeee(c(c6)CHCl
ZINC08441652 6.32 -0.87 -15.78 0 6 0 535.408 4 Celcec2e(cl)sc(n2)N3[C@@H] ([C@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbece(c(c6)Cl)Cl
ZINC00881458 4.7 -1.61 -28.87 3 5 0 437.952 6 Celcec(cc1C)C(=0)NC(=S)Nc2ccee(c2)NC(=0)c3cccce3Cl

7INC00881427 | 3.57 2.12 -18.34 2 4 0 425.295 5 CN(C)clcec(cc1)NC(=S)NC(=0)c2cec(ce2)l

ZINC08441651 7.37 -0.21 -17.41 1 2 0 386.515 5 CCCCCCCCCCCC(=0)N/N=C/clc(c[nH]n1)c2ccc(cc2)F

ZINC00703110 | 5.62 -0.44 1337 1 6 0 466.518 4 Cclccc2c(cl)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)ccc5cccccbod)cbeceech
ZINC00703110 | 5.04 0.6 14.6 0 6 0 466518 4 Cclece2c(cl)sc(n2)N3[C@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5eccec504)cbeccect
ZINC08441650 | 3.42 166 21.66 2 6 0 427.223 5 clcc(cecl C(=0)NC(=S)NeZeee(cc2) [N+] (=0)[0-])I

7INC06194338 | 3.8 113 2076 2 6 0 441.25 5 Cclcc(cccINC(=$)NC(=0)c2ccc(ce2))[N+](=0)[0-]

ZINC00881405 | 2.89 141 -18.38 3 9 0 463.49 8 Cclcec(cel)C(=0)Nc2ece(cc2)C(=0)NNC(=0)c3ec(c(c(c3)0C)0C)0C

ZINC07077628 3.24 11.18 -21.99 1 5 0 360.442 4 C/C(=N\NC(=0)clcsc2clccec2)/c3ccc(cc3)ndcencd

7INC07077628 | 3.24 11.66 51.21 2 5 1 361.45 4 C/C(=N\NC(=0)clcsc2clcecc2)/c3cec(ccd)ndec[nH+]c4

ZINC00703111 | 5.62 037 133 1 6 0 466518 4 Cclece2c(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5eccec504)cbeceech
ZINC00703111 | 5.04 055 1549 0 6 0 466.518 4 Cclcec2c(cl)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbeccect
7ZINC08441648 | 2.58 174 5153 1 10 1 463536 7 Cclcec(cc1[N+](=0)[0-])S(=0) (=0)N(CC(=0)N2CC[NH+](CC2)C)c3ecc(cc3)0C
7INC15952846 | 3.57 9.76 6031 0 7 1 462.522 7 CCOclccc(ccl)[C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0) c4ccc5e(c4) C[C@@H] (05)C
7ZINC08441645 | 4.91 159 -18.81 1 9 0 469519 8 CclccccclNC(=0)CN(c2cec(ce2)0C)S(=0) (=0)c3ccc(c(c3) [N+](=0)[0-])C

ZINC00878804 | 4.44 3 2245 1 8 0 418.405 8 C[C@H](C(=0)clccecc1)0C(=0)c2ccc(cc2)NC(=0)c3ccec(c3)[N+](=0)[0-]
7INC15952847 | 3.57 9.72 6276 0 7 1 462522 7 CCOclecc(cc)[C@@H]2C(=C(C(=0)N2C[C@H]3CCCOB)[0-])C(=0)céccc5c(c4)C[C@R@H](05)C
ZINC00878803_|_4.44 3 2278 1 8 0 418.405 8 C[C@@H](C(=0)clcccec])OC(=0)c2cce(cc2)NC(=0)c3cccc(c3)[N+](=0)[0-]
ZINC00878801 | 4.47 2.99 1829 1 8 0 418.405 8 C[C@H](C(=0)clcccce1)0C(=0)c2ecc(cc2)NC(=0)c3cec(cc3)[N+](=0)[0-]
7INC15952844 | 3.57 9.69 -64.65 0 7 1 462.522 7 CCOclccc(ccl)[C@H]2C(=C(C(=0)N2C[C@@H]3CCC03)[0-])C(=0)c4ccce(c4)C[C@@H] (05)C
ZINC00878799 | 4.47 2.99 1821 1 8 0 418.405 8 C[C@@H](C(=0)clccccc1)0C(=0)c2cec(cc2)NC(=0)c3cec(ce3) [N+](=0)[0-]
7INCOB441642 | 4.42 3.95 1242 0 9 0 444.399 7 C[C@H](C(=0)clcccec])0C(=0)c2ecc3c(c2) C(=0)N(C3=0)cAecc(ced) [N+](=0)[0-]
ZINCOB441641 | 4.42 3.95 125 0 9 0 444399 7 C[C@@H](C(=0)clcccec])OC(=0)c2cce3c(c2) C(=0)N(C3=0)cdccc(cc4) [N+](=0)[0-]
ZINC00971825 | 4.26 4.3 2074 0 9 0 444.399 7 C[C@H](C(=0)c1ccccel)0C(=0)c2eccc(c2)N3C(=0)chcccc(c4C3=0)[N+](=0)[0-]
ZINC15952845 | 3.57 9.25 6648 0 7 1 462522 7 CCOclccc(ccl) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)c4ccc5c(c4)C[C@@H](05)C
ZINC00971824 | 4.26 4.3 2091 0 9 0 444.399 7 C[C@@H](C(=0)clcccec])OC(=0)c2ccec(c2)N3C(=0)checec(c4C3=0)[N+](=0)[0-]
7INC00971823 | 46 3.95 1494 0 9 0 444.399 7 C[C@H](C(=0)clccece1)0C(=0)c2cec3c(c2) C(=0)N(C3=0) chcccc(c4) [N+](=0)[0-]
ZINC08441639 | 6.14 3.39 -15.09 2 0 0 538.572 9 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)COckcc(ccc4[N+](=0)[0-])F)OC
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ZINC08441639 | 6.14 337 -17.75 0 9 0 538.572 9 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3cec(c(c3)COckcc(ccc4[N+](=0)[0-]) F)OC)(C)C)C
7ZINC08441639 | 6.33 245 -15.42 0 9 0 538572 9 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)COckec(cccA[N+](=0)[0-])F)OC
7ZINC00971822 | 4.6 3.95 15 0 9 0 444399 7 C[C@@H](C(=0)clcccec])0C(=0)c2cec3c(c2)C(=0)N(C3=0)ckcccc(c4) [N+](=0)[0-]
7INC08441638 | 3.85 -1.01 -15.94 1 9 0 537.609 11 CCCCCOclcec(ce10C)[C@H]2C(=C(C(=0)N2C[C@H]3CCC03)0)C(=0)c4cce5c(c4)0CCO5
7ZINC08441638 | 3.27 117 -19.82 0 9 0 537.609 11 CCCCCOcleec(cc10C)[C@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)chcec5e(c4)0CCO5
7ZINC00971821 | 4.08 43 2035 0 9 0 444.399 7 C[C@H](C(=0)clcccec1)OC(=0)c2ece(cc2)N3C(=0)cdecce(c4C3=0)[N+](=0)[0-]

ZINC02998601 | 4.08 4.3 2045 0 9 0 444399 7 C[C@@H](C(=0)cleccec1)0C(=0)c2cce(cc2)N3C(=0)cecee(c4C3=0)[N+](=0)[0-]
7ZINC00971818 | 3.98 472 21.89 0 10 0 488452 10 COclcee(cc1)C(=0)COC(=0)[C@H](Cc2ccccc2)N3C(=0)checec(c4C3=0)[N+](=0)[0-]
ZINC08441637 | 3.85 -0.83 -17.97 1 9 0 537.609 11 CCCCCOclcec(cc10C)[C@@H]2C(=C(C(=0)N2C[C@H]3CCC03)0)C(=0)chccc5e(c4)0CCO5
7ZINC08441637 | 3.27 -0.93 236 0 9 0 537.609 11 CCCCCOcTcee(cc10C) [C@@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)c4ccche(c4)0CCO5
7ZINC08441636_| 6.14 341 -14.96 2 0 0 538.572 9 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cec(c(c3)COckec(ccc[N+](=0)[0-]) F)OC
7INC08441636_| 6.33 2.14 152 0 9 0 538572 9 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)COckec(cec4[N+](=0)[0-])F)OC
ZINC08441636_| 6.14 3.04 -17.51 0 9 0 538.572 9 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]Lc3cec(c(c3)COckec(cec[N+](=0)[0-) F)OC)(C)C)C
7ZINC00971817 | 3.98 471 21.85 0 10 0 488452 10 COclcce(cc1)C(=0)COC(=0)[C@@H](Cc2ceccc2)N3C(=0)checcc(c4C3=0)[N+](=0)[0-]
7ZINC08441635 | 3.85 -1.04 -19.56 1 9 0 537.609 11 CCCCCOcleee(cc10C)[C@H]2C(=C(C(=0)N2C[C@@H]3CCC03)0)C(=0)ctccc5c(c4)0CCO5
7ZINC08441635 | 3.27 121 25.75 0 9 0 537.609 11 CCCCCOclccc(cc10C)[C@H|2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)cAcec5c(c4)0CCO5
ZINC00971816 | 4.37 5.01 -20.97 0 9 0 472453 9 Ccleec(cel)C(=0)COC(=0)[C@H](Cc2ccccc2)N3C(=0) checce(c4C3=0)[N+](=0)[0-]
ZINC00971815 | 4.37 4.99 2091 0 9 0 472453 9 Cclcee(ce1)C(=0)COC(=0)[C@@H](Ce2ccecc2)N3C(=0)checcc(c4C3=0)[N+](=0)[0-]
ZINC00971812 | 3.92 4.67 21.07 0 9 0 458426 9 clccc(cc1)C[C@H](C(=0)0CC(=0)c2cccec2)N3C(=0)cheecc(c4C3=0)[N+](=0)[0-]
7INC08441634 | 3.85 135 -20.05 1 9 0 537.609 11 CCCCCOCl cec(cc10C) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)0)C(=0)cAccc5c(c4)0CCO5
7ZINC08441634 | 3.27 143 2834 0 9 0 537.609 11 CCCCCOclecc(cc10C)[C@@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)cdcec5c(c4)0CCO5
7INC08441633 | 5.77 3.02 -14.78 2 0 0 524.545 9 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COckec(cec4[N+](=0)[0-])F)OC)C(=0)CC(C2)(C)C
7ZINC08441633 | 5.77 3.15 -18.27 0 9 0 524.545 8 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cce(c(c3)COckcc(ccc[N+](=0)[0-] F)OC)C(=0)0C
7INC08441633 | 5.95 311 -15.58 0 9 0 524.545 8 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(c(c3)COckec(ccc[N+](=0)[0-])F)OC)C(=0)0C)C
ZINC08441633 | 5.95 4.18 -15.27 0 9 0 524.545 8 CC1(CC2=NC(=C)C(|C@H]([C@H]2C(=0)C1)c3cec(c(c3)COckec(cecd[N+] (=0)[0-] F)OC)C(=0)0C)C
ZINC00971811 | 3.92 4.68 21.09 0 9 0 458.426 9 clcec(cc1)C[C@@H](C(=0)0CC(=0)c2cccec2)N3C(=0)checec(c4C3=0)[N+](=0)[0-]
ZINC00703105 | 2.16 7.84 -58.06 0 7 1 42647 5 clcc(sc1)[C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)cécec5e(c4)0CCO5

ZINC00703105 | 2.6 34 -25.85 1 7 0 427478 4 clcc(sc1)[C@H]2C(=C(c3cccc(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5

ZINC00703105 | 1.58 311 -19.28 0 7 0 427478 5 clcc(sc1)[C@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)chcec5e(c4)0CCO5
7ZINC00878068 | 4.48 2.28 26.76 2 8 0 432461 6 Cclcec2e(c1)nc(02)c3ccc(cc3)NC(=S)NC(=0)checc(ccd) [N+](=0)[0-]

ZINC02064361 | 3.76 6.76 -32.42 3 9 0 434433 6 clccc2c(c1)nc(02)c3cc(ccc30)NC(=S)NC(=0)chece(ccd) [N+] (=0)[0-]

ZINC00878066 | 4.43 2,07 29.99 2 8 0 432461 6 Cclcec(ccINC(=S)NC(=0)c2ccc(cc2)[N+](=0)[0-])c3ncdcccecdo3

ZINC00878064 | 4.83 17 2393 2 8 0 446488 6 Cclcec2e(c1)nc(02)c3ccec(c3C)NC(=S)NC(=0)cdccc(ccd) [N+] (=0)[0-]

7ZINC00703106 | 2.16 7.71 -62.02 0 7 1 426.47 5 clcc(sc)[C@@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)checc5e(c4)0CCOS
ZINC00703106 | 2.6 2.74 -26.69 1 7 0 427478 4 clcc(scl)[C@@H]2C(=C(c3cce4c(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5

7ZINC00703106 | 1.58 247 2315 0 7 0 427478 5 clcc(sc1)[C@@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)ckecc5e(c4)0CCOS
ZINC08441632 | 3.5 271 27.02 2 9 0 433449 6 Celc(coccINC(=S)NC(=0)c2cce(cc2) [N+](=0)[0-])c3nchc(03)ceend

7ZINC00703107 | 2.16 833 -57.27 0 7 1 426.47 5 clec(scl)[C@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)ceeche(c4)0CCO5
ZINC00703107 | 2.6 354 -30.49 1 7 0 427478 4 clcc(sc1)[C@H]2C(=C(c3cccc(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5

7ZINC00703107 | 1.58 334 2322 0 7 0 427478 5 clec(scl) [C@H|2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCOB)C(=0) checc5e(c4)0CCO5
ZINC00878058 | 3.83 0.17 29.51 2 9 0 446.492 6 Cclcec(cel)n2ne3cc(c(cc3n2)NC(=S)NC(=0)cdeec(ccd)[N+](=0)[0-])C

ZINC00878056 | 3.39 -0.15 2991 2 9 0 432465 6 Cclcc2¢(ccINC(=S)NC(=0)c3ccc(ce3)[N+](=0)[0-])nn(n2)cdccceck

ZINC00878053 | 3.01 -0.67 -30.7 2 9 0 418438 6 clccc(cel)n2ne3cec(ce3n2)NC(=S)NC(=0)cdecc(cc4)[N+](=0)[0-]

7ZINC02064359 | 4.06 2.59 -30.62 2 9 0 44846 7 COclccee(cl)c2ne3ec(ccc302)NC(=S)NC(=0)checc(cc4) [N+](=0)[0-]

ZINC00878051 | 4.19 -1.88 -23.08 2 8 0 436.424 6 clcc(ceclc2ne3ec(cec302)NC(=S)NC(=0) checc(cc)[N+] (=0)[0-))F

7ZINC08441631 | 5.77 3.13 -14.88 2 0 0 524.545 9 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COckee(cec4[N+] (=0)[0-])F)OC)C(=0)CC(C2)(C)C
ZINC08441631 | 5.95 3.19 -15.16 0 9 0 524.545 8 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3cce(c(c3)COchec(cecd[N+] (=0)[0-])F)OC)C(=0)0C)C
7ZINC08441631 | 5.95 435 17.15 0 9 0 524.545 8 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccc(c(c3)COckcc(cec4[N+](=0)[0-])F)OC)C(=0)0C)C
ZINC08441631 | 5.77 3.08 176 0 9 0 524.545 8 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c3)COckec(cecd[N+] (=0)[0-])F)OC)C(=0)0C
7ZINC00703108 | 2.16 745 59.67 0 7 1 426.47 5 clec(sc1)[C@@H]2C(=C(C(=0)N2C[C@@H]3CCCOB)[0-])C(=0)ceec5e(c4)0CCO5
ZINC00703108 | 2.6 -3.57 25.94 1 7 0 427478 4 clcc(scl)[C@@H]2C(=C(c3cce4c(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCOS

7ZINC00703108 | 1.58 336 -17.58 0 7 0 427478 5 clec(scl) [C@@H]2[C@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0) cAccc5e(c4)0CCO5
ZINC00878047 | 4.03 2.61 2413 2 8 0 418434 6 clcec(cel)c2ne3ec(cec302)NC(=S)NC(=0)cdece(cc4) [N+](=0)[0-]

ZINC00650002 | 4.5 2,97 9.91 1 3 0 501.768 7 Cclc2¢([nH]n1)OC(=C([C@H]2c3ccc(c(c3)COc4ccc(cc4C)Br)OC) CHN)N

ZINC06474972 | 4.05 -0.66 24.16 2 8 0 431429 5 clcce2c(c1)C(=0)c3cec(cc3C2=0)NC(=S)NC(=0)céecc(cc4)[N+](=0)[0-]

ZINC08441630 | 3.04 8.13 -63.76 0 6 1 424.498 5 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4cccs4)C[C@@H]5CCCO5)[0-]
ZINC08441630 | 3.49 323 -30.63 1 6 0 425.506 ) C[C@H]1Cc2cc(ccc201)C(=C3[C@@H] (N(C(=0)C3=0)C[C@@H]4CCCO4)c5eecs5)0
7ZINC08441630 | 2.46 -3.03 2145 0 6 0 425506 5 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5eces5
ZINC00877702 | 5.06 0.78 14.21 1 9 0 491525 8 COclcc(cc(c10C)0C) C(=0)Ne2ne(c(s2)c3cecee3)cheee(cc) [N+] (=0)[0-]

ZINC00650005 | 4.5 298 9.95 1 3 0 501.768 7 Cclc2¢([nH]n1)0C(=C([C@@H]2c3ccc(c(c3)COc4ccc(cc4CBr)OC) CHN)N

7ZINC04089482 | 2.17 5.61 -17.06 0 10 0 494.957 5 clccc(c(c1)C(=0)N2CCN(CC2)c3cee(ce3S(=0) (=0)N4CCOCCH[N+] (=0)[0-])CI
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ZINC08441629 | 3.04 8.17 -63.51 0 6 -1 424.498 5 C[C@@H]1Cc2cc(cec201)C(=0)C3=C(C(=0)N([C@H]3c4cees4)C[C@@H]5CCCO5)[0-]
7ZINC08441629 | 3.49 236 24.77 1 6 0 425506 4 C[C@@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5eces5)0
7ZINC08441629 | 2.46 21 2047 0 6 0 425,506 5 C[C@@H]1Cc2cc(cec201)C(=0)[C@@H]3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecess
ZINC01019940 | 3.04 8.58 44,08 0 6 1 424.498 5 C[C@H]TCc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4cces4) C[C@@H]5CCCO5)[0-]
ZINC01019940 | 3.49 31 -30.59 1 6 0 425.506 ) C[C@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)C[C@@H] 4CCCO4)c5cees5)0
7ZINC01019940 | 2.46 282 24.58 0 6 0 425506 5 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecess
7ZINC08441627 | 3.41 313 -13.44 1 7 0 445317 5 clcc(ccclC(=0)N2CCN(CC2)c3cec(c(c3)NCACC4)[N+](=0)[0-])Br

7ZINC08441626_| 3.69 -5.09 20.34 0 8 0 432.889 4 clcc2e(ccc(c2nc1)[N+](=0)[0-])N3CCN(CC3)S(=0)(=0)ceec(cc4)Cl

7ZINC08441625 | 3.04 8.28 -62.92 0 6 1 424.498 5 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N(|[C@@H]3cécces4)C[C@@H]5CCCO5)[0-]
7ZINC08441625 | 3.49 326 2541 1 6 0 425506 4 C[C@@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5cccs5)0
ZINC08441625 | 2.46 -3.05 -15.99 0 6 0 425,506 5 C[C@@H]1Cc2cc(cec201)C(=0)[ C@@H]3[C@H](N(C(=0)C3=0)C[C@@H] 4CCCO4)c5eces5
7ZINC00877571 | 3.38 1187 22.84 2 8 0 446.488 7 clcec(cc1)[C@H](CC(=0)Ne2ne3ecc(ce3s2) [N+](=0)[0-])NC(=0)chcccecd

7ZINC08441624 | 6.31 3.1 11.69 2 0 0 515.528 6 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cee(c(c3)COckecce(c4)C(F) (F)F)OC
ZINC08441624 | 6.31 29 -15.1 0 6 0 515,528 9 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3cce(c(c3)COchecce(c4)C(F)(F)F)OC)C
ZINC08441624 | 6.5 1.99 -12.99 0 6 0 515.528 9 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckecec(c4)C(F) (F)F)OC
7ZINC08441623 | 2.3 6.82 -63.21 0 9 1 480493 7 COclcce(c(c1)OC)[C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)cccc5c(c4)0CCOS
ZINC08441623 | 2.75 2.29 -31.36 1 9 0 481501 6 COclece(c(c1)0C) [C@H]2C(=C(c3ccedc(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5
7ZINC08441623 | 1.72 213 2413 0 9 0 481.501 7 COclece(c(c1)0C) [C@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)cdecc5e(c4)0CCO5
ZINC00877569 | 3.38 1187 2291 2 8 0 446.488 7 clccc(ccl) [C@@H](CC(=0)Ne2nc3cee(ce3s2)[N+] (=0)[0-])NC(=0) checcecd
7ZINC02064354 | 4.68 1216 -19.43 1 10 0 479,547 7 CCCnlc2cccce2e3cine(nn3)SCC(=0)Ncnc5eec(ce5s4)[N+](=0)[0-]

ZINC08441622 | 4.15 -0.56 -18.08 1 9 0 42247 7 CCCnlc2ccccc2e3cing(nn3)SCC(=0)Nedeec(ced)[N+](=0)[0-]

ZINC08441621 | 2.3 6.58 -63.86 0 9 1 480493 7 COcLece(c(c1)0C) [C@@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0) checc5e(c4)0CCO5
ZINC08441621 | 2.75 -1.69 -25.28 1 9 0 481501 6 COclece(c(c1)0C) [C@@H] 2C(=C(c3cce4c(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5
ZINC08441621 | 1.72 143 20.54 0 9 0 481501 7 COclece(c(c1)0C) [C@@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)checc5c(c4)0CCOS
ZINC08441618 | 4.77 131 2571 2 5 0 420.877 4 clcce2c(c1)C(=0)c3ece(cc3C2=0)NC(=S)NC(=0)cdecc(ccd)Cl

ZINC08441617 | 6.31 3.1 11.74 2 0 0 515528 6 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3ccc(c(c3)COckccec(c4)C(F)(F)F)OC
ZINC08441617 | 6.31 2.74 -15.24 0 6 0 515.528 9 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H] 1 c3ccc(c(c3)COckecee(c4)C(F)(F)F)OC)C
ZINC08441617 | 6.5 182 -12.84 0 6 0 515528 9 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckecce(c4)C(F)(F)F)OC
ZINC08441616 | 2.3 6.75 -66.29 0 9 1 480493 7 COclcec(c(c1)0C)[C@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)cheec5e(c4)0CCO5
ZINC08441616 | 2.75 181 29.93 1 9 0 481.501 6 COcTece(c(c1)0C) [C@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC08441616 | 1.72 161 2172 0 9 0 481501 7 COclece(c(c1)0C) [C@H]2[C@@H] (C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)chccc5c(c4)0CCOS
ZINC00331109 | 3.67 243 -15.73 1 6 0 318304 5 Cclcee(c(c1)C)OCC(=0)Ne2ec(cec2F) [N+](=0)[0-]

ZINC02973109 | 4.35 1.97 1431 0 1 0 332331 6 CCCCOclccec(c1)C(=0)Ne2ec(ccc2F)[N+](=0)[0-]

7ZINC08441615 | 4.36 29 -18.03 1 10 0 499545 10 Cclcec(cc1[N+](=0)[0-])S(=0)(=0)N(CC(=0)NCc2cecce20C) c3cee(ce3)0C

ZINC02064327 | 4.04 1181 -34.38 1 8 0 42045 8 CCOC(=0)clcccccIN/C=C(\C#N)/c2nc(cs2)c3ccee(c3)[N+](=0)[0-]

7INC02064327 | 4.04 1181 2594 1 8 0 42045 8 CCOC(=0)clcccccIN/C=C(/C#N)\c2ne(cs2)c3ccee(c3)[N+] (=0)[0-]

ZINC08441614 | 2.3 6.09 -68.37 0 9 1 480493 7 COclece(c(c1)0C)[C@@H] 2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)cheec5e(c4)0CCO5
ZINC08441614 | 2.75 -2.08 31.52 1 9 0 481.501 6 COclece(c(c1)0C) [C@@H] 2C(=C(c3cec4c(c3)0CCO4)0)C(=0)C(=0)N2C[C@@H]5CCCOS
ZINC08441614 | 1.72 1.94 241 0 9 0 481501 7 COclcec(c(c1)0C)[C@@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)cheec5c(c4)0CCO5
7ZINC02064325 | 4.07 1181 2674 1 8 0 42045 8 CCOC(=0)clcceccIN/C=C(\C#N)/c2nc(cs2)c3cec(ce3)[N+](=0)[0-]

ZINC02064325 | 4.07 1181 193 1 8 0 420.45 8 CCOC(=0)cleccceIN/C=C(/C#N)\c2nc(cs2)c3cec(ce3) [N+] (=0)[0-]

ZINC08441613 | 1.75 159 36,11 0 4 1 438,613 9 Cclc(sc[n+]1CC(=0)c2ccecc2) CCOC(=0)CC34CC5CC(C3)CC(C5)Ch

ZINC15880061 | 2.71 8.74 -62.23 0 7 1 434.468 5 Cclcec(ccl)[C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)chccc5c(c4)0CCO5
ZINC15880062 | 2.71 8.7 -63.74 0 7 1 434.468 5 Cclcee(ccl)[C@@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)cheec5c(c4)0CCO5
ZINC08441610 | 7.13 05 -10.38 2 0 0 574.899 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COckccc(cc4C)Br)OC)C(=0)CC(C2)(C)C
7ZINC08441610 | 7.32 059 -11.07 0 6 0 574.899 7 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(c(c3)COckcce(cc4CI)Br)OC)C(=0)0C)C
7ZINC08441610 | 7.32 181 -10.98 0 6 0 574.899 7 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3cec(c(c3)COcece(cc4CI)Br)OC)C(=0)0C)C
ZINC08441610 | 7.13 071 -13.36 0 6 0 574.899 7 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cce(c(c3)COckecc(cc4Cl)Br)OC)C(=0)0C
ZINC02064317 | 1.59 14.02 -40.28 0 4 1 445358 8 Cclc(sc[n+]1CC(=0)c2cec(ce2)Br)CCOC(=0)c3eceecd

ZINC15880059 | 2.71 8.67 -66.44 0 7 1 434.468 5 Celeee(cel) [C@H]2C(=C(C(=0)N2C[C@@H]3CCCOB)[0-])C(=0)ceeche(c4)0CCO5
ZINC15880060 | 2.71 8.22 -67.62 0 7 1 434.468 5 Cclcee(ccl)[C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)chccc5e(c4)0CCO5
ZINC08441605 | 7.13 059 -10.44 2 0 0 574.899 6 CC1=NC2=C([C@H](CIC(=0)0C)c3cce(c(c3)COchccc(cc4Cl)Br)OC)C(=0)CC(C2)(C)C
ZINC08441605 | 7.32 0.65 1091 0 6 0 574.899 7 CC1(CC2=NC(=C)C(|C@@H](C2C(=0)C1)c3cce(c(c3)COckece(cc4Cl)Br)OC)C(=0)0C)C
ZINC08441605 | 7.32 1.96 -12.23 0 6 0 574.899 7 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccc(c(c3)COckccc(cc4Cl)Br)OC)C(=0)0C)C
ZINC08441605 | 7.13 053 -13.48 0 6 0 574.899 7 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cec(c(c3)COckece(cc4Cl)Br)OC)C(=0)0C
7ZINC08441604 | 2.99 -5.58 32.42 0 12 0 498,539 6 Cclcec(cc1S(=0)(=0)N2CCCN(CC2)S(=0)(=0)c3ec(cce3C) [N+](=0)[0-D[N+](=0)[0-]
ZINC08441603 | 4.54 1142 -60.24 0 8 1 502.543 10 CCCCCOcLeec(cc)[C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)cheec5e(c4)0CCO5
7ZINC08441603 | 4.99 033 27.25 1 8 0 503551 9 CCCCCOcTcee(ccl)[C@H]2C(=C(c3cccc(c3)0CC04)0)C(=0)C(=0)N2Cc5cccos
ZINC08441603 | 3.96 0.61 21.24 0 8 0 503.551 10 CCCCCOclcec(cc])[C@H]2[C@H](C(=0)C(=0)N2Cc3ccco3)C(=0)cdecc5c(c4)0CCOS
7ZINC08441602 | 3.13 10.63 54.84 0 7 1 460.304 7 COclecc(cc10C)[C@H]2CC(=NN2C(=0)CCC(=0)[0-])cBecc(cc3)Br

ZINC08441601 | 4.54 0.65 -14.73 0 0 0 437492 7 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3ccc(03)COckecc(cc)0C
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ZINC08441601 | 4.72 -0.56 -14.15 0 7 0 437.492 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(03)COckccc(cc4)0C

ZINC08441601 | 4.54 0.51 1635 0 7 0 437.492 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3ccc(03)COckecc(cc4)0C)C

ZINC08441600 | 3.13 10.63 54,81 0 7 1 460.304 7 COclcce(cc10C) [C@@H]2CC(=NN2C(=0)CCC(=0)[0-])c3cce(cc3) Br

ZINC08441599 | 4.54 11.05 6145 0 8 1 502.543 10 CCCCCOcTcee(cc1)[C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)cdecc5e(c4)0CCO5
ZINC08441599 | 4.99 0.43 3106 1 8 0 503.551 9 CCCCCOcIccc(cel)[C@@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2Cc5ccco’
ZINC08441599 | 3.96 0.65 2259 0 8 0 503.551 10 CCCCCOclcce(ccl)[C@@H]2[C@H](C(=0)C(=0)N2Cc3cccod)C(=0)chcece(c4)0CCO5
ZINC08441598 4.95 0.59 -13.24 0 6 0 490.357 5 COclcccccl[C@H]2CC(=NN2CN3c4cccec4C(=0)C3=0)c5cce(cc5)Br

7INC05918601 | 5.42 12.87 -58.75 0 7 1 500.571 10 CCCCCOcTcec(ccl)[C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)cdeec5e(c4) C[C@H](05)C
7INC05918601 | 5.87 0.23 29.44 1 7 0 501.579 9 CCCCCOcccc(ccl) [C@H]2C(=C(c3ccc4c(c3)C[C@H](04)C)0)C(=0)C(=0)N2Cc5ccco’
ZINC05918601 | 4.84 0.48 24.88 0 7 0 501.579 10 CCCCCOc cec(ccl) [C@H]2[C@H](C(=0)C(=0)N2Cc3ccco3) C(=0)ckcccse(c4)C[C@H](05)C
ZINC08441597 4.95 0.5 -13.33 0 6 0 490.357 5 COclcccccl[C@@H]2CC(=NN2CN3c4ccccc4C(=0)C3=0)c5ccc(cc5)Br

ZINC08441596 | 5.11 1.03 1372 0 5 0 478321 4 clcec2¢(c1)C(=0)C(=0)N2CN3[C@H](CC(=N3)c4ccc(ccd)BricScec(cc5)F

ZINC08441595 | 4.54 0.79 1194 0 0 0 437.492 7 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3ccc(03)COckccc(ccd)0C

ZINC08441595 | 4.54 0.57 1672 0 7 0 437.492 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3ccc(03)COckccc(cc4)0C)C

ZINC08441595 | 4.72 0.4 -14.65 0 7 0 437.492 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(03)COckccc(ccd)0C

7INC05918582 | 5.42 125 6012 0 7 1 500.571 10 CCCCCOclcee(cc)[C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0) cecc5e(c4) C[C@H] (05)C
ZINC05918582_| 5.87 0.33 27.8 1 7 0 501.579 9 CCCCCOcccc(ccl) [C@@H]2C(=C(c3ccc4c(c3)C[C@H] (04)C)0)C(=0)C(=0)N2Cc5cccos
7INC05918582_| 4.84 0.55 2046 0 7 0 501.579 10 CCCCCOc cec(cel) [C@@H]2[C@H](C(=0)C(=0)N2Cc3ccco3) C(=0) ccec5e(c4) C[C@H] (05)C
7INC08441594 | 5.11 125 1771 0 5 0 478321 4 clccc2c(c1)C(=0)C(=0)N2CN3[C@@H](CC(=N3)c4ccc(cc4)Br)c5ecc(cc)F

ZINC05918598 | 5.42 12.88 5826 0 7 1 500.571 10 CCCCCOcTece(cc)[C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0) checc5c(c4)C[C@@H] (05)C
7INC05918598 | 5.87 0.7 2698 1 7 0 501.579 9 CCCCCOccec(ccl) [C@H]2C(=C(c3ccc4e(c3)C[C@@H](04)C)0)C(=0)C(=0)N2Cc5cccos
ZINC05918598 | 4.84 0.91 1791 0 7 0 501.579 10 CCCCCOccec(ccl) [C@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3) C(=0) cdeec5e(c4) C[C@@H] (05)C
ZINC08441592 5.89 0.12 -14.57 0 5 0 557.217 4 clec(cec1[C@H]2CC(=NN2CN3c4ccc(cc4C(=0)C3=0)Br)c5cec(cc5)Br)F

ZINC08441591 | 5.89 0.49 1017 0 5 0 557.217 4 clcc(cccl[C@@H]2CC(=NN2CN3céccc(cc4C(=0)C3=0)Br)c5ece(ce5)BIF

ZINC08441590 | 6.23 0.16 1048 2 0 0 526.427 6 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cec(c(c3)COckccce(c4)Br)OC

ZINC08441590 | 6.23 ~0.03 141 0 6 0 526.427 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] Lc3cec(c(c3)COc4cece(c4)Br)OC)C

ZINC08441590 | 6.41 095 11.86 0 6 0 526.427 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COc4cccc(c4)Br)OC

7INC05918578 | 5.42 12,52 -59.81 0 7 1 500.571 10 CCCCCOclcee(cc)[C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)checc5e(c4) C[C@@H](05)C
7INC05918578 | 5.87 03 2753 1 7 0 501.579 9 CCCCCOcIccc(cel) [C@@H]2C(=C(c3ccc4c(c3)C[C@@H](04)C)0)C(=0)C(=0)N2Cc5ccco5
ZINC05918578 | 4.84 0.59 2231 0 7 0 501.579 10 CCCCCOc cec(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0)chccc5e(c4) C[C@@H](05)C
ZINC00971750 5.63 15.51 -11.92 1 5 0 519 4 cleee(cc1)CC(=0)Nc2cce(cc2C)N3C(=0)[C@H]4[C@H](C3=0)C5c6cccec6C4c7c5ccec
ZINC00971749 | 5.63 1551 11.88 1 5 0 519 4 clecc(ccl)CC(=0)Ne2eee(cc2C)N3C(=0) [C@@H]4[C@@H] (C3=0)C5cbeccec6C4cTc5ecee?
ZINC00862927 | 4.16 1.48 17.25 1 8 0 433.251 6 Cclc(c(nnl1CC(=0)Nc2cee(cc2C(=0)c3cccce3) CN[N+](=0)[0-])Cl

7ZINC00703094 | 3.78 0.98 2057 1 9 0 553.567 9 COclcc(cce10Cc2ccccc2) [C@@H]3C(=C(C(=0)N3Ccéccco4)0)C(=0)c5eccbe(c5)0CC06
ZINC00703094 | 3.2 0.8 26 0 9 0 553.567 9 COclcc(ccel0Cc2cccec2) [C@@H]3[C@H](C(=0)C(=0)N3Ccdccco4)C(=0)c5eecbe(c5)0CC06
ZINC00237625 4.35 8.56 -12.61 1 3 0 289.419 6 Cclcc(ccc10C)CCCC(=0)NC2CCCCC2

7INC00703090 | 4.66 125 1654 1 8 0 551.595 9 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4ccc(c(c4)0C)OCc5eccce5) Cebeeco6)0
ZINC00703090 | 4.08 1.08 21.26 0 8 0 551.595 9 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)CcAcccod)c5ece(c(c5)0C)0Ccbeceech
ZINC08441586 | 7.62 0.97 13.42 2 5 0 509.407 5 Cclcec(cc])NC(=0)c2ecec(c2)Ne3ncheec(cche(n3)c5eccecs)Br

ZINC08441585 7.72 -0.83 -13.09 2 5 0 485.374 5 cleec(ccl)c2e3cec(cee3nc(n2)Nedecee(c4)C(=0)Ne5cec(cc5)Cl)Cl

ZINC06443438 7.06 -0.51 -11.5 2 5 0 523.434 5 Cclccec(cINC(=0)c2ccc(cc2)Ne3nc4ecc(cc4c(n3)cScecec5)Br)C

ZINC00703091 | 4.66 135 1837 1 8 0 551.595 9 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(c(c4)0C)0Ccheecce5)Cebecco6)0
ZINC00703091 | 4.08 118 2373 0 8 0 551.595 9 C[C@H]1Cc2cc(ccc201)C(=0)[C@@H]|3[C@H](N(C(=0)C3=0)Ccécccod)csece(c(c5)0C) OCcbeccect
7INC06195326 | 8.02 032 1208 2 5 0 523434 5 Cclcec(c(c1)C)NC(=0)c2cce(cc2)Ne3ncdeec(ccdc(n3)c5eeeccs) Br

7INC08441584 | 7.01 0.6 51 0 6 1 565.864 6 Cclc(c(c2ec(cec2n1)Cl)c3eceee3)C4=NN([C@H] (C4)cScec(cc5CCNC(=0)CCC(=0)[0-]
ZINC08441583 | 7.01 0.54 -50.86 0 6 1 565.864 6 Cclc(c(c2cc(ccc2n1)Cl)c3eccce3) C4=NN([C@@H](C4)cScee(ce5CHCNC(=0)CCC(=0)[0-]
ZINC00703092_|_4.66 0.86 1827 1 8 0 551,595 9 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(c(c4)0C)0Cc5eccec5) Cebeccob)0
ZINC00703092_| 4.08 0.75 2591 0 8 0 551.595 9 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)Cecccod)c5eec(c(c5)0C)0Ccheccect
ZINC00857217 | 2.65 7.53 1557 2 6 0 469.666 4 clcc(cc(c1))C(=0)NN[C@@H]2CC(=0)N(C2=0)c3ccc(cc3)Cl

ZINC00857217 | 2.65 771 1391 2 6 0 469.666 4 clce(ce(c))C(=0)NN[C@H]2CC(=0)N(C2=0)c3ccc(cc3)Cl

ZINC00857215 | 2.63 7.51 1548 2 6 0 469.666 4 clcce(c(c1)C(=0)NN[C@@H]2CC(=0)N(C2=0)c3ccc(cc3)CI)I

ZINC00857215 | 2.63 7.68 1331 2 6 0 469.666 4 clcec(c(c1)C(=0)NN[C@H]2CC(=0)N(C2=0)c3cec(cc3)ChT

7INC05918866 | 4.51 12.05 -59.04 0 8 1 516.57 10 CCCCOcTcec(cc10C) [C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)checc5c(c4) C[C@H](05)C
7INC05918866 | 4.95 0.92 2876 1 8 0 517.578 9 CCCCOccec(cc10C) [C@H]2C(=C(c3ccc4c(c3)C[C@H](04)C)0)C(=0)C(=0)N2Cc5ccco5
7INC05918866 | 3.92 113 19.74 0 8 0 517.578 10 CCCCOcl cec(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0)checcsc(c4) C[C@H] (05)C
ZINC08441582 | 5.85 011 1053 2 0 0 512.4 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COc4ccec(c4)Br)OC)C(=0)CCC2

7INC08441582 | 6.03 134 -18.39 0 6 0 512.4 7 COclcee(cc1COc2ecec(c2)Br)[C@H]3[C@@H]4C(=NC(=C)C3C(=0)0C)CCCCA=0
ZINC08441582 | 5.85 007 1413 0 6 0 512.4 7 CC1=C([C@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckccce(c4)Br)OC)C(=0)0C
7INC08441582 | 6.03 0.05 115 0 6 0 5124 7 COclccc(cclCOc2cccc(c2)Br)[C@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0

ZINC05918812 | 4.51 116 6023 0 8 1 516.57 10 CCCCOclcee(cc10C) [C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)checc5e(c4)C[C@H](05)C
ZINC05918812_| 4.95 0.53 2931 1 8 0 517.578 9 CCCCOcT cec(cc10C) [C@@H]2C(=C(c3ccc4c(c3)C[C@H] (04)C)0)C(=0)C(=0)N2Cc5cccos
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7INC05918812 | 3.92 0.79 244 0 8 0 517.578 10 CCCCOclcec(cc10C) [C@@H]2[C@@H] (C(=0)C(=0)N2Cc3ccco3)C(=0)chccc5c(c4) C[C@H] (05)C
ZINC00857211 | 2.38 7.06 15.89 2 6 0 422.666 4 cLec(ce(c1)Br)C(=0)NN[C@@H]2CC(=0)N(C2=0)c3ccc(cc3)Cl

ZINC00857211 | 2.38 7.24 1416 2 6 0 422.666 4 clcc(cc(c1)Br)C(=0)NN[C@H]2CC(=0)N(C2=0)c3ccc(cc3)Cl

7INC00971723 | 2.36 7.06 165 2 6 0 422.666 4 clece(c(c1)C(=0)NN[C@@H]2CC(=0)N(C2=0)c3ccc(cc3)CHBr

7INC05918863 | 4.51 12.06 5849 0 8 1 516.57 10 CCCCOcTcec(cc10C) [C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)checc5c(c4) C[C@@H] (05)C
7INC05918863 | 4.95 0.99 2876 1 8 0 517.578 9 CCCCOclcce(cc10C) [C@H]2C(=C(c3cccd(c3)C[C@@H](04)C)0)C(=0)C(=0)N2Cc5cccos
7INC05918863 | 3.92 1.26 21.03 0 8 0 517.578 10 CCCCOcl cec(cc10C) [C@H]2[C@H](C(=0)C(=0)N2Cc3ccco3)C(=0)chece5e(c4)C[C@@H] (05)C
ZINC00857173 | 3.2 10.49 1857 2 6 0 478.346 6 clcce(cel)C(c2eceec2)C(=0)NN[C@@H]3CC(=0)N(C3=0)cccc(ced)Br

ZINC00857173 | 3.2 10.67 1672 2 6 0 478346 6 clcce(cel)C(c2eccec2)C(=0)NN[C@H]3CC(=0)N(C3=0) cccc(ccd)Br

7INC05918806 | 4.51 11.61 -60.08 0 8 1 516.57 10 CCCCOcTcce(cc10C)[C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)chccc5c(c4)C[C@@H](05)C
7INC05918806 | 4.95 1.01 3168 1 8 0 517.578 9 CCCCOclcec(cc10C) [C@@H]2C(=C(c3ccc4c(c3)C[C@@H](04)C)0)C(=0)C(=0)N2Cc5ccco5
7INC05918806 | 3.92 123 2227 0 8 0 517.578 10 CCCCOcIcec(cc10C) [C@@H]2[C@H](C(=0)C(=0)N2Cc3ccco3)C(=0)checcsc(c4) C[C@@H](05)C
ZINC08441581 | 5.85 0.1 111 2 0 0 512.4 6 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(c(c3)COc4cccc(c4)Br)OC)C(=0)CCC2

7INC08441581 | 5.85 -0.06 14.68 0 6 0 512.4 7 CC1=C([C@@H]([C@@H]2C(=N1)CCCC2=0)c3cce(c(c3)COc4ccce(c4)Br)OC)C(=0)0C
ZINC08441581 | 6.03 111 1168 0 6 0 512.4 7 COclcec(cc1COc2ccec(c2)Br) [C@@H]3[C@H]4C(=NC(=C)C3C(=0)0C)CCCC4=0

7INC08441581 | 6.03 0.05 1225 0 6 0 512.4 7 COclcce(cc1COc2ecec(c2)Br)[C@@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0

ZINC00971719 | 2.76 7.79 1328 2 6 0 514.117 4 clcce(c(c1)C(=0)NN[C@H]2CC(=0)N(C2=0)c3ccc(cc3)Br)l

ZINC00703087 | 3.84 116 1721 1 9 0 533.577 10 CC(C)CCOcTece(cc10C)[C@H]2C(=C(C(=0)N2Cc3ecco3)0)C(=0)checc5c(c4)0CCOS
ZINC00703087 | 3.26 1 2157 0 9 0 533.577 10 CC(C)CCOcIccc(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0)cdeec5c(c4)0CCO5
ZINC00857151 | 2.51 7.34 1418 2 6 0 467117 4 clcc(cc(c1)Br)C(=0)NN[C@H]2CC(=0)N(C2=0)c3ccc(cc3)Br

ZINC00857151 | 2.51 7.16 -15.86 2 6 0 467.117 4 clcc(cc(c1)Br)C(=0)NN[C@@H]2CC(=0)N(C2=0)c3ccc(cc3)Br

ZINC00857149 | 2.49 7.16 1651 2 6 0 467117 4 clece(c(c1)C(=0)NN[C@@H]2CC(=0)N(C2=0)c3cce(cc3)Br)Br

ZINC08441580 | 3.84 134 -19.02 1 9 0 533.577 10 CC(C)CCOcTcec(cc10C) [C@@H]2C(=C(C(=0)N2Cc3ccco3)0)C(=0)cdecc5c(c4)0CCO5
ZINC08441580 | 3.26 116 2445 0 9 0 533.577 10 CC(C)CCOcTcce(cc10C) [C@@H]2[C@H](C(=0)C(=0)N2Cc3ccco3)C(=0)cdecc5e(c4)0CCO5
ZINC00971717 | 2.38 7.06 1594 2 6 0 422.666 4 clcc(cc(c1)C)C(=0)NN[C@@H]2CC(=0)N(C2=0)c3ccc(cc3) Br

ZINC00857147 | 2.36 7.05 -16.85 2 6 0 422.666 4 cLece(c(c1)C(=0)NN[C@@H]2CC(=0)N(C2=0)c3ccc(cc3)Br)Cl

ZINC00857147 | 2.36 7.22 1449 2 6 0 422.666 4 clcce(c(c1)C(=0)NN[C@H]2CC(=0)N(C2=0)c3ccc(cc3)Br)Cl

7INC08441579 | 6.48 017 11 2 0 0 546.845 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COc4ccc(cc4ChBr)OC)C(=0)CCC2

ZINC08441579 | 6.66 0.09 1231 0 6 0 546.845 7 COclcee(ce1COc2ecc(cc2Cl)Br)[C@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0

7INC08441579 | 6.48 -0.07 1451 0 6 0 546.845 7 CC1=C([C@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckcec(cc4Cl)Br)OC)C(=0)0C
ZINC08441579 | 6.66 114 12,57 0 6 0 546.845 7 COclcec(cc1COc2ecc(cc2Cl)Br) [C@H]3[C@@H]4C(=NC(=C)C3C(=0)0C)CCCC4=0
ZINC00703083_| 4.72 1242 -58.83 0 8 1 530.597 10 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4cce(c(c4)0C)0CCC(C)C)Cebecco5)[0-]
ZINC00703083_| 5.17 13 -28.66 1 8 0 531.605 9 C[C@H]1Cc2cc(ccc201)C(=C3[C@@H] (N(C(=0)C3=0)Cc4cccod)c5ece(c(c5)0C)0CCC(C)C)0
ZINC00703083_| 4.14 157 20.88 0 8 0 531.605 10 C[C@H]1Cc2cc(ccc201)C(=0)[C@@H]|3[C@@H](N(C(=0)C3=0)Ccdcccod)c5ece(c(c5)0C)0CCL(C)C
ZINC00241845 2.3 -4.1 -11.68 1 5 0 299.373 5 COclcec(cc10C)NS(=0)(=0)c2cces2

ZINC08441578 6.01 1.57 -28.11 2 10 0 606.631 12 COclce(cccIN/C=C\C(=0)c2ccc3c(c2)0C03)Ceéecc(c(c4)0C)N/C=C\C(=0)c5ccc6e(c5)0C06
ZINC00703084 | 4.72 1245 5872 0 8 1 530.597 10 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4ccc(c(c4)0C)0CCC(C)C)Cebecco5)[0-]
7INC00703084 | 5.17 124 2861 1 8 0 531.605 9 C[C@@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)Ccdcccod)c5ece(c(c5)0C)0CCL(C)C)0
ZINC00703084 | 4.14 145 -19.66 0 8 0 531.605 10 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)Ccdccco4)c5ecc(c(c5)0C)0CCC(C)C
ZINC08441577 6.39 1.5 -51.03 2 3 1 435.591 6 cleec(cc1)CC2CC[NH+](CC2)Cc3ccc(ce3)C(=0)NcdeceSeccee5ed

ZINC00703085_| 4.72 12.05 -60.1 0 8 1 530.597 10 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(c(c4)0C)0CCC(C)C)Cebecco5)[0-]
ZINC00703085 | 5.17 133 3155 1 8 0 531.605 9 C[C@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)Cedeccod)cSece(c(c5)0C)0CCC(C)C)0
ZINC00703085_| 4.14 154 2217 0 8 0 531.605 10 C[C@H]1Cc2cc(ccc201)C(=0)[C@@H]3[C@H](N(C(=0)C3=0)Cccccod)c5ece(c(c5)0C) 0CCC(C)C
7INC08441576 | 6.48 02 11.04 2 0 0 546.845 6 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COcAcec(cc4C)Br)OC)C(=0)CCC2

7INC08441576 | 6.66 ~0.14 1193 0 6 0 546.845 7 COclcee(ce1COc2ecc(cc2Cl)Br)[C@@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0

7INC08441576 | 6.48 027 1455 0 6 0 546.845 7 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckece(cc4C)Br)OC)C(=0)0C
7INC08441576 | 6.66 1.28 -17.68 0 6 0 546.845 7 COclcec(cc1COc2ccc(cc2Cl)Br) [C@@H]3[C@H]4C(=NC(=C)C3C(=0)0C)CCCC4=0
ZINC02064253 5.82 1.76 -15.62 0 6 0 472.548 6 COclcc2ce(cc10C)c(ne3c2c(nn3c4eccec4)Ce5eccec5)cbeeencd

7INC02064252 | 6.33 2.92 -16.09 0 8 0 502.53 6 COclcc2c(cc10C)c(ne3c2c(nn3céeccecd)cseccecs)cbeec(ce6) [N+](=0)[0-]

7ZINC00703086 | 4.72 12.08 -59.64 0 8 1 530.597 10 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3céccc(c(c4)0C)OCCC(C)C)Ce5ecco5)[0-]
ZINC00703086 | 5.17 0.84 29.21 1 8 0 531.605 9 C[C@@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)Ccdcccod)cseee(c(c5)0C)0CCC(C)C)0
ZINC00703086 | 4.14 11 2432 0 8 0 531.605 10 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)Cecccod)c5eec(c(c5)0C)0CCC(C)C
ZINC00861338 | 4.77 0.96 -10.97 2 6 0 440.496 7 CCOC(=0)clc(c(scINC(=0)c2ccccc2C)C(=0)Ne3ececc3F)C

ZINC08441575 | 4.19 1237 61.67 0 8 1 522.533 8 clcee(cc1)COc2cec(cc2) [C@H]3C(=C(C(=0)N3Ce4cccod)[0-])C(=0)c5eccbe(c5)0CC06
ZINC08441575 | 4.64 0.16 -29.45 1 8 0 523.541 7 clecc(cc1)COc2ecc(ce2)[C@H]3C(=C(c4ccc5¢(c4)0CCO5)0)C(=0)C(=0)N3Ccbeccob
ZINC08441575 | 3.61 0.45 2339 0 8 0 523.541 8 clcec(cc1)COc2cec(cc2) [C@H]3[C@H](C(=0)C(=0)N3Cc4cccod)C(=0)c5eecbe(c5)0CC06
ZINC00181717 | 2.92 0.29 124 0 5 0 324.38 3 CC1=NC2=C([C@@H](C1C#N)c3ccc(cc30C)0C)C(=0)CCC2

ZINC00181717 | 3.1 0.49 1246 0 5 0 324.38 3 COclcee(c(c1)0C)[C@@H]2C(C(=C)N=C3C2C(=0)CCC3)CHN

ZINC08441574 | 6.88 0.96 9.9 2 0 0 554.481 6 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)COckccec(c4)Br)OC
ZINC08441574 | 7.06 0.02 10.82 0 6 0 554481 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cce(c(c3)COckecce(c4)Br)OC
7INC08441574 | 6.88 0.94 129 0 6 0 554.481 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] Tc3ccc(c(c3)COckccec(c4)Br)OC)(C)C)C




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC04112600 | 5.03 2.12 -13.36 0 8 0 521.61 10 CC1=NC2=C([C@@H](C1C(=0)0CCOC3ccecc3)cecc(c(c40C)0C)0C)C(=0)CC(C2)(C)C
ZINC04112600 | 5.21 2.51 141 0 8 0 521.61 10 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cce(c(c30C)0C)0C)C(=0)0CCOckcccecd)C
ZINC04112600 | 5.21 3.4 1523 0 8 0 521.61 10 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(c(c30C)0C)0C)C(=0)0CCOcAcccecd)C
ZINC04112600 | 5.03 2.39 1631 0 8 0 521.61 10 CC1=C([C@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c30C)0C)0C)C(=0)0CCOcAccceck
ZINC08441573_|_4.04 10.89 -60.38 0 8 1 488.516 9 CCCCOcTcec(cc]) [C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)chccc5e(c4)0CCO5
7INC08441573 | 4.48 0.12 27.63 1 8 0 489.524 8 CCCCOclccc(cel)[C@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2Cc5cccos
ZINC08441573 | 3.45 0.35 19.94 0 8 0 489.524 9 CCCCOclcec(ccl) [C@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0) cAecc5c(c4)0CCO5
ZINC04112599 | 5.03 214 11.67 0 8 0 521.61 10 CC1=NC2=C([C@H](C1C(=0)0CCOc3ccceed)chece(c(c40C)0C)0C)C(=0)CC(C2)(C)C
ZINC04112599 | 5.21 2.21 132 0 8 0 521.61 10 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccc(c(c30C)0C)0C)C(=0)0CCOc4ccccc)C
ZINC04112599 | 5.21 3.44 19.82 0 8 0 521.61 10 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3cec(c(c30C)0C)0C)C(=0)OCCOCkcccecd)C
ZINC04112599 | 5.03 2.14 -15.83 0 8 0 521.61 10 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cce(c(c30C)0C)0C)C(=0)0CCOCkccceck
ZINC00181552 | _ 3 0.46 1261 0 5 0 324.38 3 CC1=NC2=C([C@@H](C1C#N)c3cce(c(c3)0C)0C)C(=0)CCC2

ZINC00181552 | 3.18 0.64 1271 0 5 0 324.38 3 COclcee(cc10C) [C@@H]2C(C(=C)N=C3C2C(=0)CCC3)CHN

ZINC00181552 | 3.18 19 1528 0 5 0 324.38 3 COclcee(cc10C)[C@@H]2C(C(=C)N=C3[C@@H]2C(=0)CCC3)C#N

ZINC08441572_|_4.04 11.08 5771 0 8 1 488.516 9 CCCCOcl cec(ccl) [C@@H]2C(=C(C(=0)N2Ce3ccco3)[0-])C(=0)checc5c(c4)0CCO5
ZINC08441572_| 4.48 017 2823 1 8 0 489.524 8 CCCCOclccc(cc)[C@@H]2C(=C(c3cce4c(c3)0CC04)0)C(=0)C(=0)N2Cc5eecos
ZINC08441572_| 3.45 0.12 2481 0 8 0 489.524 9 CCCCOclccc(ccl) [C@@H]2[C@@H] (C(=0)C(=0)N2Cc3ccco3)C(=0)chccce(c4)0CCO5
ZINC08441571 | 56 0.28 1029 0 5 0 483.337 4 COclccc(cc10C)[C@H]2N3[C@@H] (CC(=N3)cdccc(cc4)F)c5ec(ccc502) Br

ZINC08441570 | 56 0.74 914 0 5 0 483337 4 COclcee(cc10C) [C@@H]2N3[C@@H] (CC(=N3) cdccc(cc4)F)c5ec(ccc502) Br
7INC08441569 | 6.88 0.98 1046 2 0 0 554.481 6 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)CIN=C1C)cBece(c(c3)COckeccc(c4)Br)OC
ZINC08441569 | 7.06 029 1111 0 6 0 554.481 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cec(c(c3)COckecec(c4)Br)OC
7INC08441569 | 6.88 0.61 1329 0 6 0 554.481 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cce(c(c3)COc4ccec(c4)Br)0C)(C)C)C
ZINC07060061 | 6.01 -0.04 8.2 0 4 0 453311 3 COclccc(ccl) [C@H]2N3[C@@H](CC(=N3)c4cec(cc)F)c5ec(cec502)Br

ZINC15885016 | 2.17 7.86 6198 0 10 1 506.487 8 COclec(cc(c10C)0C) [C@H]2C(=C(C(=0)N2Cc3cccod)[0-])C(=0)checc5c(c4)0CCO5
ZINC15885018 | 2.17 7.63 -60.56 0 10 1 506.487 8 COclcc(ce(c10C)0C) [C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)checc5c(c4)0CCO5
ZINC08441566 | 6.11 0.67 746 0 3 0 441.275 2 cloc(cecl[C@H]2N3[C@@H] (CC(=N3)cdccc(cch)F)c5ec(ccc502)Br)F

ZINC08441565 | 6.11 113 6 0 3 0 441.275 2 clcc(cecl [C@@H]2N3[C@@H] (CC(=N3)c4ccc(cc4)F)c5ec(cec502) Br)F,

7INC08441564 | 6.86 0.07 1096 2 0 0 560.872 6 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)cBece(c(c3)COckecc(cc4C)Br)OC
7INC08441564 | 6.86 012 14.32 0 6 0 560.872 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3ccc(c(c3)COc4ccc(cc4Cl)Br)OC)C
ZINC08441564 | 7.04 1.04 1223 0 6 0 560.872 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cce(c(c3)COckecc(cc4C)Br)OC
ZINC08441563 | 7.1 0.23 612 0 3 0 447.724 2 clcc(cecl C2=NN3[C@H](C2)c4ec(ccc40[C@@H]3c5 cec(cc5CI)CI)CIF.

ZINC00703077 | 3.05 10.05 5555 0 9 1 504.515 8 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4cc(c(c(c4)0C)0C)OC) Ce5ecco5)[0-]
ZINC00703077 | 35 0.6 3228 1 9 0 505.523 7 C[C@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)Cc4cccod)chec(c(c(c5)0C)0C)0C)0
ZINC00703077 | 2.47 0.84 2681 0 9 0 505.523 8 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)Cccccod)c5ec(c(c(c5)0C)0C)0C
ZINC08441562 | 7.1 0.1 5.84 0 3 0 447.724 2 clcc(cec1C2=NN3[C@@H](C2)c4cc(ccc40[C@@H]3c5ccc(cc5CHCCF

ZINC08441561 | 7.34 097 9.69 0 3 0 451.378 2 clccc2ec(cec2c1)C3=NN4[C@H](C3)c5ec(cc(c50[C@@H]4cbeces6)CI)CI

ZINC00703078 | 3.05 10.06 -58.07 0 9 1 504.515 8 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4cc(c(c(c4)0C)0C)0C) Cebecco5)[0-]
ZINC00703078 | 35 1.06 29.62 1 9 0 505.523 7 C[C@@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)Cc4cccod)c5ec(c(c(c5)0C)0C)0C)0
ZINC00703078 | 2.47 129 21.83 0 9 0 505.523 8 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)CcAcccod)c5ec(c(c(c5)0C)0C)0C
ZINC08441560 | 7.34 091 -8.76 0 3 0 451378 2 clecc2ec(cec2c1)C3=NN4[C@@H](C3)c5ec(cc(c50[C@@H] 4cbeces6)CCl

ZINC08441559 | 6.86 0.08 1096 2 0 0 560.872 6 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3ccc(c(c3)COckecc(cc4Cl)Br)OC
ZINC08441559 | 6.86 012 1445 0 6 0 560.872 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H] 1 c3ccc(c(c3)COckccc(cc4C)Br)OC)C
ZINC08441559 | 7.04 -1.03 1232 0 6 0 560.872 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckecc(cc4Cl)Br)OC
7INC08441558 | 6.16 0.94 1021 0 4 0 446.337 2 clccc2ec(cec2c1)C3=NN4[C@H](C3)c5ec(cc(c50[C@@H]4c6eencc6)Cl)CI

ZINC00703079 | 3.05 9.98 545 0 9 1 504.515 8 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4cc(c(c(c4)0C)0C)0C) Ceecco5)[0-]
ZINC00703079 | 35 0.69 29.01 1 9 0 505.523 7 C[C@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)Cedcccod)c5ec(c(c(c5)0C)0C)0C)0
ZINC00703079 | 2.47 0.93 2288 0 9 0 505.523 8 C[C@H]1Cc2cc(ccc201)C(=0)[C@@H]3[C@H](N(C(=0)C3=0)Cccccod)c5ec(c(c(c5)0C)0C)0C
ZINC08441557 | 6.16 052 -8.19 0 4 0 446337 2 clecc2ec(cec2c1)C3=NN4[C@@H](C3)c5ec(ce(c50[C@@H]4cbeenee6)CI)CI
ZINC06475516 5.68 11.98 -9.32 0 4 0 456.343 2 clecc2cc(cec2¢1)C3=NN4[C@H](C3)c5cc(ccc50[C@@H]4c6cencc6)Br

ZINC06475513 | 5.68 12.18 7.92 0 4 0 456.343 2 clccc2ec(cec2c1)C3=NN4[C@@H](C3)c5ec(ccc50[C@@H] 4cbeence6) Br

ZINC08441556 | 8.22 -0.48 -6.55 0 3 0 548.278 2 C[C@]1(N2[C@@H](CC(=N2)c3ccc4cccec4c3)c5ec(ccc501)Br)cbecc(cc6)Br
7ZINC08441555 | 8.22 ~0.82 711 0 3 0 548.278 2 C[C@@]1(N2[C@@H](CC(=N2)c3cccdeccccde3)cSec(cec501)Br)cbeec(cc6)Br
ZINC00703080 | 3.05 10.02 585 0 9 1 504.515 8 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4cc(c(c(c4)0C)0C)OC)Ce5ecco5)[0-]
ZINC00703080 | 3.5 118 3294 1 9 0 505.523 7 C[C@@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)Ccécccod)c5ec(c(c(c5)0C)0C)0C)0
ZINC00703080 | 2.47 14 2373 0 9 0 505.523 8 C[C@@H]1Cc2cc(ccc201)C(=0)[C@@H]3[C@H](N(C(=0)C3=0)CcAcccod)c5ec(c(c(c5)0C)0C)0C
ZINC08441554 | 65 0.59 1045 2 0 0 540454 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3cce(c(c3)COckcccc(c4)Br)OC)C(=0)CC(C2)(C)C
ZINC08441554 | 6.69 175 1092 0 6 0 540.454 7 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(c(c3) COcdccce(c4)Br)OC)C(=0)0C)C
ZINC08441554 | 6.69 0.68 11.28 0 6 0 540.454 7 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(c(c3)COckecce(c4)Br)OC)C(=0)0C)C
ZINC08441554 | 65 0.72 137 0 6 0 540.454 7 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c3)COckecec(c4)Br)OC)C(=0)0C
ZINC15885021 | 1.88 5.87 61.77 1 9 1 462434 6 COclcc(cce10)[C@H]2C(=C(C(=0)N2Cc3cccod)[0-])C(=0)ckecc5c(c4)0CCO5
ZINC08441553 | 4.45 138 23 0 7 0 514.401 6 CC\1=NN(C(=0)/C1=C\c2cc(c(c(c2)0C)0C)0C)c3nc(cs3)chccc(ccd)Br
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ZINC15885023 | 1.88 5.56 -60.77 1 9 -1 462.434 6 COclcc(cce10)[C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)chcec5c(c4)0CCO5
7INC00863328 | 3.75 116 17.9 0 5 0 459.365 3 CN(C)clecc(ce)[C@H]2N(CCS2)C(=0)c3eckcc(cecdoc3=0)Br

ZINC00863329 | 3.75 1.06 17.75 0 5 0 459.365 3 CN(C)clcce(ccl) [C@@H]2N(CCS2)C(=0)c3cchcc(ccc4oc3=0)Br

ZINC00971705 4.62 0.34 -20.32 1 4 0 451.114 3 C[C@H](c1ccecec1)NC(=0)c2cc3cc(cc(c30c2=0)Br)Br

ZINC13123302_| 2.76 7.36 5793 1 8 1 460.462 6 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4ccc(c(c4)0C)0)Cc5ccco5)[0-]
ZINC00971704 4.62 0.34 -20.34 1 4 0 451.114 3 C[C@@H](c1ccccc1)NC(=0)c2cc3cc(cc(c30c2=0)Br)Br

ZINC13123301 | 2.76 6.97 6133 1 8 1 460.462 6 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(c(c4)0C)0)Ce5ecco5)[0-]
ZINC08441551 | 6.5 0.7 1007 2 0 0 540.454 6 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COckccce(c4)Br)OC)C(=0)CC(C2)(C)C
ZINC08441551 | 6.5 0.65 -13.06 0 6 0 540.454 7 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cec(c(c3)COckecec(c4)Br)OC)C(=0)0C
ZINC08441551 | 6.69 0.76 -10.66 0 6 0 540.454 7 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3cce(c(c3)COchccce(c4)Br)OC)C(=0)0C)C
ZINC08441551 | 6.69 192 1284 0 6 0 540.454 7 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccc(c(c3)COckccec(c4)Br)0C)C(=0)0C)C
7INC06444168 | 5.48 13.24 1612 1 6 0 513.022 7 CclcccccINC(=0)c2¢(nc(c(c2c3ccenc3) C#N)SCC(=0) checc(cc4) CIC

ZINC13123303_| 2.76 7 -60.87 1 8 1 460.462 6 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(c(c4)0C)0)Cc5ecco5)[0-]
ZINC00703067 | 5.15 1353 4678 0 7 1 506.534 7 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3cAccec(cd)Oc5eceec5)Cebeeco6)[0-]
ZINC00703067 | 5.6 0.48 29.14 1 7 0 507.542 6 C[C@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)Ccécccod)c5ecce(c5)Ocbeccee6)0
7ZINC00703067 | 4.57 0.75 2314 0 7 0 507.542 7 C[C@H]1Cc2cc(ccc201)C(=0)[C@@H]|3[C@@H](N(C(=0)C3=0)Cc4cccod)c5ecec(c5)Ocbeceech
ZINC08441547 | 6.59 3.51 1108 2 0 0 529.555 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COckccec(c4)C(F) (F)F)OC)C(=0)CC(C2)(C)C
ZINC08441547 | 6.77 36 11.93 0 6 0 529.555 8 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(c(c3)COckccec(c4)C(F) (F)F)OC)C(=0)0C)C
ZINC08441547 | 6.77 4.67 1156 0 6 0 529.555 8 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3cce(c(c3) COcdcccc(c4)C(F) (F)F)OC)C(=0)0C)C
ZINC08441547 | 6.59 3.65 1432 0 6 0 529.555 8 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cce(c(c3)COckecce(c4)C(F) (F)F)OC)C(=0)0C
ZINC00860537 4.82 -0.84 -14.44 1 6 0 428.517 7 COclcec(cc1)NC(=0)CSc2ne(c(nn2)c3cccce3)cdeccecd

ZINC00703068 | 5.15 13.56 46.19 0 7 1 506.534 7 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4cccc(c4)Oc5ccecc5)Cebeecob)[0-]
ZINC00703068 | 5.6 0.92 2696 1 7 0 507.542 6 C[C@@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)Cctcccod)checee(c5)Ocbeceec6)0
ZINC00703068_| 4.57 115 18.04 0 7 0 507.542 7 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)CcAcccod)c5ecec(c5)Ocbeceech
7INC08974498 | 0.79 10.53 24.14 1 9 0 509.563 5 CCnlcc(c(=0)c2clec(c(c2)F)N3CCN(CC3)C(=0)cdcccod)C(=0)Nc5nc(cs5)C

ZINC00703069 | 5.15 13.17 45.07 0 7 1 506.534 7 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4cccc(c4)Oc5 ccecc5)Cebeecob)[0-]
ZINC00703069 | 5.6 0.63 27.89 1 7 0 507.542 6 C[C@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)Cc4cccod)c5eccc(c5)Ocbecece6)0
ZINC00703069 | 4.57 0.89 2224 0 7 0 507.542 7 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)Ccécccod)cbecce(c5)Ocbeccech
ZINC08441546 | 3.71 ~0.81 29.25 1 9 0 629.758 6 CCnlcc(c(=0)c2clec(c(c2)F)N3CCN(CC3)C(=0)c4cccod)C(=0)Nc5nc(cs5)C67CCBCC(C6)CC(C8)CT
ZINC00703070 | 5.15 132 448 0 7 1 506.534 7 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4cccc(c4)Oc5eccecs)Cebeeco6)[0-]
ZINC00703070 5.6 0.6 -27.32 1 7 0 507.542 6 C[C@@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)Cc4ccco4)cScecc(c5)0cbeceee6)0
ZINC00703070 | 4.57 0.89 21.82 0 7 0 507.542 7 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)Cccccod)c5ecce(c5)Ocbeccect
7INC08441545 | 5.95 05 27.17 1 9 0 663.86 11 CCCCCCnlce(c(=0)c2clcc(c(c2)F)N3CCN(CC3)C(=0)0CC)C(=0)Ncdnc(cs4)C56CC7CC(C5)CC(C7)CH
7INC08441543 | 4.13 0.96 17.23 1 9 0 533.577 11 CCCCCOcTcce(cc10C)[C@H]2C(=C(C(=0)N2Cc3ccco3)0)C(=0)cAecc5c(c4)0CCO5
ZINC08441543 | 3.55 0.8 21.62 0 9 0 533.577 11 CCCCCOcl cec(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0)chccc5c(c4)0CCO5
7INC08441542 | 6.59 3.63 1116 2 0 0 529.555 6 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COchecee(c4)C(F)(F)F)OC)C(=0)CC(C2)(C)C
ZINC08441542_| 6.77 3.69 11.64 0 6 0 529.555 8 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3cce(c(c3)COc4ccec(c4)C(F) (F)F)OC)C(=0)0C)C
ZINC08441542 | 6.77 4.86 13.63 0 6 0 529.555 8 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccc(c(c3)COckccec(c4)C(F) (F)F)OC)C(=0)0C)C
ZINC08441542_|_6.59 3.58 1397 0 6 0 529.555 8 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cee(c(c3)COckecee(c4)C(F) (F)F)OC)C(=0)0C
7INC01261828 | 1.93 14.35 2624 1 9 0 595.1 7 CCCclnnc(s1)NC(=0)c2en(c3cc(c(cc3c2=0)F)N4CCN(CC4)C(=0)c5ecce(c5)Cl)C6CCH
ZINC08441540 | 4.13 114 -19.07 1 9 0 533.577 11 CCCCCOc] cec(cc10C) [C@@H]2C(=C(C(=0)N2Cc3ccco3)0)C(=0)checc5e(c4)0CCO5
7INC08441540 | 3.55 0.97 2448 0 9 0 533.577 11 CCCCCOcTcee(cc10C) [C@@H]2[C@H](C(=0)C(=0)N2Cc3ccco3)C(=0)checc5e(c4)0CCOS
7ZINC00859989 | 3.45 0.9 19.34 1 9 0 431.832 6 CCOclc(cc(ce10C)/C=C\2/C(=0)NN(C2=0)c3cce(c(c3)C)C)[N+](=0)[0-]

7INC13123054 | 2.58 7.59 61.24 0 9 1 476461 7 COclece(c(c1)0C) [C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0) cdecce(c4)0CCO5
ZINC08441539 | 6.97 3.89 1113 2 0 0 543.582 6 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)COckcccc(c4)C(F) (F)F)OC
ZINC08441539 | 7.15 2.95 11.86 0 6 0 543.582 9 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)COckecce(c4)C(F) (F)F)OC
7INC08441539 | 6.97 3.87 1398 0 6 0 543.582 9 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(c(c3)COckccce(c4)C(F)(F)F)OC)(C)C)C
7INC08441538 | 3.17 2.22 1045 0 6 0 417.259 2 Cclce(c(cclC)Br)c2eec(02)C=C3C(=0)N(C(=0)N(C3=0)C)C

ZINC13123055 | 2.58 6.88 6207 0 9 1 476.461 7 COclcce(c(c1)0C)[C@@H] 2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)checc5c(c4)0CCO5
ZINC08441537 | 7.82 211 9 1 4 0 479.649 4 Cclccc2e(cl)c(ce(n2)c3cccec3) C(=0)NeAc(c5c(s4)C[C@H](CC5)C(C) (C)C)CHN
7INC08441536 | 7.82 211 -9.06 1 4 0 479.649 4 Cclcec2e(cl)c(cc(n2)c3cccced)C(=0)Nede(c5e(s4)C[C@@H](CC5)C(C)(C)C)CHN
ZINC08441535 | 6.97 3.9 11.07 2 0 0 543.582 6 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cce(c(c3)COckecce(c4)C(F)(F)F)OC
ZINC08441535 | 6.97 3.54 -13.88 0 6 0 543.582 9 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H] T c3ccc(c(c3) COcdeccc(c4)C(F)(F)F)OC) (C)C)C
ZINC08441535 | 7.15 2.63 1175 0 6 0 543.582 9 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cce(c(c3)COckecce(c4)C(F)(F)F)OC
ZINC02064202 6.28 2.06 -9.73 0 4 0 460.327 6 Cclcec(ccl)c2ec(c3cc(cee3n2)Br)C(=0)0CC(=0)c4cccccd

ZINC08441534 | 4.26 10.67 6157 0 8 1 506.575 10 CCCCCOccce(ccl)[C@H]2C(=C(C(=0)N2C[C@H]3CCC03)[0-])C(=0)chccce(c4)0CCO5
ZINC08441534 | 4.71 17 2648 1 8 0 507.583 9 CCCCCOcccc(cel)[C@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5
ZINC08441534 | 3.68 147 1827 0 8 0 507.583 10 CCCCCOcIcec(ccl) [C@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0) cccc5e(c4)0CCO5
ZINC02064200 6 -2.15 -19.24 3 8 0 567.667 11 CCCCOclccc(ccl)c2c(c(nc(c2C(=0)Nc3ccccc3)C)SCC(=0)c4cce(c(c4)0)0)CHN
7ZINC08441533 | 4.26 10.62 6401 0 8 1 506.575 10 CCCCCOcLcec(ce])[C@@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)cAcec5c(c4)0CCO5
ZINC08441533 | 4.71 151 2754 1 8 0 507.583 9 CCCCCOcTccc(ccl) [C@@H]2C(=C(c3cccc(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5
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ZINC08441533 | 3.68 -1.24 -23.99 0 8 0 507.583 10 CCCCCOclcec(cc]) [C@@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)c4ccce(c4)0CCO5
ZINC08441532 | 6.21 4.78 1175 2 1 0 504.512 6 [H]/N=C/1\[C@@H](C2=CCCC[C@@H]2[C@@H] (CL(C#N)C#N)c3ccc(c(c3)COckecec(c4)C(F)(F)F)OC)CHN
7INC08441532 | 6.21 4.62 41.36 2 6 1 505.52 6 COclcee(cc1COc2ecec(c2)C(F)(F)F) [C@H]3[C@H]4CCCC=C4[C@H] (C(=[NH2+])C3(C#N)C#N)C#N
ZINC00858890 2.86 -1.32 -15.48 2 6 0 423.472 6 cleec(cel)C(c2ccecc2)(C(=0)NN(c3cccce3)C(=0)c4cenccd)0

ZINC08441530 | 4.26 1059 6617 0 8 1 506.575 10 CCCCCOc] cec(cel) [C@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)cAccc5c(c4)0CCO5
ZINC08441530 | 4.71 148 27.96 1 8 0 507.583 9 CCCCCOcTcce(ccl)[C@H]2C(=C(c3cecc(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5

ZINC08441530 | 3.68 122 25.66 0 8 0 507.583 10 CCCCCOccec(ccl) [C@H]2[C@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0) c4ccc5c(c4)0CCO5
ZINC08441529 | 6.21 4.73 1234 2 1 0 504.512 6 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@H] (C1(CH#N)C#N)c3cce(c(c3)COckecec(c4)C(F)(F)F)OC)CHN
ZINC08441529 | 6.21 4.56 4227 2 6 1 505.52 6 COclcee(cc1COc2ecec(c2)C(F) (F)F) [C@@H]3[C@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(C#N)C#N)CHN
7INC08441528 | 6.8 2.48 1592 1 4 0 467.569 6 Cclcec(ccl)c2ec(nc(c2C#N)SCC(=0)Ne3ccec(c3)C)checc(cch)F

ZINC08441527 7.24 2.93 -15.38 1 4 0 481.596 7 CCclcceeccINC(=0)CSc2c(c(cc(n2)c3cec(cc3)F)c4ccc(cc4)C)CHN

ZINC08441526 | 4.26 10.14 67.6 0 8 1 506.575 10 CCCCCOclcec(ccl) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCC03)[0-])C(=0)chccc5e(c4)0CCO5
7INC08441526 | 4.71 172 2638 1 8 0 507.583 9 CCCCCOcccc(cel) [C@@H]2C(=C(c3cccc(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5
7INC08441526 | 3.68 15 18.04 0 8 0 507.583 10 CCCCCOcIcec(ccl) [C@@H]2[C@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)chcccbe(c4)0CCO5
ZINC13161513 | 6.21 12.1 -11.83 1 6 0 504.512 6 [H]/N=C/1\[C@H](C2=CCCC[C@H]2[C@@H](C1(C#N)C#N)c3ccc(c(c3)COckcccc(c4)C(F)(F)F)OC)CH#N
ZINC08441524 6.37 217 -16 1 4 0 453.542 6 Cclcee(ccl)c2ee(ne(c2C#N)SCC(=0)Nc3cceee3)cdecc(cc4)F

ZINC08441523 | 6.21 5.05 1678 2 1 0 504.512 6 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@H](C1(C#N)C#N)c3ccc(c(c3)COckeccc(c4)C(F) (F)F)OC)CH#N
ZINC08441523 | 6.21 4.88 3599 2 6 1 505.52 6 COclecc(cc1COc2ccec(c2)C(F)(F)F) [C@@H]3[C@@H]4CCCC=C4[C@H](C(=[NH2+])C3(C#N)C#N)C#N
7INC08441522 | 5.14 12.12 -59.85 0 7 1 504.603 10 CCCCCOcIccc(cel) [C@H]2C(=C(C(=0)N2C[C@H]3CCC03)[0-])C(=0)chccc5e(c4)C[C@@H] (05)C
ZINC08441522 | 5.59 165 -30.38 1 7 0 505.611 9 CCCCCOc cec(cel)[C@H]2C(=C(c3cecdc(c3)C[C@@H](04)C)0)C(=0)C(=0)N2C[C@H]5CCCO5
7INC08441522 | 4.56 138 2526 0 7 0 505.611 10 CCCCCOcccc(ccl) [C@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)chccc5e(c4)C[C@@H] (05)C
ZINC08441521 | 6.31 119 -18.6 1 7 0 525.63 10 CCOclcec(cc1)NC(=0)CSc2c(c(cc(n2)c3cec(cc3)0C) chccc(cc4)OC)CHN

ZINC08441520 | 2.99 8.59 123 3 8 0 44557 10 CCOC(=0)clc(c(scINC(=0)CSc2[nH]nc(n2)CNe3ceeee3)C)C

ZINC08441519 | 2.11 16.82 40.2 2 4 1 425339 5 Cclcec(cel)Cn+]2c3ccece3n(c2N) CC(=0)cdecc(c(c4)CI)CI

ZINC08441518 | 5.14 12.08 6221 0 7 1 504.603 10 CCCCCOcTcec(ccl)[C@@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)cAccc5c(c4)C[C@R@H](05)C
ZINC08441518 | 5.59 15 3092 1 7 0 505.611 9 CCCCCOcLcec(ccl)[C@@H]2C(=C(c3cccc(c3)C[C@@H](04)C)0)C(=0)C(=0)N2C[C@H]5CCCO5
ZINC08441518 | 4.56 128 2144 0 7 0 505.611 10 CCCCCOclcec(ccl) [C@@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)c4cccsc(c4) C[C@@H](05)C
ZINC08441517 | 5.94 2.85 11.82 2 0 0 501.501 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COckcccc(c4)C(F)(F)F)OC)C(=0)CCC2

ZINC08441517 | 6.12 3.1 13.12 0 6 0 501.501 8 COclcee(cc1COc2ecec(c2)C(F) (F)F) [C@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4A=0

ZINC08441517 | 6.12 416 1333 0 6 0 501.501 8 COclece(celCOc2cccc(c2)C(F)(F)F) [C@H]3[C@@H]4C(=NC(=C)C3C(=0)0C)CCCCA=0

ZINC08441517 | 5.94 2.94 1525 0 6 0 501.501 8 CC1=C([C@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckecec(c4)C(F) (F)F)OC)C(=0)0C

7INC08441516 | 5.14 12.05 6421 0 7 1 504.603 10 CCCCCOcIcee(ccl)[C@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)c4ccc5c(c4)C[C@@H](05)C
ZINC08441516 | 5.59 146 3096 1 7 0 505.611 9 CCCCCOcTcec(cel) [C@H]2C(=C(c3ccc4(c3)C[C@@H] (04)C)0)C(=0)C(=0)N2C[C@@H]5CCCO5
7INC08441516 | 4.56 123 2148 0 7 0 505.611 10 CCCCCOccee(ccl)[C@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)ctccc5e(c4)C[C@@H](05)C
ZINC08441515 | 5.14 1161 66 0 7 1 504.603 10 CCCCCOcccc(ccl) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCC03)[0-])C(=0)chccc5e(c4)C[C@@H](05)C
7INC08441515 | 5.59 17 3097 1 7 0 505.611 9 CCCCCOclecc(cc)[C@@H]2C(=C(c3ccete(c3)C[C@@H](04)C)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC08441515 | 4.56 144 -25.09 0 7 0 505.611 10 CCCCCOclcec(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)cAccc5c(c4) C[C@@H] (05)C
7INC08441514 | 4.38 ~0.69 17.75 1 8 0 555.627 9 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3cAcce(c(c4)0C)0Cc5ceecc5)C[C@@H]6CCCO6)0
ZINC08441514 | 3.8 0.8 23.83 0 8 0 555.627 9 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5cec(c(c5)0C) OCcheceech
ZINC08441513 | 5.94 2.83 11.84 2 0 0 501.501 6 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COc4cece(c4)C(F)(F)F)OC)C(=0)CCC2

ZINC08441513 | 6.12 2.89 12.64 0 6 0 501.501 8 COclcee(ce1COc2ecec(c2)C(F) (F)F) [C@@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0

7INC08441513 | 6.12 431 1853 0 6 0 501.501 8 COclcce(ce1COc2ecec(c2)C(F)(F)F) [C@@H]3[C@H]4C(=NC(=C)C3C(=0)0C)CCCCA=0

ZINC08441513 | 5.94 2.77 1533 0 6 0 501.501 8 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckecee(c4)C(F) (F)F)OC)C(=0)0C
ZINC00703060 | 4.38 0.99 1845 1 8 0 555.627 9 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4ccc(c(c4)0C)0Ccheecce5) C[C@@H]6CCCO6)0
ZINC00703060 | 3.8 115 2452 0 8 0 555.627 9 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ece(c(c5)0C) OCcbeccect
ZINC01798315 0.99 14.26 -29.73 2 5 1 340.447 9 CCCCCCC[n+]1c2ccccc2n(cIN)CC(=0)c3ccco3

7INC08441512 | 4.38 116 19.01 1 8 0 555.627 9 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(c(c4)0C) OCc5cccce5)C[C@@H]6CCCO6)0
7INC08441512 | 338 129 2742 0 8 0 555.627 9 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H] (N(C(=0)C3=0)C[C@@H]4CCCO4)c5cce(c(c5)0C)0Ccbeccec
ZINC00241369 | -1.59 10.38 -29.19 2 5 1 270312 4 CC[n+]1c2ccece2n(c1N)CC(=0)c3ccco3

ZINC08441511 | 7.51 0.68 9.9 2 0 0 588.926 6 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)CIN=C1C)c3ccc(c(c3)COckece(cc4Cl)Br)OC

ZINC08441511 | 7.51 0.6 1345 0 6 0 588.926 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] Lc3ccc(c(c3)COc4ccc(cc4Cl)Br)OC) (C)C)C

ZINC08441511 | 7.69 05 1032 0 6 0 588.926 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)COckcce(cc4Cl)Br)OC

ZINC08441510 | 4.38 114 -19.16 1 8 0 555.627 9 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(c(c4)0C)0Cc5eccec5)C[C@@H]6CCC06)0
ZINC08441510 | 3.8 124 2754 0 8 0 555.627 9 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5cce(c(c5)0C)OCcheccect
ZINC06406305_| 4.85 9.05 59.76 1 5 1 463.307 4 Cclcec(ccl)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)Br)chccc(cc4)0)[0-]

ZINC06406732_| 4.85 8.99 59.8 1 5 1 463307 4 Cclcec(ce1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(ce3)Br)cdecc(cc4)0)[0-]

ZINC06406308_| 4.72 8.94 -59.88 1 5 1 418.856 4 Cclcec(ccl)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)Cl)checc(cc4)0)[0-]

ZINC06406737 | 4.72 8.89 59.95 1 5 1 418.856 4 Cclcec(cel)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)Clctece(cc4)0)[0-]

ZINC08441509 | 4.22 0.8 1397 1 8 0 521.61 10 CCCCOcT cec(cc10C) [C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)0)C(=0)c4ccce(c4)C[C@@H] (05)C
ZINC08441509 | 3.64 097 17.9 0 8 0 521.61 10 CCCCOclecc(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)c4ccc5c(c4)C[C@@H](05)C
ZINC08441508 | 7.51 0.86 -10.28 2 0 0 588.926 6 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cec(c(c3)COckecc(cc4Ch)Br)OC
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ZINC08441508 | 7.51 05 1297 0 6 0 588.926 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(c(c3)COckecc(cc4Cl)Br)0C)(C)C)C

ZINC08441508 | 7.69 041 1059 0 6 0 588.926 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBecc(c(c3)COckccc(cc4ChBr)OC

ZINC08441505 | 4.22 0.77 -17.06 1 8 0 521.61 10 CCCCOclcec(cc10C) [C@@H]2C(=C(C(=0)N2C[C@H]3CCC03)0)C(=0)cAccc5c(c4)C[C@@H](05)C
ZINC08441505 | 3.64 ~0.85 246 0 8 0 521.61 10 CCCCOcIcec(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0) chccc5c(c4) C[C@@H](05)C
ZINC08441504 | 4.22 11.24 6397 0 8 1 520.602 10 CCCCOcT cec(cc10C) [C@H]2C(=C(C(=0)N2C[C@@H]3CCC03)[0-])C(=0)ctcccsc(c4) C[C@@H] (05)C
ZINC08441504 | 4.67 102 2728 1 8 0 521.61 9 CCCCOcLecc(cc10C)[C@H]2C(=C(c3cccdc(c3)C[C@@H] (04)C)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC08441504 | 3.64 075 2245 0 8 0 521.61 10 CCCCOcl cec(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0) chccc5e(c4) C[C@@H] (05)C
7INC08997319 | 4.16 12.74 5396 0 7 1 472546 5 CCclccc(cc])N2C(=0)/C(=C/c3cc(n(c3C)cdecc(cc4)C(=0)[0-])C)/C(=0)N=C2S

7INC08914574 | 4.61 14.13 50.36 0 5 1 442564 4 CCclcec(cc1)N2C(=0)/C(=C/c3ce(n(c3C)cecec(c4)C)C)/C(=NC2=S)[0-]

ZINC00858028 | 4.52 1449 -50.75 0 7 1 500.6 7 CCclccc(ccd)N2C(=0)/C(=C/c3ce(n(c3C)cdeec(cc4)C(=0)0CC)C)/C(=NC2=S)[0-]

ZINC08441503 | 59 2.21 -11.83 1 0 0 487.955 6 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckccc(cc4Cl)F

7INC08441503 | 6.08 125 1229 0 6 0 487.955 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(03)COckcec(cc4CF

7ZINC08441503 | 5.9 2.27 1381 0 6 0 487.955 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(03)COckccc(cc4C)F)(C)C)C

ZINC08441502 | 4.22 10.66 6537 0 8 1 520.602 10 CCCCOcl cec(cc10C) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)cecc5c(c4) C[C@@H] (05)C
ZINC08441502 | 4.67 1.49 3055 1 8 0 521.61 9 CCCCOcccc(cc10C) [C@@H]2C(=C(c3ccc4c(c3)C[C@@H](04)C)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC08441502_| 3.64 124 2603 0 8 0 521.61 10 CCCCOclcee(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)céeec5c(c4)C[C@@H](05)C
ZINC00858026 | 4.61 12.57 52.44 0 5 1 434.585 4 CCclcec(cc1)N2C(=0)/C(=C/c3cc(n(c3C)C4CCCCC4)C)/C(=NC2=8)[0-]

ZINC00858024 | 5.23 14.25 5142 0 5 1 456591 4 CCclccc(ccl)N2C(=0)/C(=C/c3ce(n(c3C)cAec(cc(c4)C)C)C)/C(=NC2=8)[0-]

ZINC08441501 | 3.56 -0.82 -15.84 1 9 0 537.609 10 CC(C)CCOCTcec(cc10C) [C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)0)C(=0)cdccc5e(c4)0CCO5
ZINC08441501 | 2.98 098 -19.82 0 9 0 537.609 10 CC(C)CCOcTcce(cc10C)[C@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)chcec5c(c4)0CCO5
ZINC08441500 | 2.78 631 56,51 1 9 1 457513 8 CCclnnc(s1)[N-]S(=0)(=0)c2ccc(cc2)N/C=C\C(=0) c3ccc4c(c3)0C04

ZINC08441500 | 2.78 5.92 5746 1 9 1 457.513 8 CCclnnc(s1)[N-]S(=0)(=0)c2ccc(cc2)N/C=C/C(=0)c3ccce(c3)0C04

ZINC08441499 | 3.56 -0.63 17.94 1 9 0 537.609 10 CC(C)CCOCl cec(cc10C) [C@@H] 2C(=C(C(=0)N2C[C@H]3CCC03)0)C(=0)c4ccc5c(c4)0CCO5
ZINC08441499 | 2.98 0.74 2358 0 9 0 537.609 10 CC(C)CCOcTcce(cc10C) [C@@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)ckecc5c(c4)0CCO5
ZINC08441497 | 59 2.21 1123 1 0 0 487.955 6 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckccc(cc4ClF

ZINC08441497 | 59 1.94 1639 0 6 0 487.955 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(03)COc4cec(cc4ChF)(C)C)C

ZINC08441497 | 6.08 0.92 -13.85 0 6 0 487.955 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(03)COckccc(cc4Cl)F

ZINC08441496 | 3.56 ~0.85 -19.61 1 9 0 537.609 10 CC(C)CCOcTcce(cc10C)[C@H]2C(=C(C(=0)N2C[C@@H]3CCC03)0)C(=0)checc5c(c4)0CCO5
7INC08441496_| 2.98 102 2579 0 9 0 537.609 10 CC(C)CCOcTcec(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)cAccc5c(c4)0CCO5
7INC08441495 | 4.12 11.74 59.9 1 7 1 457.535 7 Cclcc(ne(n1)[N-]S(=0) (=0)c2ccc(cc2)N/C=C\ C(=0) c3cccdecccccd)C

ZINC08441495 | 4.12 11.35 -60.84 1 7 -1 457.535 7 Cclcc(nc(n1)[N-]S(=0)(=0)c2ccc(cc2)N/C=C/C(=0)c3ccc4ccccc4c3)C

7INC08441494 | 5.24 0.28 1281 1 7 0 456527 5 CC1=C([C@H](n2¢(=0)/c(=C/c3c[nH]nc3ckcccccd) /sc2=N1)c5ccece5)C(=0)0C

7INC08441493 | 3.02 3.25 52.77 1 9 1 457.463 9 COclce(nc(n1)0C)[N-]S(=0)(=0)c2ccc(cc2)N/C=C\C(=0)c3ccc(cc3)F

7INC08441493 | 3.02 2.86 -53.66 1 9 1 457.463 9 COclee(nc(n1)OC)[N-]S(=0)(=0)c2cce(cc2)N/C=C/C(=0)c3cec(cc3)F.

7INC08441492 | 3.56 116 -19.88 1 9 0 537.609 10 CC(C)CCOcTcec(cc10C) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)0)C(=0)chccce(c4)0CCO5
7INC08441492 | 2.98 124 2831 0 9 0 537.609 10 CC(C)CCOcTcce(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0) cdecc5e(c4)0CCO5,
ZINC00857663 5.59 13.57 -15.29 0 6 0 452.558 6 CCclc2c3cc(c(cc3c(ne2n(nl)c4ecceed)c5ece(cc5)N(C)C)0C)0C

7INC02064139 | 7 2.52 15.07 0 6 0 514.629 7 CN(C)cTece(ccl)c2c3ec(c(cc3ckc(nn(c4n2)c5eccecs)Cebeeeec6)0C)0C

ZINC00857662 5.92 13.41 -14.43 0 6 0 453.542 7 CCclc2c3cc(c(ce3c(ne2n(nl)c4ecceed)c5ece(cc5)0CC)0C)0C

7INC02064138_| 5.89 2.69 1677 0 7 0 497.595 9 CCclc2c3ec(c(cc3e(nezn(nl)ceccecd)c5eee(c(c5)0CC)0CC)0C)0C

ZINC08441491 5.24 0.45 -12.95 1 7 0 456.527 5 CC1=C([C@@H](n2c(=0)/c(=C/c3c[nH]nc3c4cccccd) /sc2=N1)c5ccccc5)C(=0)0C

ZINC00857661 | 5.2 11.26 1614 1 7 0 469.541 7 CCclc2c3cc(c(ce3c(ne2n(nl)ceccecd)c5eec(c(c5)0CC)0)0C)0C

ZINC00857661 | 5.2 11.57 29.83 2 7 1 470549 7 CCclc2c3ec(c(cc3c([nH+]c2n(nl)cdcccccd)c5ecc(c(c5)0CC)0)0C)0C

ZINC08441490 | 4.44 11,59 6445 0 8 1 534.629 10 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3cdccc(c(c4)0C)0CCC(C)C)C[C@@H]5CCCO5)[0-]
ZINC08441490 | 4.89 071 2723 1 8 0 535.637 9 C[C@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5cec(c(c5)0C)0CCC(C)C)0
7INC08441490 | 3.86 043 223 0 8 0 535.637 10 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecc(c(c5)0C)OCCL(CIC
ZINC08441489 5.67 0.15 -11.89 1 8 0 500.58 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3c[nH]nc3c4cccecd) /s2)[C@H] 1c5ccc(cc5)0C)C

ZINC00857660 5.35 2.25 -15.21 0 6 0 439.515 6 CCOclcce(ccl)c2e3cc(c(cc3c4c(nn(c4n2)c5eccec5)C)0C)0C

ZINC0B441488 | 4.44 11.62 6422 0 8 1 534.629 10 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4ccc(c(c4)0C)0CCC(C)C)C[C@@H]5CCCO5)[0-]
7INC08441488 | 4.89 102 321 1 8 0 535.637 9 C[C@@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecc(c(c5)0C)0CCC(C)C)0
ZINC08441488_| 3.86 0.79 2293 0 8 0 535.637 10 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecc(c(c5)0C)0CCC(C)C
ZINC04180918_| 4.74 11.22 2016 1 4 0 439.353 1 CC(=0)N1c2ccccc2NC3=C([C@H] TcAccec(c4)Br)C(=0)CC(C3)(C)C

7INC08441487 | 5.67 20.02 1235 1 8 0 500.58 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3c[nH]nc3cdcccecd)/s2) [C@@H] 1c5cec(cc5)0C)C

ZINC00703059 | 4.44 11.35 6461 0 8 1 534.629 10 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(c(c4)0C)0CCC(C)C)C[C@@H]5CCCO5)[0-]
ZINC00703059 | 4.89 118 3044 1 8 0 535.637 9 C[C@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecc(c(c5)0C)0CCC(C)C)0
ZINC00703059 | 3.86 093 2595 0 8 0 535.637 10 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5eec(c(c5)0C)0CCC(C)C
ZINC04180917 | 4.74 112 2053 1 4 0 439.353 1 CC(=0)N1c2cceccZNC3=C([C@@H] 1c4ccec(c4)Br)C(=0)CC(C3)(C)C

7INC09334009 | 5.42 11.38 -17.88 2 6 0 482.58 5 CC1(CC2=C([C@H](Nc3cce(cc3N2)C(=0)checcecd)c5ece(c(c5)0C)0C)C(=0)C1)C

7INC08441484 | 5.72 0.39 13.7 1 8 0 513.623 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3c[nH]nc3cdcceecd)/s2) [C@H] 1c5ece(cc5)N(C)C)C
ZINC08441483 | 4.44 11.39 6412 0 8 1 534.629 10 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(c(c4)0C)0CCC(C)C)C[C@R@H]5CCCO5)[0-]
ZINC08441483_| 4.89 12 31.64 1 8 0 535.637 9 C[C@@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5cec(c(c5)0C)0CCC(C)C)0
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ZINC08441483 | 3.86 -0.97 -24.02 0 8 0 535.637 10 C[C@@H]1Cc2cc(ccc201)C(=0)[C@@H]3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecc(c(c5)0C)0CCC(C)C
7INC09334008 | 5.42 11.38 1846 2 6 0 482.58 5 CC1(CC2=C([C@@H](Nc3cec(cc3N2)C(=0)cdeccecd)cSeee(c(c5)0C)0C)C(=0)C1)C
ZINC08441482_|_6.45 -0.08 1147 2 4 0 456.973 3 CC1(CC2=C([C@H](Nc3ccc(cc3N2)C(=0)chcccecd)c5ecc(ce5)CC(=0)C1)C

7INC08441481 | 5.72 0.23 1352 1 8 0 513.623 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3c[nH]nc3cdcccect)/s2) [C@@H] 1c5cec(cc5)N(C)C)C
7INC08441480 | 4.79 12.64 6677 0 7 1 524.593 8 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4ccc(cc4) 0Cc5cecec5)C[C@@H]6CCCO6)[0-]
ZINC08441480 | 5.24 162 3227 1 7 0 525.601 7 C[C@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ece(cc5)0Ccheccect)0
ZINC08441480 | 4.21 139 2285 0 7 0 525.601 8 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ccc(cc5)0Ccbeccech
ZINC08441479 | 6.45 -0.09 -10.01 2 4 0 456.973 3 CC1(CC2=C([C@@H](Nc3cec(cc3N2)C(=0)cAeccccd)c5eee(cc5)C)C(=0)CT)C

ZINC00857639 | 5.55 2.42 2159 1 5 0 466.581 4 CC(=0)N1c2ccecc2NC3=C([C@H] Ic4ccccc40Cc5eecec5)C(=0)CC(C3)(C)C

7INC08441478 | 4.79 12.67 66,54 0 7 1 524.593 8 C[C@@H]1Cc2cc(cec201)C(=0)C3=C(C(=0)N([C@H]3c4ccc(cc4)0Cc5eceee5) C[C@@H]6CCCO6)[0-]
ZINC08441478 | 5.24 127 2856 1 7 0 525.601 7 C[C@@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecc(cc5)0Ccbeccec6)0
7INC08441478 | 4.21 101 2458 0 7 0 525.601 8 C[C@@H]1Cc2cc(ccc201)C(=0)[C@@H]3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ccc(ce5)0Ccbeccect
7INC08441477 | 5.62 0.26 12,62 1 7 0 470.554 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3c[nH]nc3cdcceecd)/s2) [C@@H] 1c5ceccc5)C

ZINC00857640 | 5.55 2.41 2171 1 5 0 466581 4 CC(=0)N1c2ccecc2NC3=C([C@@H] 1c4cccec40Cc5cecec5)C(=0)CC(C3)(C)C

ZINC00857561 | 5.91 2.49 13 0 7 0 487.581 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cn(c4c3cccc4)C)/s2)[C@@H] 1c5ccc(cc5)0C)C
7INC08441476 | 4.79 12.39 65.84 0 7 1 524.593 8 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(cc4)0Cc5eccec5)C[C@@H]6CCCO6)[0-]
ZINC08441476 | 5.24 183 322 1 7 0 525.601 7 C[C@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ccc(cc5)0Ccheceec6)0
ZINC08441476 | 4.21 154 2554 0 7 0 525.601 8 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecc(cc5)0Ccbecccch
ZINC08441475 6.54 0.08 -14.45 1 6 0 519.626 4 COclcec(cc10C)[C@H]2C3=C(c4cccec4CC3)N=c5n2¢(=0)/c(=C\c6c[nH]c7c6ecec7) /s5
ZINC08441474 | 6.54 ~0.04 1357 1 6 0 519.626 4 COclecc(cc10C) [C@@H]2C3=C(cAcccec4CC3)N=c5n2c(=0)/c(=C\c6e[nH]c7c6eeee)/s5
ZINC02064097 6.42 2.54 -12.56 0 6 0 458.51 6 CCOclcc(cec10Cc2cccc3c2ecce3)C=C4C(=0)0C5(CCCC5)0C4=0

ZINC02064096 6.73 2.61 -12.55 0 5 0 428.484 4 cleec(ce1)COc2ccc3cccec3c2C=C4C(=0)0C5(CCCCC5)0C4=0

ZINC08441473 | 4.79 1242 6533 0 7 1 524.593 8 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(cc4) 0Cc5cccce5) C[C@@H]6CCCO6)[0-]
ZINC08441473 | 5.24 183 31.99 1 7 0 525.601 7 C[C@@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5cee(cc5) OCcheccec6)0
ZINC08441473 | 4.21 153 2549 0 7 0 525.601 8 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ccc(cc5)0Ccbeccech
ZINC00648858 3.11 12.88 -36.26 2 6 1 461.283 4 CCnlc2cceec2[nH+]cIN[C@H]3CC(=0)N(C3=0)c4ccccc4l

ZINC00648858 3.11 12.88 -36.35 2 6 1 461.283 4 CCnlc2ccccc2[nH+]cIN[C@@H]3CC(=0)N(C3=0)c4cccccdl

ZINC00648858 3.11 12.47 -18.35 1 6 0 460.275 4 CCnlc2cceec2ncIN[C@H]3CC(=0)N(C3=0)c4cccecdl

ZINC00648858 3.11 12.47 -17.87 1 6 0 460.275 4 CCnlc2ccccc2ncIN[C@@H]3CC(=0)N(C3=0)c4cccecd]

ZINC02064095 5.51 3.16 -11.58 0 6 0 426.44 5 COclcc(cec10Cc2ccccc2F)C=C3C(=0)0C4(CCCCC4)0C3=0

7INC02064093 | 6.41 2.19 1193 0 5 0 435.907 3 clccc(c(cl)Cn2cc(c3c2ecec3)C=C4C(=0)0C5(CCCCC5)0C4=0)Cl

ZINC08441472 | 32 9.1 61.8 0 8 1 478521 8 CCCOclccc(ccl) [C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)cecc5e(c4)0CCO5
ZINC08441472 | 3.64 1,94 2654 1 8 0 479.529 7 CCCOcTccc(ccl) [C@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5

ZINC08441472_| 2.61 171 1841 0 8 0 479.529 8 CCCOclcec(ccl) [C@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)ckcccse(c4)0CCO5
ZINC00857521 | 5.58 3.82 -17.86 0 7 0 430.84 4 COC(=0)clcc(ccclCl)c2ecc(02)C=C3C(=0)0C4(CCCCC4)0C3=0

ZINC00857497 6.01 2.28 -18.12 0 6 0 457.574 10 CCclceec(cIN(COC)C(=0)Cn2c3cccce3nc2COc4cccec4)CC

ZINC00857496 6.32 2.72 -12.83 0 5 0 441.575 9 CCclceec(cIN(COC)C(=0)Cn2c3ccccec3nc2Ce4eccec4)CC

7INC08441471 | 32 9.06 64.16 0 8 1 478521 8 CCCOcLecc(ccl) [C@@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)c4ccc5e(c4)0CCO5
ZINCOB441471 | 3.64 175 2771 1 8 0 479.529 7 CCCOcTccc(ccl) [C@@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5
ZINC08441471 | 2.61 148 2413 0 8 0 479.529 8 CCCOclccc(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0) cAecc5e(c4)0CCO5
ZINC00857459 | 4.86 -0.05 62.82 0 6 1 499.772 5 Cclccc2ec(c(ne2¢1)Cl)C3=NN([C@H] (C3)céccc(cc4)Br)C(=0)CCC(=0)[0-]

ZINC00857460 | 4.86 ~0.05 62.83 0 6 1 499.772 5 Cclecc2ec(c(ne2c1)Cl)C3=NN([C@@H](C3)cdccc(cc4)Br)C(=0)CCC(=0)[0-]

ZINC08441470 | 3.2 9.03 6633 0 8 1 478521 8 CCCOcTccc(cc]) [C@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)chcccs(c4)0CCO5
ZINC08441470 | 3.64 172 -28.05 1 8 0 479.529 7 CCCOclece(ccl)[C@H]2C(=C(c3cccc(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC08441470 | 2.61 146 257 0 8 0 479.529 8 CCCOclccc(ccl) [C@H)2[C@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)chccc5c(c4)0CCO5
7INC08441469 | 5.83 126 11.06 0 6 0 485.939 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COc4cec(c(c4)CF)OC)C(=0)CCC2

7INC08441469 | 6.02 151 12,51 0 6 0 485.939 7 COclcee(ce1COc2ece(c(c2)Cl)F) [C@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0

7INC08441469 | 6.02 2.56 1255 0 6 0 485.939 7 COclcce(cc1COc2ece(c(c2)C)F)[C@H]3[C@@H]4C(=NC(=C)C3C(=0)0C)CCCCA=0

ZINC08441469 | 5.83 135 1451 0 6 0 485.939 7 CC1=C([C@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckece(c(c4)CHF)OC)C(=0)0C
ZINC08441468 6.57 1.81 -18.38 1 6 0 531.637 8 COclcee(cc10C)c2ec(ne(c2C#N)SCC(=0)Nc3ccccde3ccecd)c5eceecs

ZINC08441467 | 3.2 8.58 67.7 0 8 1 478521 8 CCCOclccc(ccl) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)chccc5c(c4)0CCO5
7INC08441467 | 3.64 243 31.39 1 8 0 479.529 7 CCCOclccc(ccl)[C@@H]2C(=C(c3cce4c(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC08441467 | 2.61 22 2521 0 8 0 479.529 8 CCCOclccc(ccl) [C@@H]2[C@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0) cAecc5c(c4)0CCO5
7INC08441466 | 6.27 2.23 1699 1 6 0 509.631 9 CCclccccclNC(=0)CSe2c(c(cc(n2)c3cccec3)ceec(c(c4)0C)0C) CHN

ZINC08441465 | 4.08 10.56 59.97 0 7 1 476.549 8 CCCOcTccc(ccl) [C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)cccc5e(c4)C[C@@H](05)C
ZINC08441465 | 4.52 189 3048 1 7 0 477557 7 CCCOclecc(cc)[C@H]2C(=C(c3cecdc(c3)C[C@@H] (04)C)0)C(=0)C(=0)N2C[C@H]5CCCO5
ZINC08441465 | 3.49 163 2535 0 7 0 477.557 8 CCCOcTccc(ccl) [C@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)cccc5c(c4)C[C@@H](05)C
7INC08441464 | 3.72 -2.05 1546 2 9 0 474564 10 CCOC(=0)clc(c(scINC(=0)CSc2[nH]nc(n2)c3cec(cc3)0C)C(=0)C)C

ZINC08441463 6.67 -1.51 -11.19 3 6 0 495.604 6 Cclcec(ccl)c2ec(c3c(c(sc3n2)C(=0)Nc4ccccc40C)N)c5cec(cc5)0C

ZINC08441462 | 4.08 1052 6238 0 7 1 476.549 8 CCCOcl cec(cc)[C@@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)ckecc5e(c4)C[C@@H](05)C
ZINC08441462 | 4.52 138 2719 1 7 0 477.557 7 CCCOcTccc(ccl) [C@@H]2C(=C(c3cecdc(c3)C[C@@H](04)C)0)C(=0)C(=0)N2C[C@H]5CCCO5




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08441462 | 3.49 -1.08 2248 0 7 0 477.557 8 CCCOclccc(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)c4cec5c(c4) C[C@@H] (05)C
7INC08441461 | 6.7 148 1712 1 6 0 509.631 9 CCOclcec(cc1)NC(=0)CSc2c(c(cc(n2)c3ccc(ce3)C)checc(ccd) OC) CHN

ZINC08441460 | 5.83 123 1106 0 6 0 485.939 7 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(c(c3)COckcec(c(c4)CI)F)OC)C(=0)CCC2
7INC08441460 | 6.02 128 1214 0 6 0 485.939 7 COclcee(ce1COc2ece(c(c2)Cl)F) [C@@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0

ZINC08441460 | 6.02 2.7 -17.53 0 6 0 485.939 7 COclcee(cc1COc2ece(c(c2)Cl)F) [C@@H]3[C@H]4C(=NC(=C)C3C(=0)0C)CCCC4=0
7INC08441460 | 5.83 116 1459 0 6 0 485.939 7 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckece(c(c4)CHF)OC)C(=0)0C
ZINC00857407 6.27 1.59 -15.05 1 6 0 495.604 8 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccccc30C) C#N)c4ecc(cc4)0C

7INC08441459 | 4.08 11.27 -58.87 0 7 1 476549 8 CCCOclcec(ccl)[C@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)c4ccc5e(c4)C[C@@H] (05)C
ZINC08441459 | 4.52 17 31.06 1 7 0 477.557 7 CCCOcTccc(ccl) [C@H]2C(=C(c3cccdc(c3)C[C@@H](04)C)0)C(=0)C(=0)N2C[C@@H]5CCCO5
7INC08441459 | 3.49 147 21.62 0 7 0 477557 8 CCCOclecc(ccl) [C@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0) ccec5e(c4) C[C@@H](05)C
ZINC06245927 6.69 14.05 -15.53 1 5 0 479.605 7 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccec(c3)C)C#N)c4ccc(cc4)0C

7ZINC08441455 | 4.08 10.81 59.79 0 7 1 476.549 8 CCCOclcec(ccl) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)c4ecc5c(c4)C[C@@H](05)C
ZINC08441455 | 4.52 191 3092 1 7 0 477.557 7 CCCOcTccc(ccl) [C@@H]2C(=C(c3cecd(c3)C[C@@H](04)C)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC08441455 | 3.49 -1.68 22.82 0 7 0 477557 8 CCCOclece(ccl) [C@@H]2[C@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0) ccec5e(c4)C[C@@H](05)C
ZINC08441454 7.38 2.03 -17.15 1 5 0 515.638 7 Cclcec(cel)c2ee(c(c(n2)SCC(=0)Ne3cccc4c3ccccd)C#N)c5eccec50C

7INC08441453 | 6.26 2.32 1742 1 6 0 509.631 8 Cclcee(cel)c2ec(c(c(n2)SCC(=0)Ne3cecec3C)CHN) checc(c(c4)0C)0C

ZINC15884982_| 2.29 7.38 61.9 0 8 1 450.467 6 COclccec(c1)[C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)cAccc5c(c4)0CCO5
ZINC08441452 7.09 -1.33 -10.19 3 5 0 479.605 5 Celcec(cel)c2ec(c3c(c(se3n2)C(=0)Nc4ccee(c4)C)N)c5cec(ce5)0C

ZINC08441451 | 6.48 -0.15 -10.9 0 6 0 546.845 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COc4ccc(cc4Br)CHOC)C(=0)CCC2
ZINC08441451 6.66 0.11 -12.19 0 6 0 546.845 7 COclccc(cc1COc2ccc(cc2Br)Cl)[C@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0

7INC08441451 | 6.66 116 124 0 6 0 546.845 7 COclcee(cc1COc2ecc(cc2Br)Cl) [C@H]3[C@@H]4C(=NC(=C)C3C(=0)0C)CCCC4=0
7INC08441451 | 6.48 -0.05 1436 0 6 0 546.845 7 CC1=C([C@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckccc(cc4Br)CIOC)C(=0)0C
ZINC08441450 7.13 2.22 -15.05 1 5 0 493.632 8 CCclcceeccINC(=0)CSc2c(c(cc(n2)c3ccc(cc3)C)c4ccc(cc4)OC)CHN

ZINC08441449 7.78 -1.09 -12.68 3 5 0 515.638 5 Cclcec(ccl)c2ec(c3c(c(se3n2)C(=0)Nc4ccce5cdecce5)N)cbecccc60C

ZINC08441448 7.09 2.09 -15.69 1 5 0 493.632 7 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3cc(cc(c3)C)C)C#N)c4ccc(cc4)0C

7INC08441447 | 6.68 2.42 175 1 6 0 523.658 8 Cclcee(cel)c2ec(c(c(n2)SCC(=0)Ne3ec(cc(c3)C)C) C#N)chcce(c(c4)0C)0C

ZINC15884984 | 2.29 7.33 62 0 8 1 450.467 6 COclccce(c1) [C@@H]2C(=C(C(=0)N2C[C@H]3CCC03)[0-])C(=0)cdccc5c(c4)0CCO5
ZINC08441446 7.42 1.8 -16.33 1 5 0 515.638 7 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccecdc3ccccd)C#N)c5ceee(cec5)0C

ZINC15884978 | 2.29 7.3 -65.65 0 8 1 450.467 6 COclccec(c1)[C@H]2C(=C(C(=0)N2C[C@@H]3CCC03)[0-])C(=0)c4ccce(c4)0CCO5
ZINC08441445 | 9.39 3.49 -16.64 0 5 0 591.736 8 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)N(c3cccce3)c4cceSeccee5c4)C#N)cbece(cc6)0C
ZINC15884980 | 2.29 6.85 -66.04 0 8 1 450.467 6 COclccec(c1)[C@@H]2C(=C(C(=0)N2C[C@@H]3CCC03)[0-])C(=0)cAccc5c(c4)0CCO5
7INC08441444 | 6.48 018 10.84 0 6 0 546.845 7 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COchcec(cc4Br)CHOC)C(=0)CCC2
7INC08441444 | 6.66 012 11.8 0 6 0 546.845 7 COclcee(ce1COc2ecc(cc2Br)C[C@@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0

7INC08441444 | 6.66 13 17.53 0 6 0 546.845 7 COclcce(cc1COc2ece(cc2Br)Cl [C@@H]3[C@H]4C(=NC(=C)C3C(=0)0C)CCCC4=0
ZINC08441444 | 6.48 024 -14.35 0 6 0 546.845 7 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckccc(cc4Br)Cl)0C)C(=0)0C
7INC08441443 | 9.33 3.46 1574 0 4 0 561.71 7 Cclcee(cel)c2ec(c(c(n2)SCC(=0)N(c3cccce3)checcheccecscd) CAN) cheeeech

7INC15952848 | 3.17 8.65 6439 0 7 1 448495 6 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4cccc(c4)0C)C[C@@H]5CCCO5)[0-]
7ZINC00857358 | 2.95 4.08 22.68 0 8 0 426469 7 CC(=0)N(CC1(CCCCT)c2ecc(c(c2)0C)0C) C(=0)c3cce(cc3) [N+](=0)[0-]

ZINC08441440 | 5.39 3.04 1225 0 6 0 4715 7 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckecc(ccF)F

7INC08441440 | 5.39 2.78 1757 0 6 0 4715 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H] 1c3ccc(03)COckccc(cc4F)F)(C)C)C
ZINC08441440 | 5.57 175 1502 0 6 0 4715 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(03)COckccc(ccF)F

ZINC01019938 | 3.17 8.72 6093 0 7 1 448.495 6 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4ccec(c4)0C)C[C@@H]5CCC05)[0-]
ZINC00857096 | 5.3 10.97 115 1 5 0 472155 6 c1cc(oc1)CN(CC(=0)Nc2c(cc(cc2Cl)CI)CNC(=0)c3cec(ce3)Cl

ZINC08441439 7.83 1.96 -18.5 1 6 0 585.729 11 CCOclcc(ccc10Cc2ecccc2)c3cc(nc(c3C#N)SCC(=0)Nc4eec(cc4)C)c5cccecs

7INC06444931 | 6.76 -3.85 9.86 2 3 0 511.19 5 clcc(cccINC[C@H](Cn2c3cec(cc3cdc2ecc(c4)ChCHO)T

ZINC06444928 6.76 -3.78 -9.79 2 3 0 511.19 5 clec(cccINC[C@@H](Cn2c3ccc(cc3c4c2ccc(c4)Cl)CHO0)I

ZINC15952849 | 3.17 841 69.92 0 7 1 448.495 6 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4cccc(c4)0C)C[C@@H]5CCC05)[0-]
ZINC00856957 6.34 -3.02 -10.26 2 4 0 449.765 6 COclcce(ccINC[C@H](Cn2c3ccc(cc3c4c2ecc(c4)Cl)CI0)CI

ZINC00856956 | 6.34 9.64 10.2 2 4 0 449.765 6 COclccc(ccINC[C@@H] (Cn2c3ccc(cc3cdc2ece(c4)CHCN0)CI

ZINC00862589 | 3.95 335 14.89 3 7 0 427526 7 CCOclcec(cc1)NC(=0)C2=C(NC(=S)N[C@H]2c3ccc(cc30C)0C)C

ZINC00862590 | 3.95 7.58 1545 3 7 0 427.526 7 CCOclccc(cc1)NC(=0)C2=C(NC(=S)N[C@@H]2c3ccc(cc30C)0C)C

ZINC00703053 | 3.17 8.83 6051 0 7 1 448.495 6 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4ccec(c4)0C) C[C@@H]5CCCO5)[0-]
ZINC00862489 | 3.12 238 1636 3 8 0 443525 7 CC1=C([C@H](NC(=S)N1)c2cc(c(c(c2)0C)0C)OC)C(=0)Nc3eccec30C

ZINC00862490 | 3.12 26 1491 3 8 0 443525 7 CC1=C([C@@H](NC(=S)NT)c2cc(c(c(c2)0C)0C)0C)C(=0)NeBeceec30C

ZINC00703050 | 1.02 7.18 6213 0 8 1 421.429 5 clcc(enc])[C@@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)c4ccc5c(c4)0CCO5
ZINC00703050 | 1.47 295 2717 1 8 0 422437 4 clcc(cncl)[C@@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5
ZINC00703050 | 0.44 272 2447 0 8 0 422.437 5 clcc(cncl) [C@@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)c4ccc5c(c4)0CCO5
7INC08441437 | 7.13 0.52 1024 0 6 0 574.899 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COc4ccc(cc4Br)COC)C(=0)CC(C2)(C)C
ZINC08441437 | 7.32 0.61 11.02 0 6 0 574.899 7 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(c(c3)COckecc(cc4Br)CI)OC)C(=0)0C)C
ZINC08441437 | 7.32 1.83 -10.89 0 6 0 574.899 7 CC1(CC2=NC(=C)C([C@H] ([C@H]2C(=0)C1)c3ccc(c(c3)COckece(cc4Br)COC)C(=0)0C)C
ZINC08441437 | 7.13 0.73 1321 0 6 0 574.899 7 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c3)COchccc(cc4Br)CI)OC)C(=0)0C
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ZINC00865273 | 5.24 9.97 -51.48 2 6 1 436.528 10 CCOclccc(ccl)C[NH+](CCc2ccc3c(c2)0C03)Cedec(ccc40)0C

ZINC00865273 5.24 7.68 -10.93 1 6 0 435.52 10 CCOclcce(cc1)CN(CCe2cece3c(c2)0C03)Cedec(ccc40)0C

7INC08441436_| 6.06 13.31 -56.03 1 5 1 499.425 10 CCOclcec(ccl)C[NH+](CCe2ece3¢(c2)0C03)Cedecc(c(c4)Br)OC

ZINC08441436 6.06 11.18 -10.15 0 5 0 498.417 10 CCOclccc(cc1)CN(CCe2cecc3c(c2)0C03)Cedecc(c(c4)Br)OC

7INC02753344 | 4.9 11.98 50.94 1 7 1 480.581 12 CCOclccc(ccl)C[NH+](CCc2ecc3c(c2)0C03)Cedec(c(cc40C)0C)0C

ZINC02753344 49 9.77 -11.8 0 7 0 479.573 12 CCOclcce(cc1)CN(CCe2cec3c(c2)0C03)Cedec(c(cc40C)0C)0C

ZINC00703051 | 1.02 6.9 6416 0 8 1 421.429 5 clcc(encl)[C@H]2C(=C(C(=0)N2C[C@@H]3CCC03)[0-])C(=0)c4ccce(c4)0CCO5
ZINC00703051 | 1.47 3.03 3343 1 8 0 422437 4 cIcc(cncl) [C@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5

ZINC00703051 | 0.44 281 2621 0 8 0 422.437 5 clcc(cncl) [C@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0) chccc5c(c4)0CCO5
7ZINC00703052 | 1.02 6.8 6058 0 8 1 421.429 5 clcc(cncl) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0) ccec5c(c4)0CCO5
7INC00703052 | 1.47 -3.05 282 1 8 0 422.437 4 clcc(cncl) [C@@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC00703052_| 0.44 277 22.19 0 8 0 422437 5 clcc(encl)[C@@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)cAccc5e(c4)0CCO5
ZINC08441435_| 1.89 711 6314 0 10 1 510.519 8 COclcc(ce(c10C)0C) [C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)chccc5c(c4)0CCO5
ZINC08441435_| 2.34 163 3345 1 10 0 511.527 7 COclec(cc(c10C)0C) [C@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5
ZINC08441435_| 1.31 14 29.32 0 10 0 511.527 8 COclcc(ce(c10C)0C) [C@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)cAccc5c(c4)0CCO5
7INC08441434 | 7.13 0.61 1026 0 6 0 574.899 7 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COchcec(cc4Br)CHOC)C(=0)CC(C2)(C)C
ZINC08441434 | 7.13 0.55 1334 0 6 0 574.899 7 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cec(c(c3)COckecc(cc4Br) C)OC)C(=0)0C
7INC08441434 | 7.32 1.99 1205 0 6 0 574.899 7 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3cec(c(c3)COc4cce(cc4Br)COC)C(=0)0C)C
ZINC08441434 | 7.32 0.67 1076 0 6 0 574.899 7 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccc(c(c3)COc4ccc(cc4Br)CHOC)C(=0)0C)C
ZINC08441430 | 5.15 3.38 15.82 1 6 0 448.885 4 [H]/N=C\1/[C@@H](C2=CCCC[C@@H]2[C@@H] (CL(C#N)C#N)c3ccc(03)COckecc(cc4CF)CHN
7INC08441430 | 5.15 3.2 4016 2 6 1 449.893 4 cIcc(c(cc1F)Cl)0Cc2ccc(02)[C@H]3[C@H]4CCCC=C4[C@H](C(=[NH2+])C3(CH#N)C#N)CHN
7INC08441429 | 1.89 714 6294 0 10 1 510.519 8 COclec(cc(c10C)0C) [C@@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)céecc5c(c4)0CCO5
ZINC08441429 | 2.34 112 2911 1 10 0 511.527 7 COclcc(cc(c10C)0C) [C@@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5
ZINC08441429 | 1.31 ~0.84 25.82 0 10 0 511.527 8 COclcc(ce(c10C)0C) [C@@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)cdccc5c(c4)0CCO5
ZINC08441424 | 5.15 3.22 1332 1 6 0 448.885 4 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@H](C1(CH#N)C#N)c3ccc(03) COchcec(cc4Cl)F) CHN
7INC08441424 | 5.15 3.04 4496 2 6 1 449.893 4 clcc(c(cc1F)COCc2ecc(02)[C@@H]3[C@H]4CCCC=CA[C@@H](C(=[NH2+])C3(C#N)CH#N)CHN
7INC08441423 | 1.89 7.03 -67.84 0 10 1 510.519 8 COclcc(cc(c10C)0C) [C@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)ctcccsc(c4)0CCO5
7INC08441423 | 2.34 114 28.82 1 10 0 511.527 7 COcTec(cc(c10C)0C) [C@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5
7INC08441423 | 1.31 -0.88 2688 0 10 0 511.527 8 COclcc(ce(c10C)0C) [C@H]2[C@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)cAccc5c(c4)0CCO5
7INC08441421 | 5.15 34 1296 1 6 0 448.885 4 [H]/N=C/1\[C@H](C2=CCCC[C@H]2[C@H](CL(CHN)CHN)c3ccc(03)COckecc(ccACIF)CHN
7INC08441421 | 5.15 3.23 4155 2 6 1 449.893 4 cIcc(c(cc1F)C)OCc2ecc(02)[C@@H]3[C@@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(C#N)CHN)CHAN
ZINC08441420 | 1.89 6.64 6622 0 10 1 510.519 8 COclcc(ce(c10C)0C) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)c4ecc5c(c4)0CCO5
ZINC0B441420 | 2.34 161 3342 1 10 0 511.527 7 COclcc(ce(c10C)0C) [C@@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC08441420 | 1.31 134 3023 0 10 0 511.527 8 COclcc(ce(c10C)0C) [C@@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)chcccsc(c4)0CCO5
ZINC15880022 | 2.77 8.48 -64.06 0 9 1 508.547 8 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4cc(c(c(c4)0C)0C)0C) C[C@@H]5CCCO5)[0-]
ZINC08441415_| 3.74 511 20 0 10 0 619.739 8 Cclec(c2c(c1)N(C(C3=C2C4(C(=C(S3)C(=0)0C)C(=0)0C)SC(=C(S4)C(=0)0C)C(=0)0C) (C)C)C(=0)C)C
ZINC08441414 | 5.89 1.06 1114 0 6 0 461.558 8 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3ccc(c(c3)COckcec(cc4)C)0C

7INC08441414 | 5.89 0.95 152 0 6 0 461.558 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] Lc3cee(c(c3)COc4cec(cc4)C)0C)C

ZINC08441414 | 6.07 013 117 0 6 0 461.558 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckccc(cc4)C)OC

7INC08441413 | 2.77 8.55 61.76 0 9 1 508.547 8 C[C@@H]1Cc2cc(cec201)C(=0)C3=C(C(=0)N([C@H]3c4cc(c(c(c4)0C)0C)0C) C[C@@H]5CCCO5)[0-]
ZINC08441412 6.23 2.1 -17.67 1 6 0 509.631 8 Cclcc(cc(c1)NC(=0)CSc2c(c(cc(n2)c3cccee3)cecc(c(c4)0C)0C)C#N)C

ZINC08441411 7.35 3.4 -16.71 0 6 0 557.675 9 COclcee(cc10C)c2ec(ne(c2C#N)SCC(=0)N(c3cccee3)c4cccecd)c5eccees

7INC08441410 | 4.48 2.58 11.27 1 8 0 449.286 6 Cclcec(cel)c2nnc(02)SCC(=0)Nc3cec(ce3Br)[N+](=0)[0-]

7INC15880023 | 2.77 8.37 63.63 0 9 1 508.547 8 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4cc(c(c(c4)0C)0C)0C)C[C@@H]5CCCO5)[0-]
ZINC08441408 6.52 0 -8.4 2 4 0 422.937 5 CC(C)OC(=0)clc(c2c(cc(nc2s1)c3cccce3)c4ccc(cc4)C)N

7INC08441407 | 5.89 124 11.28 0 6 0 461.558 8 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3ccc(c(c3)COckecc(cc4)C)0C

7INC08441407 | 5.89 0.98 14.8 0 6 0 461.558 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3ccc(c(c3)COckccc(cc4)C)OC)C

7INC08441407 | 6.07 0.06 1211 0 6 0 461.558 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckccc(cc4)C)0C

7INC08441406_| 6.87 1.85 -16.68 1 7 0 590.126 10 CCOC(=0)cIc(c(scINC(=0)CSc2c(c(cc(n2)c3cccced) checc(ccd)C)CHN)C(=0)C)C

ZINC08441405 | 2.77 8.66 6091 0 9 1 508.547 8 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4cc(c(c(c4)0C)0C) OC) C[C@@H]5CCCO5)[0-]
ZINC00856396 | 4.15 -3.71 -10.71 1 6 0 415.689 5 clcc(encl)c2nnc(02)SCC(=0)Nc3c(cc(cc3Cl)Cl)Cl

ZINC08441404 | 7.85 013 -7.89 2 3 0 454.982 4 Cclcec(cel)c2ec(ne3e2e(c(s3)C(=0) chccc(ccd) CON)c5eceees

7INC08441403 | 2.48 752 6053 1 8 1 464.494 6 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4ccc(c(c4)0C)0)C[C@@H]5CCC05)[0-]
ZINC08441403 | 2.93 318 27.61 2 8 0 465502 5 C[C@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)cScee(c(c5)0C)0)0
7INC08441403 | 1.9 291 2174 1 8 0 465.502 6 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ccc(c(c5)0C)0
ZINC08441401 | 6.21 131 1054 0 6 0 499.966 8 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3ccc(c(c3)COckece(c(c4)CF)OC

7INC08441401 | 6.21 12 1457 0 6 0 499.966 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]Tc3cce(c(c3)COckccc(c(c4)CF)OC)C

7INC08441401 | 6.39 0.12 11.34 0 6 0 499.966 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckece(c(c4)CF)OC

ZINC00617102 | 1.12 5.55 512 2 6 1 249.275 4 clccc(ccl)c2nnc(n2N)SCC(=0)[0-]

ZINC08441400 | 2.48 6.53 6344 1 8 1 464494 6 C[C@@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@H]3c4ccc(c(c4)0C)0)C[C@@H]5CCCO5)[0-]
ZINC08441400 | 2.93 349 3272 2 8 0 465.502 5 C[C@@H]1Cc2cc(ccc201)C(=C3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ccc(c(c5)0C)0)0
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ZINC08441400 | 1.9 -3.26 -24.05 1 8 0 465.502 6 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecc(c(c5)0C)0
7INC08441398 | 2.48 7.15 611 1 8 1 464.494 6 C[C@H]1Cc2cc(ccc201)C(=0)C3=C(C(=0)N([C@@H]3c4cce(c(c4)0C)0)C[C@@H]5CCCO5)[0-]
7INC08441398 | 2.93 -3.65 3146 2 8 0 465.502 5 C[C@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ece(c(c5)0C)0)0
7INC08441398 | 1.9 34 2629 1 8 0 465.502 6 C[C@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ece(c(c5)0C)0
7INC08441397 | 5.24 11.41 43.41 2 4 1 436.757 5 clcec(c(c1)C(=0)c2cc(ccc2NC(=0)C[NH+]3CCCCC3)Br)Cl

ZINC08441396 | 6.21 15 1092 0 6 0 499.966 8 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cec(c(c3)COckece(c(c4)CHF)OC

7INC08441396 | 6.21 123 1443 0 6 0 499.966 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3ccc(c(c3)COckcec(c(c4)C)F)OC)C
7INC08441396 | 6.39 0.32 12.09 0 6 0 499.966 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckecc(c(c4)CF)OC

ZINC08441395 | 5.06 0.27 41.87 2 9 0 528.359 7 COclcc(c(c(c)[N+](=0)[0-])[0-]) [C@H]2Nc3cec(cc3[C@H] ([NH+] 2CC(=0)0C) c4cccccd) Br
7ZINC01019935_| 2.48 7.46 57.75 1 8 1 464494 6 C[C@@H]1Cc2cc(cec201)C(=0)C3=C(C(=0)N([C@@H]3c4ccc(c(c4)0C)0)C[C@@H]5CCCO5)[0-]
ZINC01019935_| 2.93 3.62 3259 2 8 0 465.502 5 C[C@@H]1Cc2cc(ccc201)C(=C3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ccc(c(c5)0C)0)0
ZINC01019935 | 1.9 336 2748 1 8 0 465.502 6 C[C@@H]1Cc2cc(ccc201)C(=0)[C@H]3[C@H](N(C(=0)C3=0)C[C@@H]4CCCO4)c5ecc(c(c5)0C)0
ZINC01797879 | 5.06 0.52 27.03 2 9 0 528.359 7 COclcc(c(c(c1)[N+](=0)[0-])[0-]) [C@H]2Nc3cec(cc3[C@@H] ([NH+]2CC(=0)0C) chcccccd) Br
ZINC08441394 | 45 2.62 70.69 1 9 1 451.455 5 Cclce(=0)oc2elcee(c2)0C/C=C/3\[C@H](c4cc(cec403)[N+](=0)[0-])[NH+]5CCOCCS
ZINC00703043_|_2.69 9.01 59.77 0 8 1 464.49%4 7 CCOcl cec(cc1)[C@@H]2C(=C(C(=0)N2C[C@H]3CCC03)[0-])C(=0)c4ccce(c4)0CCO5
ZINC00703043_| 3.14 183 279 1 8 0 465502 6 CCOclccc(cc])[C@@H]2C(=C(c3cce4c(c3)0CC04)0)C(=0)C(=0)N2C[C@H]5CCCO5
ZINC00703043_| 2.11 156 24.34 0 8 0 465.502 7 CCOclcec(ccl)[C@@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0) cccc5e(c4)0CCO5
ZINC08441393 | 45 2.82 -65.05 1 9 1 451.455 5 Cclec(=0)oc2clece(c2)0C/C=C/3\[C@@H](c4cc(ccc403)[N+](=0)[0-]) [NH+]5CCOCCS
ZINC08441392_|_6.19 173 -10.35 0 6 0 483.992 7 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckcce(c(c4)C)Cl
7INC08441392 | 6.37 0.77 11.35 0 6 0 483.992 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(03)COckecc(c(c4)C)CI
7INC08441392 | 6.19 18 13.07 0 6 0 483.992 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]Tc3ccc(03)COckccc(c(c4)C)C(C)C)C
ZINC00703044 | 2.69 9.36 6025 0 8 1 464494 7 CCOclcee(cc1)[C@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)c4ccc5e(c4)0CCOS
ZINC00703044 | 3.14 179 2829 1 8 0 465.502 6 CCOclccc(ccl)[C@H]2C(=C(c3ccc4c(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC00703044 | 2.11 153 2603 0 8 0 465502 7 CCOclcec(ccl) [C@H]2[C@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)céeec5c(c4)0CCO5
ZINC00703045_| 2.69 9 58.87 0 8 1 464.494 7 CCOclccc(ccl) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)chccc5c(c4)0CCO5
ZINC00703045_| 3.14 2.04 2665 1 8 0 465502 6 CCOclccc(ccl)[C@@H]2C(=C(c3cce4c(c3)0CC04)0)C(=0)C(=0)N2C[C@@H]5CCCO5
ZINC00703045 | 2.11 182 184 0 8 0 465.502 7 CCOclccc(ccl)[C@@H]2[C@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0) ccec5c(c4)0CCO5
ZINC08441388 | 6.19 173 1001 0 6 0 483.992 7 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COchcec(c(c4)C)C
7INC08441388 | 6.19 147 14.75 0 6 0 483.992 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(03)COckccc(c(c4)C)CI)(C)C)C
7INC08441388_| 6.37 0.44 1238 0 6 0 483.992 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBecc(03)COchece(c(c4)C)Cl
ZINC00856090 | 4.42 2.76 13.46 0 5 0 467.85 4 Cclc(c(nol)c2c(ccec2Cl)F)C(=0)N3CCN(CC3)chccec(c4)C(F) (F)F

ZINC00703040 5.05 1.07 -25.85 0 8 0 526.618 7 CCOC(=0)C1CCN(CC1)C2=NC(=0)/C(=C/c3cn(nc3c4dcc5ccccc504)cbeecce6)/S2
ZINC03201398 6.32 2.56 -9.47 0 3 0 328.843 8 CCCCCCCOccec(ccl)c2ece(c(n2)CI)CHN

7ZINC08441387 | 4.25 041 1319 1 9 0 442.888 6 CCnlc2ccccc2c3clne(nn3)SCC(=0)Netcec(cc[N+](=0)[0-])Cl

7INC08441386 | 3.19 2.42 1691 0 8 0 4245 6 Cclcec(ccl[N+](=0)[0-])S(=0)(=0)N2CCS[C@H]2c3cce(c(c3)0C)0C

7INC08441384 | 6.21 12.98 2197 1 6 0 475585 7 Cclcec(ce1)0Cc2ec(ccc20C) [C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C

7INC08441384 | 6.33 05 921 0 6 0 475.585 7 Cclcec(ccl)0Cc2ec(ccc20C) [C@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C

7ZINC08441383 | 3.19 238 16.87 0 8 0 4245 6 Cclcec(ccl [N+](=0)[0-])S(=0)(=0)N2CCS[C@@H] 2c3cec(c(c3)0C)0C

ZINC08441382_| 538 3.6 1414 0 4 0 490.444 5 COclccc(cc1Br) [C@H]2N(CCS2)S(=0)(=0)c3ccc(cc3)checceck

ZINC01019934 | 4.61 046 2013 0 7 0 484581 4 C[C@@H]ICN(C[C@H](01)C)C2=NC(=0)/C(=C/c3cn(nc3checSccccc504)cbeceec6)/S2
ZINC08441381 | 58 3.89 1067 0 4 0 490.444 5 COclcce(cc1Br)[C@@H]2N(CCS2)S(=0)(=0)c3ccc(cc3) checccc

ZINC08441380 | 6.21 12.96 21.92 1 6 0 475585 7 Ccleec(ce1)0Cc2¢ec(cec20C) [C@@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C
7INC08441380 | 6.33 0.76 9.63 0 6 0 475.585 7 Cclcec(cel)0Cc2ec(cec20C) [C@@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C
ZINC08441378 | 4.61 045 19.74 0 7 0 484.581 4 C[C@H]1CN(C[C@@H](01)C)C2=NC(=0)/C(=C/c3cn(nc3checSceccc504)cbeecec6)/S2
ZINC03584707 5.78 0.8 -5.11 0 4 0 302.418 10 CCCCCCCOccec(ccl)c2ne(no2)CCC

ZINC08441375 | 6.07 0.83 1249 0 6 0 481.976 8 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3ece(c(c3)COckeccec4Cl)OC

ZINC08441375 | 6.07 0.64 1594 0 6 0 481.976 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3cce(c(c3)COckccccc4C)OC)C

7INC08441375 | 6.25 028 1352 0 6 0 481.976 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cce(c(c3)COckeccec4Cl)OC

ZINC08441374 | 7.49 1.08 -16.88 1 6 0 588.154 9 CCOC(=0)clc2¢(scINC(=0)CSc3c(c(cc(n3)c4cccccd)cSccccc5Cl)CH#N)CCCC2

ZINC00703038 3.88 -1.2 -20.67 0 7 0 456.527 4 clcce(ccl)n2cc(c(n2)c3ccdeccec403)/C=C\5/C(=0)N=C(S5)N6CCOCC6

ZINC08441373 7.14 1.85 -17.66 0 4 0 496.035 5 clcec(ccl)c2ec(c(c(n2)SCC(=0)N3CCCc4c3ccccd)C#N)cSceecec5Cl

ZINC08441372_| 412 0.21 57.7 2 9 1 549.644 11 CC(C)CCOCT cee(cc10C)[C@H]2C(=C(C(=0)N2CC[NH+]3CCOCC3)0)C(=0)checSecccc5o4
7INC08441372 | 3.53 0.12 67.81 1 9 1 549.644 11 CC(C)CCOcTcec(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2CC[NH+]3CCOCC3)C(=0)chcc5ecccc5o4
ZINC08441371 6.07 0.84 -12.57 0 6 0 481.976 8 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3ccc(c(c3)COc4ccccc4Cl)0C

ZINC08441371 | 6.07 0.65 -16.02 0 6 0 481.976 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3ccc(c(c3)COckccccc4Cl)OC)C

ZINC08441371 6.25 -0.27 -13.62 0 6 0 481.976 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COc4ccccc4Cl)0C

ZINC08441370 7.03 1.43 -14.44 1 5 0 541.101 6 clcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3c(c4c(s3)CCCC4)C#N)C#N)c5ceeee5Cl

ZINC08441369 8.63 2.61 -15.44 1 4 0 527.693 7 CC(C)(C)clccc(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3cccc4c3cccc4)c5ceccees

7INC08441368 | 6.56 2.14 -18.88 1 6 0 514.006 8 COC(=0)clccc(cc])NC(=0)CSc2c(c(ce(n2)c3cccecd)cAcccecdCCHN

ZINC08441367 | 4.12 0.07 5112 2 9 1 549.644 11 CC(C)CCOCTcec(cc10C) [C@@H]2C(=C(C(=0)N2CC[NH+]3CCOCC3)0)C(=0)ckccheccecs o4
7INC08441367 | 3.53 20.15 -60.18 1 9 1 549.644 11 CC(C)CCOcTcec(cc10C) [C@@H)2[C@@H](C(=0)C(=0)N2CC[NH+]3CCOCC3)C(=0)checheccecs o4




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC00853651 | 4.95 -4.4 -9.92 1 5 0 469.158 5 clcc(ccclc2nne(02)SCC(=0)Ne3cec(cc3)Br)Br

7INC08441366 | 6.72 144 1157 0 6 0 510.03 8 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)CIN=C1C)c3cec(c(c3)COckececcdCl)OC
ZINC08441366 | 6.72 136 -15.03 0 6 0 510.03 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(c(c3)COckccccc4COC)(C)C)C
7INC08441366 | 6.91 0.26 117 0 6 0 510.03 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cee(c(c3)COc4cccecACl)OC
ZINC08441365 | 4.47 0.7 ~49.09 2 8 1 539.608 9 clcce(cel)COc2ecc(cc2) [C@H]3C(=C(C(=0)N3CC[NH+]4CCOCC4)0)C(=0)c5ccbeccec6o5
7INC08441365 | 3.89 ~0.86 566 1 8 1 539.608 9 clcec(cc1)COc2cec(cc2) [C@H]|3[C@@H](C(=0)C(=0)N3CC[NH+]4CCOCC4)C(=0)c5ecbeccec605
ZINC02064038 | 6.36 163 8.25 0 4 0 443.682 5 cInc2c(c3¢(s2)CCCC3)c(n1)SCC(=0)N(C4CCCCC4)C5CCCCCs

7INC08441364 | 4.48 258 13.64 1 8 0 449.286 6 Cclec(cccINC(=0)CSc2nnc(02)c3cec(cc3)Br)[N+](=0)[0-]

7INC08441363 | 4.7 1.02 1221 1 7 0 428539 5 Cclccc(cc1[N+](=0)[0-])NC(=0) [C@H](C)Sc2c3c4c(sc3ncn2) CCCCA

ZINC08441362 | 4.7 101 -18.53 1 7 0 428.539 5 Cclece(cel[N+](=0)[0-])NC(=0)[C@@H](C)Sc2c3c4c(sc3nen2) CCCCA

ZINC08441361 | 4.47 20.69 “48.94 2 8 1 539.608 9 clccc(cc1)COc2ecc(cc2) [C@@H]3C(=C(C(=0)N3CC[NH+]4CCOCC4)0)C(=0)c5ccbeccec605
ZINC08441361 | 3.89 ~0.85 -56.86 1 8 1 539.608 9 clcee(ccl)COc2cec(cc2) [C@@H]3[C@H](C(=0)C(=0)N3CC[NH+]4CCOCC4) C(=0)c5ecbeccec605
ZINC00853635 4.9 -4.17 -8.32 1 5 0 469.158 5 clccc(c(c1)NC(=0)CSc2nnc(02)c3ccc(cc3)Br)Br

7INC09070026 | 3.3 01 25009 2 8 1 46351 6 COclcccc(c1)[C@H]2/C(=C(/c3cckcccec403)\0)/C(=0)C(=0)N2CC[NH+]5CCOCCS
ZINC08441359 | 6.72 1.62 1184 0 6 0 510.03 8 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cec(c(c3)COckccccc4Cl)OC
ZINC08441359 | 6.91 0.35 1191 0 6 0 510.03 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBecc(c(c3)COckccccc4Cl)OC
ZINC08441359 | 6.72 126 -14.63 0 6 0 510.03 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(c(c3)COc4cecec4C)OC) (C)C)C
7ZINC00853634 | 4.48 293 -18.23 1 8 0 449.286 6 Cclcec(ccl[N+](=0)[0-])NC(=0)CScZnnc(02)c3cec(ce3) Br

7INC09070021 | 3.3 0.1 -50.66 2 8 1 463.51 6 COclccec(c1)[C@@H]2/C(=C(/c3cchccccc403)\0)/C(=0)C(=0)N2CC[NH+]5CCOCC5
ZINC08441357 5.94 -0.18 -10.88 0 4 0 431.586 5 cleec(ccl)N(c2cceec2)C(=0)CSc3c4c5c(sc4nen3)CCCCS

7INC09274085 | 2.9 9.7 -62.05 2 10 1 523.562 8 COclcc(ce(c10C)0C) [C@H]2/C(=C(/c3cchccccc403)\0)/C(=0)C(=0)N2CC[NH+]5CCOCCS
7INC09274085 | 1.87 10.39 59.5 1 10 1 523.562 9 COclcc(ce(c10C)0C) [C@H]2[C@@H](C(=0)C(=0)N2CC[NH+]3CCOCC3)C(=0)chec5eccecs o4
ZINC08441355 | 4.7 -0.66 -13.65 1 7 0 428.539 5 Cclec(cccNC(=0)[C@H](C)Sc2c3chc(sc3nen2) CCCCA)[N+](=0)[0-]

ZINC08441354 | 47 ~0.78 1371 1 7 0 428539 5 Cclce(cccINC(=0)[C@@H](C)Sc2c3c4c(sc3ncn2) CCCCA)[N+](=0)[0-]

ZINC00853619 | 4.45 2.57 13.67 1 8 0 449.286 6 Cclcec(c(c1)Br)NC(=0)CSc2nnc(02)c3ccec(c3)[N+](=0)[0-]

ZINC08441353 | 8.94 3.51 -8.05 0 2 0 469.053 6 CC(C)(C)clcce(cel)CSc2c(c(ce(n2)c3cccee)chcce(ccd)CI)CHN

ZINC08441352_|_6.49 193 104 0 6 0 513.993 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COc4ccc(c(c4)CIF)0C)C(=0)CC(C2)(C)C
ZINC08441352 | 6.49 2.14 1329 0 6 0 513.993 7 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cce(c(c3)COckeec(c(c4)CIF)OC)C(=0)0C
ZINC08441352_|_6.67 3.23 1092 0 6 0 513.993 7 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3cce(c(c3)COchecc(c(c4)CI)F)OC)C(=0)0C)C
ZINC08441352 | 6.67 2.02 11.24 0 6 0 513.993 7 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cec(c(c3)COckece(c(c4)CHF)OC)C(=0)0C)C
7INC09232515 | 2.9 9.66 59.52 2 10 1 523.562 8 COclcc(ce(c10C)0C) [C@@H]2/C(=C(/c3cckeccec403)\0)/C(=0)C(=0)N2CC[NH+]5CCOCCS
7INC09232515 | 1.87 1037 58.7 1 10 1 523.562 9 COclcc(ce(c10C)0C) [C@@H]2[C@@H](C(=0)C(=0)N2CC[NH+]3CCOCC3)C(=0) chcc5ecccc5o4
ZINC06076996 | 6.24 3.28 -10.92 0 4 0 422937 7 CC(C)0C(=0)CSclc(c(ce(nl)c2eccee2)c3cec(ce3)CCHN

ZINC08441350 | 2.84 03 57.74 2 9 1 507.563 9 CCOcTcec(cc10C)[C@H]2C(=C(C(=0)N2CC[NH+]3CCOCC3)0)C(=0) checseccec5od
ZINC08441350 | 2.26 -0.39 6778 1 9 1 507.563 9 CCOclcce(cc10C)[C@H]2[C@@H](C(=0)C(=0)N2CC[NH+]3CCOCC3)C(=0)cec5ecccc5o4
7INC08441349 | 5.98 116 1496 2 6 0 513.022 7 Cclcec(ccl)C(=0)NNC(=0)CSc2¢(c(ce(n2)c3cccce3)checc(ccd) CHCHN

ZINC08441348 8.08 -0.6 -7.77 2 3 0 475.4 4 clccc(ccl)c2ec(c3c(c(sc3n2)C(=0)c4ccc(cc4)Cl)N)c5cee(cc5)Cl

ZINC08441347 | 2.84 044 51.08 2 9 1 507.563 9 CCOclcec(cc10C)[C@@H]2C(=C(C(=0)N2CC[NH+]3CCOCC3)0)C(=0)ckcc5cccecsod
ZINC08441347 | 2.26 -0.66 -60.03 1 9 1 507.563 9 CCOclccc(cc10C)[C@@H]2[C@@H](C(=0)C(=0)N2CC[NH+]3CCOCC3)C(=0)checheccec5o4
ZINC00853572 517 -3.77 -10.04 2 6 0 507.211 4 CclcecccINC(=0)CSc2nce3c(c4cc(cc(c4[nH]3)Br)Br)nn2

ZINC08441346 6.33 -1.92 -11.62 3 7 0 511.603 7 COclccc(ccl)c2ec(ne3c2c(c(s3)C(=0)Nc4ccc(cc4)OC)N)c5cec(cc5)0C

7INC08441345 | 6.49 2.02 1054 0 6 0 513.993 7 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COchecc(c(c4)CIF)OC)C(=0)CC(C2)(C)C
ZINC08441345_|_6.67 3.39 1219 0 6 0 513.993 7 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccc(c(c3)COc4cec(c(c4)CI)F)OC)C(=0)0C)C
7INC08441345 | 6.49 1.95 1353 0 6 0 513.993 7 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c3)COckecc(c(c4)CIF)OC)C(=0)0C
ZINC08441345 | 6.67 2.08 1109 0 6 0 513.993 7 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccc(c(c3)COckccc(c(c4)CI)F)OC)C(=0)0C)C
7INC08441344 | 417 0.03 -50.09 2 9 1 549.644 12 CCCCOcTcec(cc10C) [C@H]2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)ckec5cececso4
7INC08441344 | 3.59 -0.09 5872 1 9 1 549.644 12 CCCCOclcec(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3)C(=0)checheccecso4
ZINC08441343 7.1 -1.31 -11.16 3 6 0 509.631 6 Celcee(cc1C)NC(=0)c2¢(c3c(cc(ne3s2)c4ccc(cc4)0C)c5cec(cc5)0C)N

7INC08441342 | 6.39 1.93 -17.95 1 8 0 587.723 11 CCOC(=0)clc(c(scINC(=0)CSc2c(c(cc(n2)c3cec(ce3)0C) checc(cc4) 0C)CHN)C)C
ZINC08441341 | 67 176 17.28 1 6 0 509.631 8 Cclcec(cc1CINC(=0)CSe2e(c(cc(n2)c3ccc(ce3)0C) checc(ccd)OC) CHN

7INC08441340 | 4.17 0.05 56.67 2 9 1 549.644 12 CCCCOclccc(cc10C) [C@@H]2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)checseccec5od
ZINC08441340 | 3.59 ~0.06 -66.08 1 9 1 549.644 12 CCCCOcIcec(cc10C) [C@@H]2[C@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3) C(=0)checheccecs o4
ZINC08441339 7.14 -1.16 -11.84 3 6 0 509.631 7 CCclcceeccINC(=0)c2¢(c3c(cc(nc3s2)c4ccc(cc4)0C)c5ccc(cc5)0C)N

ZINC08441338 | 7.12 0.5 11.09 3 6 0 549.574 7 COclcec(cel)c2ec(nc3e2e(c(s3)C(=0)Nedeccec4C(F) (F)F)N)c5eec(cc5)0C

ZINC08441337 6.74 1.93 -16.5 1 6 0 509.631 9 CCclcceeccINC(=0)CSc2c(c(cc(n2)c3cec(cc3)0C) c4ccc(cc4)OC)C#N

ZINC08441336 | 6.66 3.55 13.85 1 5 0 519.548 8 COclcec(ccl)c2ec(c(c(n2)SCC(=0)Ne3cccec3C(F)(F)F) C#N)chcccecd
ZINC08441335_|_6.86 211 9.95 0 6 0 528.02 8 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cce(c(c3)COckccc(c(c4)CI)F)OC
ZINC08441335 | 7.05 0.93 105 0 6 0 528.02 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cce(c(c3)COckecc(c(c4)C)F)OC
7INC08441335 | 6.86 2.03 1349 0 6 0 528.02 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(c(c3)COckecc(c(c4)CIF)0C)(C)C)C
ZINC08441334 | 4.74 033 5142 2 8 1 553.635 10 clcec(cc1)COc2cec(cc2)[C@@H]3C(=C(C(=0)N3CCC[NH+]4CCOCC4)0)C(=0)c5ccbeccec605
7INC08441334 | 4.16 -0.49 5911 1 8 1 553.635 10 clcce(ce1)COc2ecc(cc2) [C@@H]3[C@H](C(=0)C(=0)N3CCC[NH+]4CCOCC4)C(=0)c5ecbeccec6o5s
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ZINC08441333 | 7.04 -1.25 1115 3 5 0 479.605 5 Cclcc(cc(c1)NC(=0)c2c(c3c(cc(ne3s2)chccc(cc4)0C) c5eccec5)N)C

ZINC08441332 7.1 -1.28 -11.17 3 6 0 509.631 6 Cclce(ce(c1)NC(=0)c2¢(c3c(cc(ne3s2)c4ccc(cc4)0C)c5ecc(cc5)0C)N)C

7INC08441331 | 3.79 023 ~48.03 2 8 1 503.575 10 C=CCOcl cec(ccl) [C@H] 2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)ckccheccecs o4
ZINC08441331 | 3.21 041 554 1 8 1 503.575 10 C=CCOclcec(ccl)[C@H]2[C@H](C(=0)C(=0)N2ZCCC[NH+]3CCOCC3)C(=0)chec5eccecso4
ZINC08441330 8.31 3.69 -9.53 0 3 0 464.634 7 CC(C)(C)c1eec(cc1)CSc2c(c(cc(n2)c3cec(cc3)0C) c4cccecc4)CHN

7INC08441329 | 6.28 2.1 1747 1 6 0 509.631 8 Cclcee(cel)c2ec(c(c(n2)SCC(=0)Ne3ceec(c3)C) C#N) chece(c(c4)0C)0C

ZINC08441328 7.11 3.86 -13.01 1 5 0 533.575 8 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccccc3C(F) (F)F)C#N)c4cec(cc4)0C

7INC08441327 | 6.86 2.29 103 0 6 0 528.02 8 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ece(c(c3)COckecc(c(c4)CF)OC
ZINC08441327 | 7.05 1.01 -10.8 0 6 0 528.02 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)COckecc(c(c4)CI)F)OC
7INC08441327 | 6.86 193 13.09 0 6 0 528.02 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(c(c3)COckcec(c(c4)CF)OC)(C)C)C
7INC08441326 | 3.79 024 4714 2 8 1 503.575 10 C=CCOclcec(ccl) [C@@H]2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0) chcc5eccec5od
7INC08441326 | 3.21 042 5431 1 8 1 503.575 10 C=CCOclcec(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3)C(=0)checSecccc5o4
ZINC08441325 7.06 2.86 -9.12 0 3 0 422.553 6 Celcee(cel)c2ec(c(c(n2)SCe3cccee3) C#N)c4ccc(cc4)0C

ZINC08441323 | 7.51 0.8 1038 3 5 0 533.575 6 Cclcec(ccl)c2ec(c3c(c(sc3n2)C(=0)NckcccecC(F) (F)F)N)c5eee(cc5)0C

7INC08441322 | 4.58 048 47,54 2 8 1 519.618 11 CCCCOcT cec(cc]) [C@H]2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)chececcccs o4
7INC08441322 | 4 ~0.66 5491 1 8 1 519.618 11 CCCCOclcec(ccl)[C@H]2[C@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3)C(=0)chececcccs o4
ZINC08441321 7.77 212 -15.25 1 4 0 499.639 6 Cclcee(cel)c2ee(c(c(n2)SCC(=0)Ne3c(cccdc3cccc4)C)C#N)c5eccees

7ZINC08441320 | 5.92 0.66 -10.7 0 6 0 514416 7 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckecce(c4)Br
ZINC08441320 | 6.1 015 -10.58 0 6 0 514.416 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(03)COckecce(cd)Br
ZINC08441320 | 5.92 0.87 1326 0 6 0 514416 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(03)COckccce(c4)Br)(C)C)C
ZINC08441319 | 4.58 049 4711 2 8 1 519.618 11 CCCCOcT cec(ccl) [C@@H]2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)chcc5ecccc5o4
ZINC08441319 | 4 067 5433 1 8 1 519.618 11 CCCCOcIcec(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3)C(=0)chcc5ecccc5o4
ZINC08441318 6.26 -1.12 -13.14 3 7 0 525.63 7 Cclccc(ccl)c2ec(c3c(c(sc3n2)C(=0)Nc4cccec40C)N)c5cec(c(c5)0C)0C

ZINC08441317 | 8.17 -1.16 -10.38 3 4 0 499.639 4 Cclecc(ccl)c2ec(c3c(c(se3n2)C(=0)Nc4c(ccc5c4ccec5)C)N)cbecceco

7INC08441316 | 1.85 177 “45.62 2 8 1 448.499 7 clccc2c(cl)cc(02)C(=0)C3=C(C(=0)N([C@@H]3c4ccenc4) CCC[NH+]5CCOCC5)0
7INC08441316 | 1.27 1.94 53.04 1 8 1 448.499 7 clccc2c(c1)cc(02)C(=0)[C@@H]3[C@H](N(C(=0)C3=0)CCC[NH+]4CCOCC4)c5ecencs
ZINC08441315 7.03 2.06 -15 1 4 0 463.606 6 Cclcce(ccl)c2ec(c(c(n2)SCC(=0)Nc3cc(cc(c3)C)C)C#N)c4cccccd

ZINC00853507 | 6.25 157 17.19 1 6 0 495.604 8 Cclcec(cel)c2ec(c(c(n2)SCC(=0)Ne3ce(cce30C)OC) C#N) checcecd

ZINC08441314 6.11 19 -21.23 1 5 0 477.589 7 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccc(cc3)C(=0)C)C#N)c4ccccct

7INC08441313 | 5.92 0.81 1074 0 6 0 514416 7 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckccec(c4)Br
ZINC08441313 | 6.1 048 133 0 6 0 514.416 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(03)COckcccc(c)Br
7INC08441313 | 5.92 0.54 1577 0 6 0 514416 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H] 1 c3ccc(03)COckecce(c4)Br)(C)C)C
ZINC08441312 | 3.11 0.2 5677 2 9 1 521.59 10 CCOclcee(cc10C)[C@H]2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)chcc5cccccbod
ZINC08441312_| 2.53 029 6602 1 9 1 521.59 10 CCOclcee(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3)C(=0)chec5cccccbod
ZINC00853504 4.76 -3.11 -12.79 1 6 0 454.733 6 COclcec(ccINC(=0)CSc2nnc(02)c3cccce3Br)Cl

ZINC08441311 4 22 1411 1 8 0 435.259 6 clcce(c(c1)c2nnc(02)SCC(=0)Nc3cecec3[N+](=0)[0-])Br

ZINC08441310 | 3.11 015 5673 2 9 1 521.59 10 CCOclccc(cc10C) [C@@H] 2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)checheccccs o4
ZINC08441310 | 2.53 025 6608 1 9 1 521.59 10 CCOclccc(cc10C)[C@@H]2[C@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3)C(=0)chec5cecccbod
ZINC08441309 7.08 2.19 -14.33 1 4 0 463.606 7 CCclcceeccINC(=0)CSc2c(c(cc(n2)c3cec(cc3)C)cdeccecd) CHN

7ZINC08441308_| 6.86 0.09 10.84 0 6 0 560.872 8 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)cBeee(c(c3)COckecc(cc4Br)CI)OC
ZINC08441308_| 7.04 102 1219 0 6 0 560.872 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckecc(cc4Br)Cl)OC
7INC08441308_| 6.86 0.1 1421 0 6 0 560.872 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] Tc3cce(c(c3)COckecc(cc4Br)CI)OC)C
ZINC08441307 7.06 3.84 -12.29 1 4 0 503.549 7 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccccc3C(F) (F)F)C#N)c4cceccd

ZINC00853499 4.96 -2.33 -11.88 1 5 0 418.316 6 CCclcceccINC(=0)CSc2nnc(02)c3ccccc3Br

ZINC00702997 | 4.84 1.89 1625 1 8 0 535.552 9 COclcc(ccc10Cc2ecccc2) [C@H]3C(=C(C(=0)N3Ccdccco4)0)C(=0)c5ecbeceec605
7INC00702997 | 4.26 1.67 2145 0 8 0 535.552 9 COclec(ccel0Cc2ccccc2) [C@H]3[C@H](C(=0)C(=0)N3Ccdcccod) C(=0)c5ecbecccc605
ZINC08441306 6.7 4.19 -14.88 1 6 0 563.601 9 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccccc3C(F) (F)F)C#N)c4cce(c(c4)0C)0C
ZINC00702998 4.84 1.78 -16.47 1 8 0 535.552 9 COclcc(cec10Cc2cceec2)[C@@H]3C(=C(C(=0)N3Cc4ccco4)0)C(=0)c5ccbecccc605
ZINC00702998 | 4.26 1.57 -23.2 0 8 0 535.552 9 COclcc(ccc10Cc2cceec2) [C@@H]3[C@@H](C(=0)C(=0)N3Cc4ccco4)C(=0)c5ccbeccec605
ZINC06245730 8.45 18.71 -119 0 4 0 523.746 7 Cclcee(ccl)c2ee(c(c(n2)SCC(=0)N(C3CCCCC3)C4CCCCC4)C#N)c5cccecs

ZINC08441305 | 6.86 0.1 -10.81 0 6 0 560.872 8 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cce(c(c3)COckcec(cc4Br)CI)OC
ZINC08441305_| 7.04 101 123 0 6 0 560.872 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckcce(cc4Br)C)OC
ZINC08441305_| 6.86 -0.09 1431 0 6 0 560.872 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3ccc(c(c3)COc4ccc(cc4Br)CI)OC)C
ZINC00702989 | 5.33 159 1446 1 7 0 491.499 7 clcec(cc1)0c2ccec(c2)[C@H]3C(=C(C(=0)N3Cc4eccod)0)C(=0)c5echeccec605
ZINC00702989 | 4.74 1.44 -18.74 0 7 0 491499 7 clecc(cc1)Oc2ecec(c2)[C@H]3[C@@H](C(=0)C(=0)N3Cc4ccco4)C(=0)c5ccbeccec605
ZINC08441304 7.37 1.78 -15.7 1 4 0 485.612 6 Cclcee(cel)c2ec(c(c(n2)SCC(=0)Ne3cccc4c3cccc4)C#N)c5eccees

ZINC00702990 5.33 211 -14.93 1 7 0 491499 7 clecc(cc1)Oc2eccc(c2)[C@@H]3C(=C(C(=0)N3Cc4ccco4)0)C(=0)c5ccbeccecc605
ZINC00702990 | 4.74 19 19.32 0 7 0 491.499 7 clecc(ccl)Oc2ecec(c2)[C@@H]3[C@@H](C(=0)C(=0)N3Ccdccco4)C(=0)c5echececc605
ZINC00702987 53 211 -13.5 1 6 0 455.51 6 CC(C)(C)clcec(cc)[C@H]2C(=C(C(=0)N2Cc3ccco3)0)C(=0)c4cc5eeccc504
7INC00702987 | 4.72 1.94 -19.98 0 6 0 45551 6 CC(C)(C)clcec(ccl)[C@H]2[C@H](C(=0)C(=0)N2Cc3ccco3)C(=0) cecSecccc5od
ZINC08441303_|_6.54 2.04 -10.73 0 6 0 489.612 8 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=CIC)c3ccc(c(c3)COckccc(cc4)C)0C




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08441303 | 6.72 1.1 1141 0 6 0 489.612 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cce(c(c3)COckccc(cc4)C)0C
ZINC08441303_| 6.54 2.02 1375 0 6 0 489.612 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(c(c3)COckecc(cc4)C)0C)(C)C)C
ZINC08441302 6.64 1.45 -16.41 1 5 0 479.605 8 CCOclccc(cc1)NC(=0)CSc2c(c(cc(n2)c3cec(cc3)C)cdcccccd)CHN

ZINC00853498 6.22 1.56 -14.35 1 5 0 465.578 7 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccccc30C)C#N)cdeccecd

ZINC00853497 | 4.94 -0.67 -11.21 1 5 0 458.259 6 clcec(c(cl)c2nnc(02)SCC(=0)Nc3ccccc3C(F)(F)F)Br

ZINC00702988 | 5.3 2.18 1215 1 6 0 455.51 6 CC(C)(C)clccc(cc])[C@@H]2C(=C(C(=0)N2CcBccco3)0)C(=0)cAececcecod
ZINC00702988 | 4.72 2.02 1658 0 6 0 455.51 6 CC(C)(C)clcce(ccl) [C@@H]2[C@H](C(=0)C(=0)N2Cc3ccco3)C(=0)chec5ccccc504
7ZINC00853495 | 4.52 123 1348 2 6 0 449.985 8 CCOC(=0)clc(c(scINC(=0)CSc2[nH]cc(n2)c3cce(ce3)CHC)C

ZINC00853495 | 4.52 0,99 46.23 3 6 1 450.993 8 CCOC(=0)clc(c(scINC(=0)CSc2[nH]cc([nH+]2)c3ccc(cc3)CDC)C

ZINC06445732 6.36 13.61 -7.44 1 4 0 432.033 6 clec(cecle2ene([nH]2)SCC(=0)N(C3CCCCL3)C4CCCLCC4)Cl

ZINC06445732 6.36 14.06 -42.35 2 4 1 433.041 6 clec(ceclc2¢[nH+]c([nH]2)SCC(=0)N(C3CCCCC3)C4CCCCC4)Cl

ZINC00853494 | 5.89 2 1026 2 4 0 447174 5 clcc(ceclc2e[nH]c(n2)SCC(=0)Nc3c(ce(cc3Cl)CI)C)CI

7INC00853494 | 5.89 176 4221 3 4 1 448.182 5 clcc(ccclc2c[nH]c([nH+]2)SCC(=0)Nc3c(cc(cc3Ch)C Nl

ZINC06135667 4.78 11.22 -14.61 1 3 0 314.388 3 CCnlc2cceec2c3clece(c3)NC(=0)cdeccecd

ZINC08441301 | 4.89 124 17.5 1 8 0 513.594 12 CCCCCOcIcec(cel)[C@@H]2C(=C(C(=0)N2CCCn3cenc3)0)C(=0)checheccecso4
ZINC08441301 | 4.31 1.06 2339 0 8 0 513.594 12 CCCCCOclcec(ccl)[C@@H]2[C@@H](C(=0)C(=0)N2CCCn3cenc3)C(=0)cdececcecs o4
ZINC08441301 | 5.34 115 59.14 2 8 1 514.602 11 CCCCCOccec(ccl) [C@@H]2C(=C(c3ccdccccc403)0)C(=0)C(=0)N2CCCn5cc[nH+]c5
ZINC08441301 | 4.31 135 5513 1 8 1 514.602 12 CCCCCOc cec(cel) [C@@H]2[C@@H](C(=0)C(=0)N2CCCn3cc[nH+]c3)C(=0)cdecseccecs o4
ZINC08441300 | 6.54 2.05 1076 0 6 0 489.612 8 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cce(c(c3)COckece(cc4)C)OC
ZINC08441300 | 6.72 0.79 11.34 0 6 0 489.612 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ece(c(c3)COckecc(cc4)C)0C
ZINC08441300 | 6.54 1.69 1373 0 6 0 489.612 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(c(c3)COc4cec(cc4)C)0C)(C)C)C
7ZINC08997625 | 2.98 103 -58.06 1 8 1 446,414 4 Cclee(c(nlc2ecec(c2)C(=0)[0-])C)/C=C/3\C(=NC(=0)N(C3=0)c4ccc(cc4)F)0
ZINC08441299 | 4.14 1.49 -22.78 1 9 0 563.61 11 COclcc(cec10Cc2cccec2)[C@@H]3C(=C(C(=0)N3CCCn4cecncd)0)C(=0)c5ccbecccc605
ZINC08441299 | 3.55 139 29.71 0 9 0 563.61 11 COclec(cccl0Ce2ccccc2) [C@@H]3[C@H](C(=0)C(=0)N3CCCnécencd) C(=0)c5ecbeccec605
ZINC08441299 | 4.58 2.04 -74.96 2 9 1 564.618 10 COclcc(cec10Cc2cccec2)[C@@H]3/C(=C(/c4cc5cccec504)\0)/C(=0)C(=0)N3CCCn6cc[nH+]c6
ZINC08441299 | 3.55 1.67 64.2 1 9 1 564.618 11 COclec(cec10Ce2ccccc2) [C@@H]3[C@H] (C(=0)C(=0)N3CCCnécc[nH+]c4)C(=0)c5ecbeeecc605
ZINC13569448 | 3.92 10.25 49.54 0 6 1 430.459 3 Cclcec(c(c1)C)n2c(cc(c2C)/C=C/3\C(=NC(=0)N(C3=0)c4ccc(ccd)F)[0-])C

7INC08914319 | 3.9 10.12 49.6 0 6 1 430.459 3 Cclccee(c1C)n2¢(cc(c2C)/C=C/3\C(=NC(=0)N(C3=0)c4ccc(cc4)F)[0-])C

ZINC08441298 | 4.19 1.85 2135 1 9 0 543.62 12 CC(C)CCOCTcec(cc10C) [C@H]2C(=C(C(=0)N2CCCn3cenc3)0)C(=0)ckccheccccs o4
ZINC08441298 | 3.61 175 2814 0 9 0 543.62 12 CC(C)CCOCLccc(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2CCCn3cenc3)C(=0)chececcecs o4
7INC08441298 | 4.64 2.4 7339 2 9 1 544.628 11 CC(C)CCOCTcec(cc10C) [C@H]2/C(=C(/c3cckccccc403)\0)/C(=0)C(=0)N2CCCn5cc[nH+]c5
ZINC08441298 | 3.61 2.03 62.62 1 9 1 544.628 12 CC(C)CCOcTcec(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2CCCn3ccnH+]c3)C(=0)cdccseccec5o4
7INC08441297 | 4.38 3.05 13.44 0 6 0 521.642 6 CCOclcec(ccl)N2C(=0)/C(=C\c3cc(n(c3C)cdcccccd)C)/C(=0)N(C2=8)c5cececs
ZINC08441296 3.6 1.25 -17.89 1 8 0 483.524 10 C=CCOclccc(cc1)[C@H]2C(=C(C(=0)N2CCCn3ccnc3)0)C(=0)c4cc5eccec504
ZINC08441296 | 3.01 1.06 24.67 0 8 0 483.524 10 C=CCOclcec(ccl) [C@H]2[C@H](C(=0)C(=0)N2CCCn3cenc3)C(=0)chccseccec5od
ZINC08441296 | 4.04 115 56 2 8 1 484532 9 C=CCOclccc(cc1)[C@H]2C(=C(c3cchcccec403)0)C(=0)C(=0)N2CCCn5ccnH+]c5
7INC08441296 | 3.01 134 5037 1 8 1 484.532 10 C=CCOclcec(ccl)[C@H]2[C@H](C(=0)C(=0)N2CCCn3cc[nH+]c3)C(=0) c4ccseccec5o4.
7ZINC08441295 | 3.8 071 522 2 9 1 473.575 7 CCOC(=0)clc2c(scINC(=0)c3cc(ccc3N4CC[NH+] (CC4)C) [N+](=0)[0-])CCCC2
ZINC08441294 | 5.54 0.59 112 0 6 0 500.389 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(03)COckccec(c4)Br)C(=0)CC(C2)(C)C
7INC08441294 | 5.54 0.61 1591 0 6 0 500.389 6 CC1=C([C@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(03)COckecee(c4)Br)C(=0)0C
ZINC08441294 | 5.72 1.88 14.62 0 6 0 500.389 6 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(03)COckcccc(c4)Br)C(=0)0C)C
7INC08441294 | 5.72 0.64 1298 0 6 0 500.389 6 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(03)COckcecc(c4)Br)C(=0)0C)C
ZINC08441292_| 3.6 137 -17.82 1 8 0 483.524 10 C=CCOclcec(ccl) [C@@H] 2C(=C(C(=0)N2CCCn3cenc3)0)C(=0)chcc5ceccc5o4
ZINC08441292 | 3.01 1.19 23.77 0 8 0 483.524 10 C=CCOclccc(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2CCCn3cenc3)C(=0)chec5cecccbo4
ZINC08441292 | 4.04 128 59.54 2 8 1 484.532 9 C=CCOclccc(ccl) [C@@H]2C(=C(c3ccAccccc403)0)C(=0)C(=0)N2CCCn5ec[nH+]c5
ZINC08441292 | 3.01 148 5548 1 8 1 484.532 10 C=CCOclcec(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2CCCn3cc[nH+]c3)C(=0)ckcc5cccecs 04
7INC02063954 | 8.01 18.33 1161 0 6 0 525.674 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cn(c4c3ccccd)CC=C)/s2) [C@@H]1c5cce(cc5)C(C)C)C
ZINC00702965 4.62 1.65 -19.12 1 8 0 519.557 9 cleec(cc1)Oc2ccec(c2) [C@H]3C(=C(C(=0)N3CCCn4ccnc4)0)C(=0)c5ccbecccc605
ZINC00702965 | 4.04 146 2415 0 8 0 519.557 9 clcce(cel)Oc2ecec(c2) [C@H]3[C@H](C(=0)C(=0)N3CCCnécenc4)C(=0)c5ecbecccc605
7ZINC00702965 | 5.07 155 6029 2 8 1 520.565 8 clcec(ccl)Oc2ceec(c2) [C@H]3C(=C(c4cc5eccec504)0)C(=0)C(=0)N3CCCnbec[nH+]c6
ZINC00702965 | 4.04 174 57.6 1 8 1 520.565 9 cIcce(ccl)Oc2ecec(c2) [C@H]3[C@H](C(=0)C(=0)N3CCCnécc[nH+]c4)C(=0)c5ccbeccec605
ZINC00852701 | 5.51 154 9.79 2 4 0 425.724 4 cIec(sc1)C(=0)Nc2cce(c(c2)NC(=0)c3cec(cc3CHCNCl

ZINC16956755 5.5 11.99 -53.95 0 4 -1 465.298 4 Cclcee(cc1)C(=0)C2=C(C(=0)N([C@H]2c3cce(cc3)Br)ccee(cc4)F)[0-]

ZINC16956755 | 4.91 12.23 8.97 0 4 0 466.306 4 Cclece(cel)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)c3ccc(cc3)F)cdccc(ccd) Br
7INC16956754 | 5.5 1193 5396 0 4 1 465.298 4 Cclcec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)Br)cccc(cc4)F)[0-]

ZINC16956754 | 4.91 123 9.01 0 4 0 466.306 4 Cclcec(cc1)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)c3ccc(cc3)F)checc(ccd)Br
ZINC00702966 | 4.62 1.78 -18.59 1 8 0 519.557 9 clecc(ce1)Oc2ecec(c2)[C@@H]3C(=C(C(=0)N3CCCn4cecncd)0)C(=0)c5ccbecccc605
ZINC00702966 | 4.04 157 2346 0 8 0 519.557 9 clcce(cel)Oc2ecee(c2) [C@@H]3[C@@H](C(=0)C(=0)N3CCCn4cencd)C(=0)c5echececc605
ZINC00702966 5.07 1.69 -55.79 2 8 1 520.565 8 clecc(cc1)Oc2ccec(c2)[C@@H]3C(=C(c4cc5ccccc504)0)C(=0)C(=0)N3CCCnbcc[nH+]c6
ZINC00702966 | 4.04 1.85 5455 1 8 1 520.565 9 clcec(cc1)0c2ccec(c2)[C@@H]3[C@@H](C(=0)C(=0)N3CCCndcc[nH+]c4)C(=0)c5ecbecccc605
7INC08441288 | 1.87 1.62 53.17 1 8 1 431.509 8 COclcc(ce(c1)OC)C[NH+]2CCN(CC2)C(=0)c3cc(c(c(c3)0C)0C)0C
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ZINC08441287 | 4.48 1.66 214 1 9 0 543.62 13 CCCCCOccec(cc10C)[C@H]2C(=C(C(=0)N2CCCn3cenc3)0)C(=0)cAccseccec504
7INC08441287 | 3.9 155 2818 0 9 0 543.62 13 CCCCCOccee(cc10C)[C@H]2[C@@H](C(=0)C(=0)N2CCCn3cenc3)C(=0)chcc5eccec5o4
7INC08441287 | 4.93 2.21 7325 2 9 1 544.628 12 CCCCCOcIccc(cc10C)[C@H]2/C(=C(/c3cchecccc403)\0)/C(=0)C(=0)N2CCCn5cc[nH+]c5
ZINC08441287 | 3.9 1.83 62,5 1 9 1 544.628 13 CCCCCOcl cec(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2CCCn3ccnH+]c3)C(=0)cAecseccec5 o4
ZINC08441285 | 5.54 0.58 1034 0 6 0 500.389 6 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(03)COc4ccec(c4)Br)C(=0)CC(C2)(C)C
7INC08441285 | 5.72 0.56 1117 0 6 0 500.389 6 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccc(03)COckecce(c4)Br)C(=0)0C)C
ZINC08441285 | 5.72 1.81 1077 0 6 0 500.389 6 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccc(03)COckcccc(c4)Br)C(=0)0C)C
7INC08441285 | 5.54 0.62 1259 0 6 0 500.389 6 CC1=C([C@@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(03)COckecce(c4)Br)C(=0)0C
ZINC08441284 | 7.05 2.25 -9.08 0 6 0 492.399 8 CCI=NC(=C([C@@H](C1C(=0)0C(C)C)c2ccc(02)c3cc(cec3CC)C(=0)0C(C)C)C
ZINC08441284 | 7.24 2.28 9.36 0 6 0 492.399 8 CC1=NC(=C)C([C@H](C1C(=0)0C(C)C)c2cec(02)c3ec(cce3CHCNC(=0)0C(C)C
ZINC08441284 | 7.24 37 1614 0 6 0 492.399 8 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C(C)C)c2ccc(02)c3ec(cce3Cl)CIC(=0)0C(C)C
7INC08441284 | 7.05 2.32 1018 0 6 0 492.399 8 CC1=NC(=C([C@H]([C@H]1C(=0)0C(C)C)c2ccc(02)c3ec(ccc3CI)CHC(=0)0C(C)C)C
ZINC08441283_| 4.48 1.64 2232 1 9 0 543.62 13 CCCCCOcTcec(cc10C) [C@@H]2C(=C(C(=0)N2CCCn3cenc3)0)C(=0)c4cc5ccccc5od
7INC08441283 | 3.9 142 23029 0 9 0 543.62 13 CCCCCOcLcec(cc10C)[C@@H]2[C@@H](C(=0)C(=0)N2CCCn3cenc3)C(=0)chec5ceccc504
7INC08441283 | 4.93 2.2 6197 2 9 1 544.628 12 CCCCCOclcec(cc10C) [C@@H]2/C(=C(/c3cc4ccccc403)\0)/C(=0)C(=0)N2CCCn5ccnH+]c5
7INC08441283 | 3.9 171 53.96 1 9 1 544.628 13 CCCCCOcl cec(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2CCCn3cc[nH+]c3)C(=0)cdecseccec5o4
ZINC08441282 | 4.66 0.13 -20.71 2 7 0 506.606 8 Cclcee(cc1)C(=0)N/C(=C\c2cn(nc2c3cccee3)cdeccecd) /C(=0)NC[C@H]5CCCOS
ZINC08897840 | 2.9 1211 -63.9 0 7 1 426452 7 clcec(cc1)[C@H]2C(=C(C(=0)N2CCCn3cenc3)[0-])C(=0) cdecSececc5od

7INC08897840 | 2.31 13.89 4542 1 7 1 428468 7 clccc(ccl) [C@H]2[C@@H](C(=0)C(=0)N2CCCn3cc[nH+]c3)C(=0)chcc5cccccbo
ZINC08897840 | 3.34 12.73 4711 2 7 1 428.468 6 clcec(cc1)[C@H]2/C(=C(\c3ccheccec403)/0)/C(=0)C(=0)N2CCCn5ccnH+]c5
ZINC08897840 | 2.31 1337 -19.04 0 7 0 427.46 7 clccc(ccl) [C@H]2[C@@H](C(=0)C(=0)N2CCCn3cenc3)C(=0)cccseccec5o4
7ZINC08897840 | 3.34 1221 21.77 1 7 0 42746 6 clcce(cel) [C@H]2/C(=C(\c3cchcccec403)/0)/C(=0)C(=0)N2CCCn5eencs
7INC08897840 | 2.9 12,59 -75.65 1 7 0 427.46 7 clccc(ccl) [C@H]2C(=C(C(=0)N2CCCn3cc[nH+]c3)[0-])C(=0)chcceccecs o4
ZINC08441281 | 4.66 019 17.23 2 7 0 506.606 8 Cclcec(cel)C(=0)N/C(=C\c2en(nc2c3cccec3)ceceecd) /C(=0)NC[C@@H]5CCCO5
7INC02063926_| 8.42 237 1021 0 7 0 543.689 10 CCCCCCCN1c2eccee2/C(=¢/3\c(=0)n4c(=NC(=C([C@H]4c5cceec5)C(=0)0CC)C)s3)/C1=0
7INC08897821 | 2.9 12.11 6401 0 7 1 426452 7 clcce(cel) [C@@H]2C(=C(C(=0)N2CCCn3cenc3)[0-])C(=0)chec5eccec5od
ZINC08897821 | 3.34 12.72 ~47.09 2 7 1 428.468 6 clccc(ccl)[C@@H]2/C(=C(\c3cchccccc403)/0) /C(=0)C(=0)N2CCCn5cc[nH]c5
ZINC08897821 | 3.34 1221 21.89 1 7 0 42746 6 clcec(cc])[C@@H]2/C(=C(\c3cchccecc403)/0)/C(=0)C(=0)N2CCCn5cencs
7INC08897821 | 2.9 12,59 75.7 1 7 0 427.46 7 clccc(ccl) [C@@H]2C(=C(C(=0)N2CCCn3cc[nH+]c3)[0-])C(=0)ccc5ecccc504
7INC02063928 | 8.42 2.49 1022 0 7 0 543.689 10 CCCCCCCNTc2cccec2/C(=c/3\c(=0)n4c(=NC(=C([C@@H]4c5cceec5)C(=0)0CC)C)s3)/C1=0
ZINC08441279 | 7.33 0.35 1838 2 5 0 497.422 6 Cclcec(cc1)C(=0)N/C(=C\cZcce(02)c3ec(cec3Cl)Cl) /C(=0)NCACCCCCA

ZINC08441278 6.12 0.22 -12.46 1 7 0 539.638 7 Cclcec(ccl)CSc2nne(s2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbeeccchd
ZINC08441278 5.54 0.06 -13.49 0 7 0 539.638 7 Cclcec(ce1)CSc2nnc(s2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5cecccc504)cbeccechd
ZINC08441277 | 6.46 028 1313 2 6 0 523427 7 COclcce(cc1)C(=0)N/C(=C\c2ccc(02)c3ccc(ce3)Br)/C(=0)NC4CCCCCA

ZINC08441276 | 4.71 2.83 -14.63 0 7 0 454.529 6 CC1=C([C@H](n2¢(=0)/c(=C\c3cccs3)/sc2=N1)ckcce(ccd)0C(=0)C)C(=0)0C
ZINC08441272_| 6.12 0.14 1249 1 7 0 539.638 7 Cclcec(ce1)CSc2nnc(s2)N3[C@@H] (C(=C(C3=0)0)C(=0)céec5ceccc504)cbeccech
ZINC08441272 5.54 -0.03 -14.45 0 7 0 539.638 7 Cclcee(ce1)CSc2nne(s2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbeccecd
7INC08441271 | 6.6 417 12.84 0 6 0 450.56 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccco3)/s2)[C@H]1cccc(cc4)C(CY(C)C)C
ZINC08441270 | 5.79 0.64 1331 1 7 0 543.601 7 clcce(cc1)CSc2nnc(s2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5eccec504)cbeccccbF,
7ZINC08441270 | 5.2 0.46 1329 0 7 0 543.601 7 clece(ccl)CSc2nnc(s2)N3[C@H] ([C@@H](C(=0)C3=0)C(=0)ccc5ecccc504)cbeccec6F
ZINC08441269 | 6.6 416 1282 0 6 0 450.56 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccco3) /s2) [C@@H] Ic4ccc(cc4)C(C) (C)C)C
7INC08441268 | 5.89 0.74 1293 0 6 0 514416 7 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckeccecBr
ZINC08441268 | 6.08 007 1227 0 6 0 514.416 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(03)COckcccccdBr
7INC08441268 | 5.89 0.94 1442 0 6 0 514416 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(03)COckcccccdBr)(C)C)C
ZINC08441267 5 1.67 345 1 8 0 459.502 6 CC1CCN(CC1)C(=0)/C(=C\c2ccc(02)c3cccce3[N+](=0)[0-])/NC(=0)chccccck
7INC08441266 | 4.76 146 -33.83 1 8 0 445475 6 clccc(cc1)C(=0)N/C(=C/c2ccc(02)c3cccec3[N+](=0)[0-])/C(=0)N4CCCCCA
ZINC08441265 5.79 0.67 -13.35 1 7 0 543.601 7 clecc(cc1)CSc2nne(s2)N3[C@@H] (C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbeccccb6F
7ZINC08441265 | 5.2 049 1334 0 7 0 543.601 7 clcce(cel)CSc2nne(s2)N3[C@@H] ([C@H](C(=0)C3=0)C(=0)cec5ccccc5o4)cbececc6F
7INC08441264 | 543 0.44 11.29 2 5 0 429.303 5 Cclcec(cel)C(=0)N/C(=C\c2cec(02)c3cc(cce3C)CI/C(=0)NC

7INC08441263 | 7.23 1.01 1191 2 5 0 519.428 8 Cclcee(ccl)C(=0)N/C(=C\c2ccc(02)c3ec(cec3Cl)Cl) /C(=0)NCCchececcd

ZINC08441262_| 5.89 0.91 1162 0 6 0 514.416 7 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckcccecBr
7INC08441262 | 6.08 034 1447 0 6 0 514416 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ecc(03)COcheccecdBr
7INC08441262 | 5.89 0.63 1682 0 6 0 514.416 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(03)COckccccc4Br)(C)C)C
7INC08441261 | 5.77 ~0.04 1333 1 8 0 568.68 8 CN(C)cTece(cel)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCeAcccecd)0)C(=0) c5ecbecccc605
ZINC08441260 5.63 1.05 -13.05 2 6 0 481.335 7 clcec(cc1)C(=0)N/C(=C\c2ccc(02)c3cec(cc3Cl)Cl) /C(=0)NCc4cccod

ZINC08441259 | 4.25 74 1061 2 7 0 425.268 7 CCI=C([C@H](NC(=0)N1)c2ccc(02)c3ec(cec3CI)CI)C(=0)0CCOC

ZINC08441258 5.77 0.02 -13.36 1 8 0 568.68 8 CN(C)clcee(ccl)[C@@H] 2C(=C(C(=0)N2c3nnc(s3)SCc4cccecc4)0)C(=0)c5ccbeccec605
ZINC08441257 | 4.25 74 1077 2 7 0 425268 7 CC1=C([C@@H](NC(=0)NT)c2cce(02)cBec(ccc3C)CIC(=0)0CCOC

ZINC02063893 6.78 0.73 -13.72 2 5 0 505.401 8 clcec(cc1)CCNC(=0)/C(=C/c2ccc(02)c3ccc(cc3C)Cl) /NC(=0)c4cccecd

ZINC02063891 | 5.65 07 13.04 2 5 0 44333 6 CC(C)NC(=0)/C(=C/clccc(ol)c2cec(cc2CCl)/NC(=0)c3eccec3

ZINC08441255 6.97 0.89 -14.64 1 9 0 641.771 12 CC(C)CCOclcec(cc10C)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCc4cccccd)0)C(=0)c5ccbecccc605




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08441255 6.39 0.67 -17.3 0 9 0 641.771 12 CC(C)CCOclcec(cc10C)[C@H]2[C@H](C(=0)C(=0)N2c3nnc(s3)SCc4ccccc4d)C(=0)c5ccbececc605
ZINC02677884 6.13 0.72 -13.01 2 5 0 470.956 8 cleec(cc1)CCNC(=0)/C(=C/c2ccc(02)c3ccccc3Cl) /NC(=0)c4cccecd

ZINC08441254 | 6.35 126 119 0 6 0 496.003 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COckcccccdCl)0C)C(=0)CC(C2)(C)C
7INC08441254 | 6.35 147 -14.88 0 6 0 496.003 7 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cce(c(c3)COckeccec4Cl)OC)C(=0)0C
ZINC08441254 | 6.53 2.57 124 0 6 0 496.003 7 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(c(c3)COc4ccccc4Cl)0C)C(=0)0C)C
7INC08441254 | 6.53 135 1258 0 6 0 496.003 7 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(c(c3)COckecccc4Cl)OC)C(=0)0C)C
ZINC08441253 | 6.97 0.86 14.62 1 9 0 641.771 12 CC(C)CCOCTcec(cc10C) [C@@H] 2C(=C(C(=0)N2c3nnc(s3)SCeAcccccd)0)C(=0)c5ecbececc6o5
7INC08441253 | 6.39 0.65 17.37 0 9 0 641.771 12 CC(C)CCOcTcce(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCcécccce) C(=0)c5ecbecccc605
ZINC08441252 5.72 0.49 -17.65 2 5 0 456.929 7 clcec(cc1)CNC(=0)/C(=C\c2ccc(02)c3ccccc3Cl) /NC(=0)c4cccecd

ZINC08441251 | 7.32 0.08 -14.03 1 8 0 631.735 10 clcce(ce1)COc2cec(cc2) [C@H]3C(=C(C(=0)N3c4nnc(s4)SCc5ccccc5)0)C(=0)cbec7ceccc7o6
ZINCOB441251 | 6.74 011 -16.03 0 8 0 631.735 10 clcce(ce1)COc2ecc(cc2) [C@H]3[C@H] (C(=0)C(=0)N3c4nnc(s4)SCc5cccee5) C(=0)cbec7 ccccc 706
ZINC08441250 | 6.64 2.09 1623 0 5 0 450.947 5 CC1=C([C@H](n2¢(=0)/c(=C\C=C\c3cccee3) /sc2=N1)ckeccecdCl)C(=0)0C

7INC02063871 | 6.53 2.14 1056 0 7 0 487.581 6 CCCCN1c2cccee2/C(=¢/3\c(=0)n4c(=NC(=C([C@H]4c5cceec5)C(=0)0C)C)s3)/C1=0
7INC08441248 | 7.32 0.08 141 1 8 0 631.735 10 clcce(cel)COc2ece(ce2) [C@@H]3C(=C(C(=0)N3c4nnc(s4)SCc5eceec5)0)C(=0)cbecT cecee7o6
ZINC08441248 6.74 -0.1 -16.18 0 8 0 631.735 10 clecc(cc1)COc2ecc(ce2) [C@@H]3[C@@H](C(=0)C(=0)N3c4nnc(s4)SCc5cccec5)C(=0)cbec7ccccc706
7INC02063873 | 6.53 214 1051 0 7 0 487.581 6 CCCCNIc2cccec2/C(=¢/3\c(=0)n4c(=NC(=C([C@@H]4c5cccec5)C(=0)0C)C)s3)/C1=0
ZINC08441247 6.37 0.38 -13.08 1 8 0 581.675 10 C=CCOclccc(cc1)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccccc4)0)C(=0)c5ccbecccc605
ZINC08441247 | 5.79 0.19 -15.06 0 8 0 581.675 10 C=CCOclccc(cc1)[C@H]2[C@H](C(=0)C(=0)N2c3nnc(s3)SCe4cccccd) C(=0)c5ecbeeccc605
7INC02278020 | 5.12 191 1353 0 9 0 519.579 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/3\c4cccccdN(C3=0)C) /s2) [C@@H] 1c5ccc(c(c5)0C)0C)C
7INC08441246 | 6.35 135 11.99 0 6 0 496.003 7 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COckccccc4Cl)OC)C(=0)CC(C2)(C)C
ZINC08441246 | 6.53 141 1239 0 6 0 496.003 7 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3cce(c(c3)COckccccc4COC)C(=0)0C)C
7INC08441246 | 6.35 129 15.06 0 6 0 496.003 7 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c3)COckecccc4COC)C(=0)0C
ZINC08441246 | 6.53 2.73 -13.83 0 6 0 496.003 7 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccc(c(c3)COckccccc4C)OC)C(=0)0C)C
7INC02282020 | 4.2 097 1827 2 9 0 502.552 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/3\c4cccccdN(C3=0)CC(=0)N)/s2)[C@H]1c5ceecc5)C
7INC02282022 | 4.2 1.09 -18.35 2 9 0 502.552 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/3\c4cccccdN(C3=0)CC(=0)N)/52)[C@@H] 1 c5ccecc5)C
ZINC08441245 7.25 2.57 -15.21 0 5 0 532.665 3 CCnlc(=0)/c(=C\C=C\2/C(c3cc(ccc3N2C)c4cccec4)(C)C)/sc1=C5C(=0)c6ecccc6C5=0
ZINC08441244 6.37 0.36 -13.11 1 8 0 581.675 10 C=CCOclccc(ccl)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCc4cccccd)0)C(=0)c5ccbececc605
7INC08441244 | 5.79 0.17 15.04 0 8 0 581.675 10 C=CCOclccc(cc)[C@@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCedcccec4)C(=0)c5echeccec605
ZINC06474045 6.18 -1.4 -11.36 1 5 0 487.401 4 clcec(ccl)c2c3cc(cec3nc(n2)Ne4cee(cc4)C(=0)NSCCCCC5)Br

7INC08441243 | 53 0.82 14.78 1 10 0 615.689 10 COclcc(ce(c10C)0C) [C@H]2C(=C(C(=0)N2c3nnc(s3)SCcéccccc4)0)C(=0)c5ecbeceec6o5
7INC08441243 | 4.72 0.85 1592 0 10 0 615.689 10 COclcc(cc(c10C)0C) [C@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCedccceed)C(=0)c5ecbeccec605
ZINC08441242 | 7.51 07 9.77 0 6 0 588.926 8 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)CIN=C1C)c3cec(c(c3)COckece(cc4Br)CI)OC
ZINC08441242_| 7.69 048 1021 0 6 0 588.926 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)COckccc(cc4Br)COC
ZINC08441242 | 7.51 0.62 1333 0 6 0 588.926 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(c(c3)COckccc(cc4Br)CHOC)(C)C)C
ZINC08441241 53 0.71 -15.82 1 10 0 615.689 10 COclce(cc(c10C)0C) [C@@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccccc4)0)C(=0)c5ccbecccc605
7INC08441241 | 4.72 05 1791 0 10 0 615.689 10 COclce(ce(c10C)0C) [C@@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCcAccccc4)C(=0)c5ecbececc605
ZINC00851613 | 4.79 0.65 -10.16 0 8 0 465.872 4 Cnlc2c(nc10c3ccc(c4c3nccc4)Cl)n(c(=0)n(c2=0)Cc5ccc(cc5)F)C

ZINC00851613 | 4.79 1.02 3534 1 8 1 466.88 4 Cnlc2c([nH+]c10c3ccc(c4c3ncecd)Cln(c(=0)n(c2=0)Cc5ece(cc5)F)C

ZINC00851292 | 5.39 0.26 -10.36 0 6 0 447347 4 Cnlc2c(c(=0)n(c1=0)C)n(c(n2)Sc3cccee3)Cedece(c(c4)CI)CL

7ZINC00851292 | 5.39 0.49 3602 1 6 1 448355 4 Cnlc2c(c(=0)n(c1=0)C)n(c([nH+]2)Sc3cccec3) Cedece(c(c4)CCI

ZINC00851289 | 4.91 -1.12 -8.83 0 9 0 475.288 4 Cnlc2c(c(=0)n(c1=0)C)n(c(n2)0c3ccc4c(c3)0C04)Cc5ccc(cc5CI)CL

7ZINC00851289 | 4.91 026 3402 1 9 1 476.296 4 Cn1c2¢(c(=0)n(c1=0)C)n(c([nH+]2)0c3cccc(c3)0C04) Ceseec(cc5Cl)Cl

7INC08441240 | 6.59 03 1225 1 7 0 553.665 8 CCclccc(ccl)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCedcccecd)0)C(=0)c5ecbeecec605
7INC08441240 | 6 0.14 1329 0 7 0 553.665 8 CCclcce(cel) [C@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCc4cccecd) C(=0)c5ecbececc605
7INC08441239 | 4.05 2.58 16.54 1 8 0 435.259 6 clecc(c(cl)c2nnc(02)SCC(=0)Ne3cec(ce3)[N+](=0)[0-])Br

ZINC08441238 | 7.51 0.89 1018 0 6 0 588.926 8 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)COckccc(cc4Br)CI)OC
7INC08441238 | 7.51 0.53 1286 0 6 0 588.926 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(c(c3)COchcec(cc4Br)CI)OC)(C)C)C
7INC08441238 | 7.69 039 1043 0 6 0 588.926 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBecc(c(c3)COckccc(cc4Br)CI)OC
ZINC00851197 | 4.03 2.59 20.36 1 8 0 435.259 6 clecc(c(c1)c2nnc(02)SCC(=0)Ne3ceec(c3)[N+](=0)[0-])Br

7INC08441237 | 6.76 2.08 17.99 0 5 0 498.435 4 Cclcec(ccl)NZCCN(CC2)C3=NC(=0)/C(=C\c4ccc(o4)c5ec(cecsCl)Cl)/S3

ZINC08441236 6.59 0.36 -12.28 1 7 0 553.665 8 CCclcec(ccl)[C@@H] 2C(=C(C(=0)N2c3nnc(s3)SCc4cccccd)0)C(=0)c5ccbecccc605
ZINC08441236 | 6 0.17 1416 0 7 0 553.665 8 CCclcee(cc]) [C@@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCcécccced)C(=0)cSecbeeccc605
7INC08441234 | 4.69 0.19 64.15 1 8 1 47555 6 clcec(cel)C[NH+]2CCN(CC2)C3=NC(=0)/C(=C\cdccc(o4)c5ece(cc)[N+] (=0)[0-])/S3
7INC08441232 | 543 1.76 22,99 0 8 0 474542 5 Cclcec(cc1)N2ZCCN(CC2)C3=NC(=0)/C(=C\chccc(o4)c5ece(ccs)[N+](=0)[0-])/S3
ZINC08441231 6 3.75 -12.03 0 6 0 503.517 8 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckccec(c4)C(F)(F)F
7INC08441231 | 6.19 2.79 1253 0 6 0 503.517 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(03)COckecce(c4)C(F) (F)F
ZINC08441231 6 3.82 141 0 6 0 503.517 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(03)COckcccc(c4)C(F)(F)F)(C)C)C
ZINC08441230 | 5.39 -1.58 1441 2 9 0 585.663 9 CCOclcc(cce10)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCedcccccd)0)C(=0)c5ecbececc605
ZINC08441230 4.8 -1.79 -16.94 1 9 0 585.663 9 CCOclcc(cecl10)[C@H]2[C@H](C(=0)C(=0)N2c3nnc(s3)SCc4ccccc4) C(=0)c5ccbeeecc605
7INC08441229 | 5.41 175 22.95 0 8 0 474542 5 Cclcccc(c1)N2ZCCN(CC2)C3=NC(=0)/C(=C\chccc(o4)c5ece(ccs)[N+] (=0)[0-])/S3
ZINC05013440 3.05 0.08 -44.79 2 3 1 250.362 5 COclcec(cc10C)C[NH2+]C2CCCCC2
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ZINC08441228 5.39 -1.57 -14.42 2 9 0 585.663 9 CCOclcc(cecl10)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccccc4)0)C(=0)c5ccbeccec605
7INC08441228 | 4.8 179 1683 1 9 0 585.663 9 CCOclcc(ccel0)[C@@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCe4cceccd) C(=0)c5ecbececc605
ZINC08441227 6 3.73 1159 0 6 0 503.517 8 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckeccc(c4)C(F) (F)F
7INC08441227 | 6.19 2.44 1413 0 6 0 503.517 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBecc(03)COchecce(c4)C(F) (F)F
ZINC08441227 6 3.46 -16.65 0 6 0 503.517 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(03)COc4cccc(c4)C(F)(F)F)(C)C)C
ZINC02380267 1.71 -0.13 -54.29 2 4 1 273356 7 COclccc(cc10C)CC[NH2+]Cc2ccenc2

7INC05313299 | 1.21 6.68 53.49 3 10 1 494.37 6 Cnlc2c(c(=0)[nH]c1=0)n(c(n2)N3CC[NH+](CC3)C)C[C@H] (COckccc(cc4)Br)O
7ZINC05313299 | 1.21 712 11606 4 10 2 495.378 6 Cnlc2c(c(=0)[nH]c1=0)n(c([nH+]2)N3CC[NH+](CC3)C)C[C@H](COc4ccc(cc4)Br)O
7INC05313297 | 1.21 6.64 56.35 3 10 1 494.37 6 Cnic2c(c(=0)[nH]c1=0)n(c(n2)N3CC[NH+](CC3)C)C[C@@H](COchcec(ccd)Br)O
7INC05313297 | 1.21 7.09 ~118.02 4 10 2 495378 6 Cnlc2c(c(=0)[nH]c1=0)n(c([nH+]2)N3CC[NH+](CC3)C)C[C@@H](COc4ccc(cc4)Br)O
7INC05313283 | 1.32 9.09 53.1 2 9 1 462328 4 Cnlc2c(c(=0)[nH]c1=0)n(c(n2)N3CC[NH+](CC3)C)CC(=0)chccc(ccd)Br

7INC05313283 | 1.32 9.57 114.72 3 9 2 463.336 4 Cnlc2c(c(=0)[nH]c1=0)n(c([nH+]2)N3CC[NH+](CC3)C)CC(=0)c4ccc(ccd)Br
ZINC08441224 | 6.86 0.85 1127 0 6 0 554.481 8 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)COckccccc4Br)OC
7INC08441224 | 6.86 0.77 1474 0 6 0 554.481 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(c(c3)COckccccc4Br)OC)(C)C)C
ZINC08441224 | 7.04 -0.33 1145 0 6 0 554.481 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)COckccccc4Br)OC
7ZINC05313280 | 0.92 1057 6212 2 11 1 400.419 4 Cnlc2c(c(=0)[nH]c1=0)n(c(n2)N3CC[NH+](CC3)C)Cedecc(ccd) [N+](=0)[0-]
7INC05313280 | 0.92 8.19 12.35 1 11 0 399411 4 Cnlc2c(c(=0)[nH]c1=0)n(c(n2)N3CCN(CC3)C)Cedecc(ced) [N+] (=0)[0-]

ZINC08441223 | 4.1 0.51 -56.08 0 7 1 450.902 6 Cclcce2ec(c(ne2c1)C)[C@H]3CC(=NN3C(=0)CCC(=0)[0-])checc(cc4)OC

ZINC08441222 7.26 0.69 -14.78 1 9 0 641.771 13 CCCCCOclcee(cc10C)[C@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccccc4)0)C(=0)c5ccbeeeccc605
7INC08441222_| 6.68 0.48 1741 0 9 0 641.771 13 CCCCCOcIcec(cc10C) [C@H]2[C@H](C(=0)C(=0)N2c3nnc(s3)SCcécccccd) C(=0)cbechbeeecc605
7INC08441221 | 4.1 0.44 -55.84 0 7 1 450.902 6 Cclccc2ec(c(ne2c1)Cl)[C@@H]3CC(=NN3C(=0)CCC(=0)[0-])checc(cc4)0C
ZINC00970966 | 3.44 2.12 1426 0 8 0 470.476 9 Cn1c2¢(c(=0)n(c1=0)C)n(cn2)C[C@H](COCc3ccecc3F)OCc4cccecdF

7INC00970966 | 3.44 2.41 ~47.02 1 8 1 471.484 9 Cnlc2c(c(=0)n(c1=0)C)n(c[nH+]2)C[C@H](COCc3cccee3F) OCchcceccd R

ZINC00970965 | 3.44 3.02 -16.08 0 8 0 470.476 9 Cnlc2¢(c(=0)n(c1=0)C)n(cn2)C[C@@H](COCc3cccce3F)0Cc4cccecAF

7INC00970965 | 3.44 33 54.62 1 8 1 471.484 9 Cnic2c(c(=0)n(c1=0)C)n(c[nH+]2)C[C@@H](COCc3cccee3F)OCchcccecdF
ZINC08441220 | 6.86 1.03 11.59 0 6 0 554.481 8 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=CIC)cBecc(c(c3)COckccecc4Br)OC
7INC08441220 | 6.86 0.68 14.34 0 6 0 554.481 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H] T c3ccc(c(c3)COchcccccdBr)0C) (C)C)C
ZINC08441220 | 7.04 024 11.72 0 6 0 554.481 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBecc(c(c3)COckcceccBr)OC
7INC00970964 | 3.54 176 14,61 0 8 0 470.476 9 Cnlc2c(c(=0)n(c1=0)C)n(cn2)C[C@H](COCc3cce(ce3)F)0Cchcec(cc)F

7ZINC00970964 | 3.54 2.01 5836 1 8 1 471.484 9 Cnlc2c(c(=0)n(c1=0)C)n(c[nH+]2)C[C@H](COCc3cec(cc3)F)OCc4cec(cch)F
ZINC08441219 7.26 0.67 -14.73 1 9 0 641.771 13 CCCCCOclcce(cc10C)[C@@H]2C(=C(C(=0)N2c3nnc(s3)SCc4ccceccd)0)C(=0)c5ccbecccc605
7INC08441219 | 6.68 0.45 1743 0 9 0 641.771 13 CCCCCOclcee(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2c3nnc(s3)SCe4cccccd) C(=0)c5ecbececc605
7INC00970963 | 3.54 2.73 -17.58 0 8 0 470.476 9 Cnlc2c(c(=0)n(c1=0)C)n(cn2)C[C@@H](COCc3ccc(ce3)F)OCchcce(ccA)F
ZINC00970963 | 3.54 3.01 -59.66 1 8 1 471484 9 Cnlc2c(c(=0)n(c1=0)C)n(c[nH+]2)C[C@@H](COCc3ccc(cc3)F)OCchccc(cch)F
ZINC00850367 | 4.43 2.4 14.49 1 8 0 449.286 6 Cclcec(cc1[N+](=0)[0-])NC(=0)CSc2nnc(02) c3ccccc3Br

7INC08441218 | 5.19 2,07 13.67 2 8 0 541.61 7 clcce(cel)CSe2nne(s2)N3[C@H](C(=C(C3=0)0)C(=0)cAcceccec5o4)cbeec(cc6)0
ZINC08441218 | 4.61 -2.26 -15.86 1 8 0 541.61 7 clcee(cc1)CSc2nne(s2)N3[C@H] ([C@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbecc(cc6)0
7INC08441217 | 6.26 2.45 9.15 0 6 0 493575 8 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)CIN=C1C)c3cec(c(c3)0C) COchecc(ccd)F
ZINC08441217 | 6.44 151 1045 0 6 0 493.575 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cce(c(c3)0C)COckecc(ccd)F
7INC08441217 | 6.26 2.43 1236 0 6 0 493575 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]Lc3ccc(c(c3)0C)COckccc(cc)F)(C)C)C
ZINC02063825 7.14 -0.78 -9.05 1 5 0 429.907 3 clccc2c(cl)-c3c4c(c(cc(c4no3)N5CCCCC5)Ne6ece(cc6)Cl)C2=0

7ZINC08441216 | 5.19 -2.09 1371 2 8 0 541.61 7 clece(cel)CSc2nnce(s2)N3[C@@H](C(=C(C3=0)0)C(=0)c4cc5ceccc504)cbeee(cc6)0
ZINC08441216 | 4.61 -2.28 -15.94 1 8 0 541.61 7 clcee(ce1)CSc2nne(s2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)c4cc5ccccc504)cbeee(cc6)0
ZINC13196185 8.45 12.15 -9.15 2 5 0 443.934 4 clccc2e(c1)-c3c4c(c(cc(c4no3)NC5CCCCC5)Ne6bece(ce6)Cl)C2=0

ZINC08441215 5.73 10.9 -33.47 2 6 0 506.583 6 clcec(ccl)/C=C/C(=0)Nc2cc3c(cc2)-c4c(cc(cc4)NC(=0)/C=C/c5ccccc5)S3(=0)=0
ZINC08441212 4.62 -0.26 -7.01 1 6 0 364.515 10 CCCCCCCCScInc2¢(n1CC(=C)C)c(=0)[nH]c(=0)n2C

7INC08441212 | 4.62 20.01 35.72 2 6 1 365.523 10 CCCCCCCCScl[nH+]c2¢(n1CC(=C)C)c(=0) [nH]c(=0)n2C

ZINC08441211 | 6.26 2.46 9.15 0 6 0 493575 8 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cce(c(c3)0C)COchecc(cch)F
ZINC08441211 | 6.44 128 1001 0 6 0 493.575 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cec(c(c3)0C)COckecc(cc)F
ZINC08441211 | 6.26 2.19 1208 0 6 0 493575 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(c(c3)0C)COcdccc(ccA)F)(C)C)C
ZINC08441210 | 4.11 0.38 7.02 1 6 0 350.488 9 CCCCCCCScinc2¢(n1CC(=C)C)c(=0) [nH]c(=0)n2C

ZINC08441210 | 4.11 013 -35.65 2 6 1 351.496 9 CCCCCCCScl[nH+]c2¢(n1CC(=C)C)c(=0)[nH]c(=0)n2C

ZINC08441209 6.46 -0.87 -12.84 1 7 0 604.507 7 cleec(ce1)CSc2nnc(s2)N3[C@H](C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbecce(c6)Br
ZINC08441209 | 5.87 103 14.63 0 7 0 604.507 7 clcce(cc1)CSc2nne(s2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cc5eccec504) cbecec(c6) Br
ZINC02063810 | 3.88 20.93 37.82 2 4 1 474.628 7 CC(C)(C)clecc(ccl)Cn+]2c3cccce3n(c2N)CC(=0) checc(ccd)c5eccecs

ZINC08441208 | 6.46 ~0.87 1292 1 7 0 604.507 7 clece(ce1)CSc2nnc(s2)N3[C@@H](C(=C(C3=0)0)C(=0)ccc5ccccc504)cbecec(c6)Br
ZINC08441208 5.87 -1.05 -15.87 0 7 0 604.507 7 clecc(cc1)CSc2nne(s2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4cc5ceccc504)cbeccc(c6)Br
ZINC08441207 | 55 0.92 1093 0 7 0 477557 9 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cec(c(c3)0C)COchecc(ccd)0C
ZINC08441207 | 5.68 036 1234 0 7 0 477.557 9 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)0C)COckecc(cc4)0C
ZINC08441207 | 55 0.57 153 0 7 0 477.557 9 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] Lc3cec(c(c3)0C)COcdece(cc4)0C)C
7INC08441206 | 5.67 0.1 1246 1 7 0 525.611 7 clcce(cc1)CSc2nnc(s2)N3[C@H](C(=C(C3=0)0)C(=0)c#cceccccs04)checeech
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ZINC08441206 | 5.09 -0.29 -14.36 0 7 0 525.611 7 clcce(cc1)CSc2nnc(s2)N3[C@H] ([C@H] (C(=0)C3=0)C(=0)c4cc5ccccc504)cbeceech
ZINC02063808 | 3.9 048 246 1 11 0 547.593 8 Cclnc2c(c3¢(s2)CCCC3)c(=0)n1/N=C/c4ccc(c(c4)0C)OCC(=0)Ne5ecee(c5) [N+](=0)[0-]
ZINC08441204 5.67 -0.12 -12.51 1 7 0 525.611 7 clecc(cc1)CSc2nnc(s2)N3[C@@H] (C(=C(C3=0)0)C(=0)c4cc5ccccc504)cbeccechd
ZINC08441204 | 5.09 031 1435 0 7 0 525.611 7 clccc(cc1)CSc2nnc(s2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)ccc5ceccc504)cbeccect
ZINC08441203 6.25 3.87 -14.98 1 6 0 549.574 9 COclcec(cc10C)c2ec(ne(c2C#N)SCC(=0)Nc3cccec3C(F)(F)F)c4cccecd

ZINC08441202 | 55 0.93 -10.82 0 7 0 477.557 9 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cee(c(c3)0C)COchecc(ccd)OC

ZINC08441202_| 5.68 034 1283 0 7 0 477.557 9 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)0C) COckecc(ccd)0C

ZINC08441202 | 55 0.57 15 0 7 0 477557 9 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3ccc(c(c3)0C)COckeec(cc4)0C)C
ZINC00702947 | 4.71 023 1146 1 7 0 492.94 5 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3cchccccctod)c5ecec(c5)C)C(=0)C
7INC00702947 | 412 039 1205 0 7 0 492.94 5 Cclc(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cceccecdo3)c5eece(c5)CI)C(=0)C
ZINC08441201 6.23 2.32 -17.7 1 6 0 509.631 8 Cclcce(c(c1)NC(=0)CSc2c(c(cc(n2)c3cccce3)cecc(c(c4)0C)0C)C#N)C

ZINC08441199 | 8.71 3.98 -8.28 0 2 0 448.635 6 Cclcec(cel)CSc2e(c(ce(n2)c3cccec3)ceec(cc4) C(C) (C)C)CAN

ZINC00702948 | 4.71 -0.15 1231 1 7 0 492.94 5 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3ccdccccc4o3)cbecec(c5)CC(=0)C
7ZINC00702948 | 4.12 033 15 0 7 0 492.94 5 Cclc(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cchcccccdo3)ceeec(c5)CHC(=0)C
ZINC08441197 6.63 -0.7 -12.37 3 6 0 509.631 6 Cclcec(c(c1)NC(=0)c2c(c3c(cc(ne3s2)c4cccecd)c5eee(c(c5)0C)0C)N)C

ZINC00702945 | 4.16 0.1 12.63 1 8 0 501.564 6 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3cchcccecdo3)csecc(cc5)N(C)C)C(=0)C
ZINC08441196 7.81 3.74 -13.16 0 3 0 462.618 7 CC(C)(C)c1cec(ccl)c2ec(nc(c2C#N)SCC(=0)c3ccccc3)c4cccccd

ZINC00702946 | 4.16 -0.22 1275 1 8 0 501.564 6 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3ccecccc4o3)c5eec(ccs)N(C)C)C(=0)C
ZINC08441195 | 6.82 1.84 -18.06 1 7 0 590.126 10 CCOC(=0)cIc(c(scINC(=0)CSc2c(c(cc(n2)c3cecced) checccc4Cl) CEN)C(=0)C)C
7INC08441193 | 5.57 0.69 11.38 1 7 0 500.576 6 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3cchcccccdo3d)csecc(cc5)C(C)CIC(=0)C
ZINC08441193 | 4.98 0.54 1228 0 7 0 500.576 6 Cclc(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cchcccccdo3)c5eec(cc5)C(C)C)C(=0)C
ZINC08441192 | 7.51 2.4 17.05 1 6 0 537.685 9 CC(C)(C)clcce(cel)c2ec(ne(c2CHN)SCC(=0)Ne3ec(cec30C)OC) chececcd

ZINC08441191 8.29 2.89 -14.81 1 4 0 505.687 7 Cclcc(cc(c1)NC(=0)CSc2c(c(cc(n2)c3cccce3)c4ccc(cc4)C(C)(C)C)C#N)C

ZINC08441190 | 7.03 2.06 1514 1 4 0 463.606 6 Cclecc(ccl)c2ec(nc(c2C#N)SCC(=0)Ne3ec(cc(c3)C)C)checccck

ZINC08441189 | 7.77 212 15.46 1 4 0 499.639 6 Cclccc(cel)c2ec(nc(c2C#N)SCC(=0)Nc3c(cecdc3ccccd)C)c5eccecs

7INC08441188 | 5.57 0.8 1141 1 7 0 500.576 6 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cceccecdo3)c5eec(ccs)C(C)C)C(=0)C
ZINC08441188_| 4.98 0.62 132 0 7 0 500.576 6 Cclc(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cccccccdold)c5ece(cc5)C(C)C)C(=0)C
ZINC08441187 6.55 291 -13.47 0 3 0 420.537 6 Cclcce(ccl)c2ec(ne(c2C#N)SCC(=0)c3cccce3)c4cccecd

7INC08441186 | 7.68 177 713 0 1 0 426.17 2 clec(c(cclCl)Cl)/C=C/2\CCCC/C(=C/c3ccc(cc3C)Cl)/C2=0

7INC08441184 | 5.61 1.65 9.89 0 6 0 465521 8 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cec(c(c3)0C)COckece(ccd)F,

7INC08441184 | 5.61 13 -14.03 0 6 0 465.521 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] c3ccc(c(c3)0C)COckecc(cc4)F)C

7INC08441184 | 5.79 0.38 1121 0 6 0 465.521 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)0C)COc4cce(ccd)F

ZINC08441183_| 4.36 197 1273 2 9 0 583.416 6 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3cchccccc4o3)c5ec(c(c(c5)Br)0)0C)C(=0)C
7INC08441183 | 3.77 219 14.63 1 9 0 583.416 6 Cclc(sc(n1)N2[C@H]([C@H](C(=0)C2=0)C(=0)c3ccéecccco3)c5ec(c(c(c5)Br)0)0C)C(=0)C
ZINC08441181 | 4.36 224 1325 2 9 0 583.416 6 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cchccccc4o3)c5ec(c(c(c5)Br)0)OC)C(=0)C
7INC08441181 | 3.77 246 14.76 1 9 0 583.416 6 Cclc(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cchcccccdo3)c5ec(c(c(c5)Br)0JOC)C(=0)C
ZINC08441179 | 5.61 167 9.76 0 6 0 465.521 8 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3ccc(c(c3)0C)COckccc(ccd)F

ZINC08441179 | 5.61 131 1375 0 6 0 465521 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cec(c(c3)0C)COcdecc(ccA)F)C

ZINC08441179 | 5.79 0.39 1163 0 6 0 465.521 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cec(c(c3)0C)COckecc(ccd)F

ZINC08441178 7.7 -146 -9.25 3 4 0 484.024 5 CCclcceccINC(=0)c2¢(c3c(cc(ne3s2)c4cccced)cSeec(cc5)CIN

ZINC00702941 5.29 139 -15.73 1 9 0 594.645 9 Ccle(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3cc4ccccc403)c5ecc(c(c5)0C)0Ccbeccec6)C(=0)C
ZINC00702941 | 471 14.74 1831 0 9 0 594.645 9 Cclc(sc(n1)N2[C@H]([C@H](C(=0)C2=0)C(=0)c3ccéeccccdod)c5ece(c(c5)0C)0Cc6eccec6)C(=0)C
ZINC00852503 | 4.79 4,68 -8.96 3 6 0 456.786 7 Celccec(c1)NCe2ne([nH]n2)SCC(=0)Ne3c(ce(cc3CI)CHCl

ZINC00702942_| 5.29 13.87 1576 1 9 0 594.645 9 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3ccéecccco3)c5eee(c(c5)0C)0Cc6eeccc6)C(=0)C
ZINC00702942 4.71 14.71 -18.3 0 9 0 594.645 9 Ccle(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cc4ccccc4o3)c5ece(c(c5)0C)0Ccbeccee6)C(=0)C
ZINC08441177 6.93 -0.67 -17.86 1 5 0 491.44 6 COclccc(ccINC(=0)CN(C2CCCCC2)C(=0)c3c(c4ccccc4s3)CCL

ZINC08441176 4.7 -3.08 -13.22 2 6 0 475.315 4 Cclcc(cccINC(=0)CSc2nc3c(c4ccccc4[nH]3)nn2)1

ZINC08441175 | 6.15 172 1021 0 7 0 505.611 9 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)0C)COckece(cc4)0C
ZINC08441175 | 6.33 0.77 1167 0 7 0 505.611 9 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)0C) COckecc(ccd)OC
ZINC08441175 | 6.15 17 1345 0 7 0 505.611 9 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] Lc3ccc(c(c3)0C)COchece(cc4)0C)(C)C)C
ZINC00970955 | 5.09 1.02 14.21 1 5 0 437.71 6 clccc(cc1)CN(CC(=0)Ne2c(cc(cc2Cl)CC)C(=0) c3ccco3

ZINC00702939 | 5.7 0.08 1352 1 8 0 564.619 8 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3ccécccccdod)csece(ce5)0Cc6eceec6)C(=0)C
ZINC00702939 5.12 -0.08 -14.35 0 8 0 564.619 8 Ccle(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cc4cccec403)c5ecc(ce5)0Cchecccc6)C(=0)C
ZINC06193975 | 6.7 13.34 17.2 1 6 0 509.631 8 Cclcc(cc(c1)NC(=0)CSc2c(c(cc(n2)c3cec(ce3)0C) checc(ccd) OC) CHN)C

ZINC06193984 | 6.64 14.04 -15.8 1 5 0 479.605 7 Cclec(cc(c1)NC(=0)CSc2c(c(cc(n2)c3cccce3)c4ccc(cc4)0C)C#N)C

ZINC08441174 | 57 0.1 1354 1 8 0 564.619 8 Cclc(sc(n)N2[C@@H](C(=C(C2=0)0)C(=0)c3cchcccccdo3)c5ece(ce5)0Ccheceec6)C(=0)C
ZINC08441174 | 5.12 -0.08 -15.27 0 8 0 564.619 8 Cclc(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cc4ccccc4o3)c5eec(cc5)0Cc6ecccc6)C(=0)C
ZINC08441173 7.57 1.78 -17.87 1 6 0 543.648 9 COclcee(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3ccc(ce3)Oc4ccceed)c5eececs
ZINC08441172_|_6.15 173 1016 0 7 0 505.611 9 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cec(c(c3)0C)COcheec(cc4)0C
ZINC08441172_| 6.15 146 1314 0 7 0 505.611 9 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H] Lc3cce(c(c3)0C)COckccc(cc4)0C) (C)C)C
ZINC08441172_|_6.33 0.55 1105 0 7 0 505.611 9 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cec(c(c3)0C) COcheec(cc4)0C




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08441171 6.66 3.54 -13.13 1 5 0 519.548 8 COclcec(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3cccee3C(F)(F)F)c4cccecd

ZINC08441170 7.04 -1.36 -10.35 3 5 0 479.605 5 Celcc(ec(c1)NC(=0)c2¢(c3c(cc(ne3s2)c4eccccd)c5ecc(cc5)0C)N)C

ZINC08441169 | 4.75 0.41 1253 1 8 0 514.559 8 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3ccccccc4o3)c5ecc(cc5)0CC=C)C(=0)C
7INC08441169 | 4.17 0.25 1335 0 8 0 514.559 8 Cclc(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cceccec4o3)c5eec(cc5)0CC=C)C(=0)C
ZINC06193978 6.64 14.03 -16.41 1 5 0 479.605 7 Cclcc(cc(c1)NC(=0)CSc2c(c(cc(n2)c3ccc(cc3)0C)c4ccccc4)C#N)C

ZINC08441168 6.78 2.87 -11.57 0 5 0 458.583 8 COclcee(ccl)c2ec(ne(c2C#N)SCC(=0)OC3CCCCC3)cdeccecd

ZINC08441167 | 4.75 0.33 1258 1 8 0 514.559 8 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cchcccccdo3)cbeee(cc5)0CC=C)C(=0)C
7INC08441167 | 417 0.16 1435 0 8 0 514.559 8 Cclc(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3ccdcccccdod)c5eec(cc5)0CC=C)C(=0)C
ZINC08441166 6.07 3.83 -16.92 0 7 0 512.587 10 COclcce(ccl)c2ec(ne(c2C#N)SCC(=0)0c3cccc(c3)0C)c4ccc(cc4)0C

ZINC08441165 | 6.84 439 1514 0 6 0 510.615 9 Cclceee(c10C(=0)CSc2c(c(cc(n2)c3cec(ce3)0C) ccec(cc4)OC) CAN)C

7INC08441164 | 5.53 4.52 13.25 0 8 0 506.58 12 CCOC(=0)C(C(=0)0CC)Sclc(c(ce(nl)c2ecc(cc2)0C) c3cec(ce3)0C) CHN

7INC08441163 | 8.37 3.72 9.95 0 4 0 494.66 8 CC(C)(C)clcce(ccl)CSc2c(c(ce(n2)c3ccc(ce3)0C) checc(cc4)OC) CHN

ZINC08441162_| 5.55 0.16 1219 1 8 0 530.602 9 CCCCOcT cec(cc]) [C@H]2C(=C(C(=0)N2c3nc(c(s3)C(=0)C)C)0)C(=0)chececcecs o4
7INC08441162 | 4.96 0 -13.06 0 8 0 530.602 9 CCCCOclcec(cc])[C@H]2[C@@H](C(=0)C(=0)N2c3nc(c(s3)C(=0)C)C)C(=0)cec5eccecod
ZINC08441161 | 5.88 2.08 -9.88 0 6 0 479.548 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)0C) COckecc(ccd)F)C(=0)CC(C2)(C)C
7INC08441161 | 6.06 2.53 1046 0 6 0 479.548 7 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(c(c3)0C)COchecc(ccd)F)C(=0)0C)C
ZINC08441161 | 5.88 2.62 1247 0 6 0 479.548 7 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cce(c(c3)0C)COckccc(cc4)F)C(=0)0C
ZINC08441161 | 6.06 3.66 17.01 0 6 0 479.548 7 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(c(c3)0C) COchecc(ccd)F)C(=0)0C)C
ZINC08441160 7.11 2.89 -10.34 0 4 0 452.579 7 Cclcec(cc1)CSc2ce(c(cc(n2)c3cec(ce3)0C) c4ccc(cc4)OC)C#N

ZINC08441159 6.67 2.56 -10.67 0 4 0 438.552 7 COclcee(ccl)c2ec(ne(c2C#N)SCe3cccee3)cdece(cc4)0C

ZINC08441158 7.08 -1.29 -10.13 3 5 0 479.605 6 CCclcceeccINC(=0)c2¢(c3c(cc(ne3s2)c4cccecd)cSeec(cc5)0C)N

ZINC08441157 | 5.55 0.12 1224 1 8 0 530.602 9 CCCCOcTecc(ce)[C@@H]2C(=C(C(=0)N2c3nc(c(s3)C(=0)C)C)0)C(=0)chccSccecc5 o4
ZINC08441157 | 4.96 -0.06 1404 0 8 0 530.602 9 CCCCOcccc(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2c3nc(c(s3)C(=0)C)C)C(=0)chec5cecccbod
ZINC08441156 7.38 -1.64 -11.23 3 5 0 501.611 5 COclccc(ccl)c2ec(ne3c2¢(c(s3)C(=0)Nc4cccc5edecce5)N)cbeccecd

ZINC08441154 6.63 1.17 -17.66 1 6 0 509.631 10 CCOclccc(ccl)c2ec(c(c(n2)SCC(=0)Ne3cec(cc3)O0CC)C#N)c4cccccd

ZINC08441153 | 3.68 0.8 15.82 1 10 0 548.573 8 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3ccdcccccdod)csec(c(c(c5)0C)0C)0C)C(=0)C
ZINC08441153 | 3.1 0.75 1698 0 10 0 548.573 8 Cclc(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cchccccc4o3)c5ec(c(c(c5)0C)0C)0C)C(=0)C
ZINC08441152 6 2.42 1116 0 4 0 453361 7 CCOC(=0)CSclc(c(cc(n1)c2cec(cc2)Br)c3cccec3) CAN

ZINC08441151 7.04 -1.03 -11.1 3 5 0 479.605 5 Cclcec(c(c1)NC(=0)c2c(c3c(cc(ne3s2)c4ccccc4)c5cec(cc5)0C)N)C

7ZINC08441150 | 5.88 2.08 9.63 0 6 0 479.548 7 CC1=NC2=C([C@H](CIC(=0)0C)c3cce(c(c3)0C)COckecc(cc4)F)C(=0)CC(C2)(C)C
ZINC08441150 | 6.06 2.42 -10.38 0 6 0 479.548 7 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3cce(c(c3)0C)COckecc(cc4)F)C(=0)0C)C
ZINC08441150 | 6.06 34 1144 0 6 0 479.548 7 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccc(c(c3)0C) COckecc(cc4)F)C(=0)0C)C
ZINC08441150 | 5.88 2.46 12.62 0 6 0 479.548 7 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c3)0C) COckece(ccd)F)C(=0)0C
7INC08441149 | 3.68 0.8 15.66 1 10 0 548.573 8 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cchecccc403)c5ec(c(c(c5)0C)0C)0C)C(=0)C
ZINC08441149 | 3.1 0.59 17.44 0 10 0 548.573 8 Cclc(sc(n1)N2[C@@H] ([C@@H](C(=0)C2=0)C(=0)c3cchccccc4o3)c5ec(c(c(c5)0C)0C)0C)C(=0)C
7INC08441148 | 6.64 2 -15.85 1 5 0 479.605 7 Cclcec(c(c1)NC(=0)CSc2c(c(ce(n2)c3cceced)checc(cc4) OC)C#N)C

ZINC08441147 | 3.77 153 1413 2 9 0 518.547 7 CCOclcc(cce10)[C@H]2C(=C(C(=0)N2c3nc(c(s3)C(=0)C)C)0)C(=0)chec5ceccc5od
7INC08441147 | 3.18 175 1647 1 9 0 518.547 7 CCOclcc(ccc10)[C@H]2[C@H](C(=0)C(=0)N2c3ne(c(s3)C(=0)C)C) C(=0)chec5ececcso
7INC08441146 | 5.48 335 13.07 0 5 0 432.545 10 CCOC(=0)CCCSclc(c(cc(nl)c2ccccc2)c3ecc(cc3)0C)CHN

7INC08441145 | 3.77 153 1419 2 9 0 518.547 7 CCOclcc(cce10)[C@@H]2C(=C(C(=0)N2c3nc(c(s3)C(=0)C)C)0)C(=0)chec5ceccc5od
ZINC08441145 | 3.18 175 1645 1 9 0 518.547 7 CCOclcc(ccc10)[C@@H]2[C@@H](C(=0)C(=0)N2c3nc(c(s3)C(=0)C)C)C(=0) cccseccec5o4
7ZINC00850368 | 5.38 152 17.79 2 7 0 522.63 10 CCOclcec(ccl)c2ec(c(c(n2)SCC(=0)NNC(=0)Ce3cccce3) CH#N)cdeccecd

ZINC08441144 7.37 177 -15.79 1 4 0 485.612 6 Cclcee(ccl)c2ee(ne(c2C#N)SCC(=0)Ne3ccec4c3ccccd)cSeccecs

7INC08441142 | 6.48 0.67 11.65 0 6 0 540454 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COckcccccBr)OC)C(=0)CC(C2)(C)C
ZINC08441142_|_6.66 0.76 1234 0 6 0 540.454 7 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cce(c(c3)COckccccc4Br)OC)C(=0)0C)C
ZINC08441142 | 6.66 1.98 1218 0 6 0 540.454 7 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(c(c3)COckeccecdBr)0C) C(=0)0C)C
ZINC08441142_|_6.48 0.88 1452 0 6 0 540.454 7 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c3)COchcccccdBr)0C)C(=0)0C
7ZINC00702937 | 4.08 10.83 14.87 1 9 0 532.574 8 CCOclcec(cc10C) [C@H]2C(=C(C(=0)N2c3nc(c(s3)C(=0)C)C)0)C(=0)chec5eccecsod
ZINC00702937 | 3.49 11.66 17.37 0 9 0 532.574 8 CCOclcce(cc10C)[C@H]2[C@H](C(=0)C(=0)N2c3nc(c(s3)C(=0)C)C)C(=0) chcc5eccec5od
ZINC08441140 | 4.08 0.41 14.9 1 9 0 532.574 8 CCOclcec(cc10C)[C@@H]2C(=C(C(=0)N2c3nc(c(s3)C(=0)C)C)0)C(=0)chccSeccecs o4
ZINC08441140 | 3.49 0.2 -17.33 0 9 0 532.574 8 CCOclcec(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2c3nc(c(s3)C(=0)C)C)C(=0)cAccseccec5o4
7INC08441139 | 6.73 2.19 15.69 1 6 0 541.698 9 CCOC(=0)clc(c(scINC(=0)CSc2c(c(ce(n2)c3cccec3) checc(cc4)C)CHN)C)C

ZINC08441138 8.14 18.75 -13.99 0 4 0 511.65 7 Cclccc(ccl)c2ec(ne(c2C#N)SCC(=0)N(c3ccccc3)c4cccccd)cScccccs

ZINC08441137 | 5.64 0.74 1452 1 9 0 574.655 11 CCCCCOcTcce(cc10C)[C@H]2C(=C(C(=0)N2c3nc(c(s3)C(=0)C)C)0)C(=0)chec5eccccsod
ZINC08441137 | 5.06 0.52 -16.88 0 9 0 574.655 11 CCCCCOccec(cc10C) [C@H]2[C@H](C(=0)C(=0)N2c3nc(c(s3)C(=0)C)C)C(=0)chec5cecccso4
ZINC08441136 | 7.98 3.02 1536 1 6 0 583.779 10 CCOC(=0)clc(c(scINC(=0)CSc2c(c(ce(n2)c3cccec3) checc(cc4)C(C) (C)C)CHN)C)C
ZINC00852498 | 4.69 -3.83 -11.67 2 5 0 423.723 5 clcc(cc(c1)Br)c2nc([nH]n2)SCC(=0)Nc3ccc(cc3)Cl

ZINC08441135 | 7.47 2.4 1418 1 5 0 507.659 8 CC(C)(C)cl cee(cel)c2ec(nc(c2CHN)SCC(=0)Nc3eccec30C) checceck

ZINC08441134 | 7.52 2.27 -16.37 1 5 0 507.659 8 CC(C)(C)c1cec(ccl)c2ec(nc(c2C#N)SCC(=0)Nc3ccc(ce3)0C)c4cccecd

ZINC08441133_| 5.64 0.73 1453 1 9 0 574.655 11 CCCCCOcTcee(cc10C) [C@@H]2C(=C(C(=0)N2c3nc(c(s3)C(=0)C)C)0)C(=0)chec5ceccc5od
ZINC08441133_| 5.06 0.51 169 0 9 0 574.655 11 CCCCCOcl cec(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2c3nc(c(s3)C(=0)C)C)C(=0)chccheccecs o4
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ZINC08441132 6.26 1.44 -16.67 1 5 0 465.578 7 Cclccc(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3cce(cc3)0C)c4cccecd

7INC08441131 | 6.48 0.76 117 0 6 0 540.454 7 CC1=NC2=C([C@H](CIC(=0)0C)c3cce(c(c3)COchcccecBr)0C)C(=0)CC(C2)(C)C
ZINC08441131 | 6.48 0.7 14.8 0 6 0 540.454 7 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cee(c(c3)COckecccc4Br)0C)C(=0)0C
7INC08441131 | 6.66 2.13 1357 0 6 0 540.454 7 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3cec(c(c3)COc4ccecc4Br)OC)C(=0)0C)C
ZINC08441131_|_6.66 0.82 1218 0 6 0 540.454 7 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccc(c(c3)COckccccc4Br)0C)C(=0)0C)C
7INC00702935_| 3.57 21 13.19 2 8 0 474.49% 5 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3ccdcccccdo3d)csece(cc5)0)C(=0)C
ZINC00702935_|_2.99 226 14.25 1 8 0 474.49% 5 Cclc(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cchccccc4o3)c5ece(cc5)0)C(=0)C
ZINC08441130 | 6.64 2.25 1661 1 7 0 569.708 10 CCOC(=0)cIc(c(scINC(=0)CSc2c(c(ce(n2)c3cccec3) checc(cc4)C) CHN)C(=0)C)C
ZINC08441129 8.35 3.44 -14.35 0 3 0 496.635 7 Cclccc(ccl)c2ec(ne(c2C#N)SCC(=0)c3cec(cc3)c4cccec4)c5cccecs

7INC00702936 | 3.57 -2.06 1323 2 8 0 474.49% 5 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cceccec4o3)c5eec(cc5)0)C(=0)C
ZINC00702936_| 2.99 223 1525 1 8 0 474.49% 5 Cclc(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cchccccc403)ceec(cc5)0)C(=0)C
ZINC08441128 | 7.36 175 -15.65 1 5 0 514.05 8 CCclcecccINC(=0)CSc2c(c(cc(n2)c3cec(ce3)Cl)checc(ccd)OC) CHN

ZINC08441127 | 3.95 128 122 1 7 0 464.524 5 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cchcccccdo3)c5eees5)C(=0)C
7INC08441127 | 3.37 146 1411 0 7 0 464.524 5 Cclc(sc(n1)N2[C@@H] ([C@@H](C(=0)C2=0)C(=0)c3ccdccccc4o3)c5eces5)C(=0)C
ZINC08441126 7.08 2.19 -14.5 1 4 0 463.606 7 CCclccceccINC(=0)CSc2c(c(cc(n2)c3ccccc3)c4ccc(cc4)C)CHN

ZINC08441125 | 8.29 3.12 -14.83 1 4 0 505.687 7 Cclcee(c(c1)NC(=0)CSc2c(c(cc(n2)c3cccce3)chece(cc4)C(C)(C)C)CHN)C
7INCO8441124 | 7.92 2.57 14.82 1 4 0 491.66 7 Cclcec(cc1)NC(=0)CSc2c(c(ce(n2)c3ecceed)cdeec(ccd) C(C) (C)C)CHN

7INC08441123 | 541 0 1207 0 6 0 532.438 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3en(nc3céeccecd)Cebeee(cc5)Br)C(=0)CCC2
ZINC08441123 | 5.59 131 1532 0 6 0 532.438 6 COC(=0)C1[C@H]([C@@H]2C(=NC1=C)CCCC2=0)c3cn(nc3c4cccccd)Ce5eec(ce5)Br
7INC08441123 | 541 0.08 1648 0 6 0 532.438 6 CC1=C([C@H]([C@@H]2C(=N1)CCCC2=0)c3en(nc3cdcccecd)Cebeee(ce5)Br)C(=0)0C
ZINC08441123 | 5.59 0.19 1376 0 6 0 532.438 6 COC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3en(nc3ceccccd)Ce5ecc(ce5)Br
ZINC00702933_| 4.86 -0.84 1145 1 7 0 537.391 5 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3cchccccc4o3)cbecc(cc5)Br)C(=0)C
ZINC00702933_| 4.28 1 1264 0 7 0 537.391 5 Cclc(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cchcccec4o3)cbece(cc5)Br)C(=0)C
ZINC08441122 | 7.87 2.8 14.63 1 4 0 491.66 7 CclccccclNC(=0)CSc2c(c(cc(n2)c3cccce3)chece(cc4)C(C)(C)C)CHN

ZINC00702934 | 4.86 076 1137 1 7 0 537.391 5 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cchccccc4o3)cbece(ccs)Br)C(=0)C
7INC00702934 | 4.28 -0.94 1349 0 7 0 537.391 5 Cclc(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cchcccecdo3)ceec(cc5)Br)C(=0)C
ZINC08441121 8.14 2.11 -14.52 1 4 0 512.078 7 CC(C)(C)clcec(ccl)c2ec(nc(c2C#N)SCC(=0)Ne3cec(ce3)Cl)c4cccccd

ZINC08441120 | 9.22 2.91 16.82 1 5 0 569.73 9 CC(C)(C)clcce(cel)c2ec(nc(c2CHN)SCC(=0)Ne3eec(cc3) Ockececcd)checeecs
ZINC00702931 | 5.34 032 1221 1 7 0 527.385 5 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3cchcccccdod)c5ecc(c(c5)CI)CNC(=0)C
ZINC00702931 | 4.75 -0.49 14.06 0 7 0 527.385 5 Cclc(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cceccecdo3)c5eee(c(c5)CICHC(=0)C
ZINC08441119 7.96 242 -13.85 1 4 0 511.65 7 Cclcce(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3ccccc3c4cccec4)cSeceees

ZINC08441118_| 8.27 3.03 14.87 1 4 0 505.687 7 Cclcccc(c1C)NC(=0)CSc2c(c(ce(n2)c3cccecd)checc(ccd)C(C) (C)C)CHN

ZINC00702932_| 5.34 041 1234 1 7 0 527.385 5 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3ccdccccc4o3)c5ece(c(c5)CHCNC(=0)C
ZINC00702932_| 475 -0.58 1527 0 7 0 527.385 5 Cclc(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cchcccccdo3)c5eec(c(c5)CNCIC(=0)C
ZINC08441117 7.03 2.29 -15.13 1 4 0 463.606 6 Cclccc(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3cc(ccc3C)C)c4cccccd

ZINC08441116 | 7.41 0.82 9.87 3 4 0 463.606 4 Cclcec(cel)c2ec(ne3c2e(c(s3)C(=0)Nedecee(c4C)CN)cbeceees

ZINC08441115 | 5.41 0.22 -12.88 0 6 0 532.438 6 CC1=NC2=C([C@H](C1C(=0)0C)c3cn(nc3cdcccccd) Ceseec(cc5)Br)C(=0)CCC2
ZINC08441115 | 5.59 0.26 13.02 0 6 0 532.438 6 COC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3en(nc3c4cccccd)Cebecc(cc5)Br
ZINC08441115 | 5.41 0.18 1531 0 6 0 532.438 6 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3en(nc3ckcccecd) Cebece(cc5)Br)C(=0)0C
7ZINC08441115 | 5.59 17 189 0 6 0 532.438 6 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)CCCC2=0)c3en(ne3c4cccecd)Cebecc(cc5)Br
ZINC0B441114 | 4.22 0.66 11.85 1 7 0 476.485 5 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3ccecccc4o3)c5ece(cc5)F)C(=0)C
7INC08441114 | 3.63 05 1318 0 7 0 476.485 5 Cclc(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3ccheccecdo3)c5eec(cc5)F)C(=0)C
ZINC08441113 | 7.89 2.58 14.65 1 4 0 491.66 7 Cclccec(c1)NC(=0)CSc2c(c(ce(n2)c3ecceed)cdecc(ccd)C(C) (C)C)CHN

ZINC08441112 6.63 1.75 -14.97 1 4 0 449.579 6 Celcee(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3ccec(c3)C)cdeccecd

ZINC00702930 | 4.22 0.71 11.85 1 7 0 476.485 5 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3cccccccko3d)c5ece(cc5)F)C(=0)C
ZINC00702930 | 3.63 0.53 1401 0 7 0 476485 5 Cclc(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3ccheccccdod)cbece(cc5)F)C(=0)C
ZINC08441111 7.06 3.84 -12.37 1 4 0 503.549 7 Cclccc(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3ccccc3C(F) (F)F)c4cceccd

ZINC08441110 7.01 2.2 -15.19 1 4 0 463.606 6 Cclcee(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3ccec(c3C)C)c4eccccd

ZINC00702927 | 45 0.25 1187 1 7 0 472.522 5 Cclcec(ccl) [C@H]2C(=C(C(=0)N2c3nc(c(s3)C(=0)C)C)0)C(=0) cAccseccec5 o4
7INC00702927 | 3.92 0.09 1261 0 7 0 472.522 5 Cclcee(cel) [C@H]2[C@@H](C(=0)C(=0)N2c3nc(c(s3)C(=0)C)C)C(=0)chec5 eececsod
ZINC08441108_| 5.74 0.5 10.2 0 6 0 467.949 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COckccc(cc4)Cl)OC)C(=0)CCC2
ZINC08441108 5.92 0.65 -11.27 0 6 0 467.949 7 COclccc(cc1COc2ccc(cc2)Cl[C@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0
ZINC08441108 | 5.74 0.53 -13.8 0 6 0 467.949 7 CC1=C([C@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckccc(cc4)C)OC)C(=0)0C
7INC08441108_| 5.92 1.95 -18.13 0 6 0 467.949 7 COclecc(celCOc2ccc(cc2) CH[C@H]3[C@@H]4C(=NC(=C)C3C(=0)0C)CCCCA=0
ZINC00702928 | 45 0.2 1178 1 7 0 472.522 5 Cclccc(ccl) [C@@H]2C(=C(C(=0)N2c3nc(c(s3)C(=0)C)C)0)C(=0)chec5eccecs o4
7INC00702928 | 3.92 0.03 1355 0 7 0 472.522 5 Cclcec(cc]) [C@@H]2[C@@H](C(=0)C(=0)N2c3nc(c(s3)C(=0)C)C)C(=0)chec5eccecsod
ZINC08441106 7.03 2.03 -15.2 1 4 0 463.606 6 Cclcce(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3cec(c(c3)C)C)c4cccccd

7ZINC00702925 | 4.05 -0.06 1193 1 7 0 458.495 5 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3cchcceccod)c5eccec5)C(=0)C
7INC00702925 | 3.47 023 1284 0 7 0 458.495 5 Cclc(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cc4cccccdo3)c5eccecs)C(=0)C
ZINC08441105 6.61 1.97 -14.99 1 4 0 449.579 6 Cclcee(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3cccce3C)cdeccecd

ZINC08441104 | 6.22 1.56 -14.42 1 5 0 465.578 7 Cclccc(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3cccece30C) c4cccecd
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ZINC08441103 | 4.05 -0.05 -11.85 1 7 0 458.495 5 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3ccdcccccdo3)c5eceecs)C(=0)C
7INC08441103 | 3.47 -0.23 1354 0 7 0 458495 5 Cclc(sc(n1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3cchcccccdo3)ceecce5)C(=0)C
ZINC00851206 | 4.77 -3.25 -12.41 1 5 0 424.707 5 clcec(c(cl)c2nnc(02)SCC(=0)Nc3cec(cc3)Cl)Br

ZINC13548583 | 6.71 14.34 -59.79 0 6 1 499.612 6 CCclccc2c(c1)sc(n2)N3[C@H](C(=C(C3=0)[0-])C(=0)ckccc(04)C)c5eee(cc5)C(CY(C)C
ZINC13548583 | 7.15 13.98 2061 1 6 0 500.62 5 CCclcce2c(cl)sc(n2)N3[C@H](/C(=C(\c4cec(04)C)/0)/C(=0)C3=0)c5cec(cc5)C(C) (C)C
7INC13548583 | 6.12 15.69 1139 0 6 0 500.62 6 CCclccc2¢(c1)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)ckccc(04)C)e5eee(cc5)C(C) (C)C
ZINC08441101 7.49 -0.75 -10.27 3 5 0 493.632 5 Cclcec(ccl)c2ec(c3c(c(sc3n2)C(=0)Nc4ccc(cc4C)C)N)c5eee(cc5)0C

ZINC08441100 | 5.74 0.44 1375 0 6 0 467.949 7 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COckeec(cc4)Cl)OC) C(=0)CCC2

ZINC08441100 | 5.92 171 14.28 0 6 0 467.949 7 COclcee(ce1COc2ecc(cc2)Cl) [C@@H]3[C@H]4C(=NC(=C)C3C(=0)0C)CCCCA=0
ZINC08441100 5.92 0.55 -13.36 0 6 0 467.949 7 COclcec(ce1COc2cce(cc2)Ch[C@@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0

ZINC08441100 | 5.74 0.47 1584 0 6 0 467.949 7 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COc4ccc(cc4)C)OC)C(=0)0C
ZINC08441098 7.01 -1.12 -9.57 3 4 0 449.579 4 Cclccc(cel)c2ec(c3c(c(se3n2)C(=0)Nc4ccccc4C)N)c5eccees

ZINC13548585 | 6.71 1441 -59.82 0 6 1 499.612 6 CCclccc2e(cl)sc(n2)N3[C@@H](C(=C(C3=0)[0-])C(=0)cAccc(04)C)c5ecc(cc5)C(C)(C)C
7INC13548585 | 7.15 14.2 2004 1 6 0 500.62 5 CCclccc2e(c1)sc(n2)N3[C@@H](/C(=C(\c4ccc(04)C)/0)/C(=0)C3=0)c5cee(cc5)C(C) (C)C
ZINC13548585 | 6.12 15.77 113 0 6 0 500.62 6 CCclccc2e(cl)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)c4ccc(04)C)c5eec(cc5)C(C)(C)C
ZINC00851196 | 4.96 093 1211 1 5 0 458.259 6 clcce(c(cl)c2nnc(02)SCC(=0)Nc3ccee(c3)C(F) (F)F)Br

ZINC06246284 7.08 13.11 -12.22 3 6 0 523.658 6 Cclccc(ccl)c2ec(c3c(c(sc3n2)C(=0)Nc4cc(ccc4C)C)N)c5cee(c(c5)0C)0C

ZINC08741004 | 5.59 11.81 5495 0 6 1 508.373 5 CCclccc2c(c1)sc(n2)N3[C@H](C(=C(C3=0)[0-])C(=0)chcccod)c5eec(cch)Br

ZINC08741004 6.04 12.01 -19 1 6 0 509.381 4 CCclccc2e(c1)sc(n2)N3[C@H](/C(=C(\c4ccco4) /0)/C(=0)C3=0)c5ccc(cc5)Br
ZINC08441096 | 6.2 0.24 1229 0 6 0 526427 8 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cce(c(c3)COckecccc4Br)OC

ZINC08441096 | 6.38 -0.87 1337 0 6 0 526.427 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckccccc4Br)0C

ZINC08441096 | 6.2 0.05 -15.65 0 6 0 526427 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] 1c3cec(c(c3)COc4cecccdBr)OC)C

ZINC08441095 7.03 2.29 -15.03 1 4 0 463.606 6 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3cc(ccec3C)C)C#N)c4cccccd

ZINC08741003 | 5.59 11.89 54.81 0 6 1 508.373 5 CCclece2e(c1)sc(n2)N3[C@@H] (C(=C(C3=0)[0-])C(=0)c4cccod)c5ece(cc5)Br
ZINC08741003_|_6.04 1192 -19.83 1 6 0 509.381 4 CCclccc2e(cl)sc(n2)N3[C@@H] (/C(=C(\c4ccco4)/0)/C(=0)C3=0)c5ccc(cc5)Br
ZINC08441094 4.85 -3.64 -10.96 1 5 0 469.158 5 cleec(c(c1)c2nnc(02)SCC(=0)Nc3cccce3Br)Br

ZINC08441093 | 6.2 0.25 1217 0 6 0 526.427 8 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cce(c(c3)COckcccccdBr)OC

ZINC08441093 | 62 0.06 -15.8 0 6 0 526.427 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3ccc(c(c3)COckeccec4Br)0C)C

ZINC08441093 | 6.38 -0.86 1338 0 6 0 526.427 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckccccc4Br)OC

ZINC00702909 4.23 10.87 -15.51 0 7 0 431.901 8 CCnlc(nnc1SCC(=0)c2ccc(cc2)Cl)COc3cccdc(c3)0C04

ZINC08441091 6.66 2.55 -17.58 1 6 0 523.658 8 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccec(c3C)C)C#N)c4cee(c(c4)0C)0C

ZINC08441090 | 5.72 2.62 1692 1 6 0 523.658 8 Cclcec(cel)c2ec(c(c(n2)SCC(=0)Ne3c(cece3C)C) CHN) cecc(c(c4)0C)0C

ZINC08441089 6.68 2.67 -17.63 1 6 0 523.658 8 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccc(cc3C)C)C#N)c4cee(c(c4)0C)0C

ZINC08441088 7.49 -0.78 -10.36 3 5 0 493.632 5 Cclccc(cel)c2ec(c3c(c(se3n2)C(=0)Nc4cc(ccc4C)C)N)c5ece(cc5)0C

ZINC08441087 | 55 3.62 14.28 1 6 0 454.505 5 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@@H](C1(C#N)CH#N)c3ccc(c(c3)0C)COckccc(ccd)F)CHN
ZINC08441087 | 55 3.45 ~40.85 2 6 1 455513 5 COclcc(cec1 COcZece(cc2)F) [C@H|3[C@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(CHN)C#N)CHN
ZINC09185694 | 7.39 15.34 54,35 0 5 1 513.614 6 CCclccc2c(cl)sc(n2)N3[C@H](C(=C(C3=0)[0-])C(=0)cccc(ccd)F)c5eec(cc5)C(C)(C)C
7INC09185694 | 7.84 2.07 -18.72 1 5 0 514.622 5 CCclcce2e(cl)se(n2)N3[C@H](/C(=C(\c4cec(ccd)F)/0)/C(=0)C3=0)c5ece(cc5)C(C)(C)C
ZINC08441085 6.68 2.65 -17.55 1 6 0 523.658 8 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3cc(cce3C)C)C#N)c4cee(c(c4)0C)0C

7INC08441084 | 55 3.29 125 1 6 0 454.505 5 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@H](C1(C#N)C#N)c3cee(c(c3)0C)COckecc(cc4)F)CHN
7INC08441084 | 5.5 312 453 2 6 1 455.513 5 COclcc(cec1COc2ece(cc2)F) [C@@H]3[C@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(C#N)CHN)CH#N
ZINC09185693 | 7.39 15.39 5425 0 5 1 513.614 6 CCclece2c(c1)sc(n2)N3[C@@H](C(=C(C3=0)[0-])C(=0) ccec(ccd)F)c5ece(cc5)C(C)(C)C
ZINC09185693 | 7.84 177 -18.06 1 5 0 514.622 5 CCclccc2e(cl)sc(n2)N3[C@@H] (/C(=C(\c4ccc(cc4)F)/0)/C(=0)C3=0)c5cec(cc5)C(C) (C)C
7INC08441082_| 5.66 3.53 11.01 0 5 0 432.545 9 CCOC(=0)CCSclc(c(ce(n1)c2ece(cc2)C)c3cec(cc3)0C) CHN

ZINC06474387 | 7.32 14.03 107 3 4 0 471.585 4 clcec(cel)c2ec(ne3c2e(c(s3)C(=0)Nedceec5cdecec5)N)cbeeeect

ZINC08441081 | 55 3.29 1246 1 6 0 454.505 5 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@@H](C1(C#N)C#N)c3cec(c(c3)0C)COckecc(ccd)F)CHN
7INC08441081 | 5.5 312 4526 2 6 1 455.513 5 COclcc(cec1COc2ece(cc2)F) [C@H]3[C@@H]4CCCC=C4[C@H] (C(=[NH2+])C3(CH#N)C#N)CHN
7ZINC08441080 | 6.33 13.62 -55.05 0 5 1 518412 5 CCclccc2c(c1)sc(n2)N3[C@H](C(=C(C3=0)[0-])C(=0)c4cccccd)ceec(cc5)Br
ZINC08441080 5.75 -136 -15.47 0 5 0 519.42 5 CCclcec2c(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4cccccd)c5ecc(cc5)Br
ZINC05520252 3.76 6.62 -13.46 3 6 0 354.435 5 Cclccee(c1C)NC(=0)CSc2[nH]nc(n2)c3ccccc30

ZINC06556763 3.41 5.89 -13.48 3 6 0 340.408 5 Cclcee(cc1)NC(=0)CSc2[nH]nc(n2)c3ccccc30

ZINC08441079 6.56 1.87 -15.14 1 4 0 449.579 6 Celccee(c1C)NC(=0)CSc2c(c(cc(n2)c3cccee3)c4cccecd)CHN

ZINC08441078 | 55 3.63 14.29 1 6 0 454.505 5 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@H](C1(C#N)C#N)c3ccc(c(c3)0C) COckecc(ccd)F)CHN
ZINC08441078 | 55 3.46 4093 2 6 1 455513 5 COclcc(cec1COc2ece(cc2)F) [C@@H]3[C@@H]4CCCC=C4[C@H](C(=[NH2+])C3(C#N)CHN)C#N
ZINC08441077 6.33 13.6 -54.88 0 5 -1 518.412 5 CCclcce2c(c1)sc(n2)N3[C@@H](C(=C(C3=0)[0-])C(=0)c4cccced)c5ece(cc5)Br
7ZINC08441077 | 5.75 129 1714 0 5 0 519.42 5 CCclcec2e(c1)sc(n2)N3[C@@H]([C@@H](C(=0)C3=0)C(=0)c4cccccd)c5ecc(cc5)Br
ZINC00850364 | 4.77 -3.38 -12.54 1 5 0 424.707 5 clcec(c(cl)c2nnc(02)SCC(=0)Nc3cec(cc3)Br)Cl

ZINC08441076 4.25 -4.7 -11.4 2 6 0 420.288 5 Cclcee(c(c1)Br)NC(=0)CSc2nnc(02)c3ccccc30

ZINC06445734 | 4.64 10.7 -10.06 2 5 0 42897 5 clcc(ceclc2enc([nH]2)SCC(=0)Nc3c(c4c(s3)CCCC4)CHN)CL

ZINC06445734 | 4.64 11.15 4604 3 5 1 429.978 5 clcc(ceclc2e[nH+]c([nH]2)SCC(=0)Nc3c(cAc(s3)CCCC4)CHN)CL

ZINC08441075 | 6.99 134 991 3 4 0 449579 4 Cclcc(cc(c1)NC(=0)c2c(c3c(cc(ne3s2)cdcccccd)cseceecs)N)C
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ZINC08441074 | 5.57 0.49 -9.92 0 6 0 500.389 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(03)COckccc(ccd)Br)C(=0)CC(C2)(C)C
7INC08441074 | 5.75 05 1171 0 6 0 500.389 6 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cec(03)COckccc(cc4)Br)C(=0)0C)C
ZINC08441074 | 5.75 167 -10.35 0 6 0 500.389 6 CC1(CC2=NC(=C)C([C@H]([C@@H]2C(=0)C1)c3ccc(03)COchccc(cc4)Br)C(=0)0C)C
7INC08441074 | 5.57 0.53 14.09 0 6 0 500.389 6 CC1=C([C@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(03)COckecc(cc4)Br)C(=0)0C
ZINC08771456 7.13 14.54 -58.55 0 5 -1 501.653 6 CCclcce2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)[0-])C(=0)c4cces4)c5cce(ce5)C(C)(C)C
ZINC08915059 | 7.13 1457 5833 0 5 1 501.653 6 CCclecc2e(cl)sc(n2)N3[C@@H](C(=C(C3=0)[0-])C(=0)c4cces4)c5eec(ce5)C(C)(C)C
ZINC08915059 | 7.57 13.75 17.74 1 5 0 502.661 5 CCclccc2e(cl)sc(n2)N3[C@@H](/C(=C(\c4cces4)/0)/C(=0)C3=0)c5ecc(cc5)C(C)(C)C
ZINC08441071 7.32 1.8 -15.43 1 4 0 485.612 6 Cclccc2ccccc2cINC(=0)CSc3c(c(cc(n3)cdcccecd)c5ccccc5)CHN

ZINC08441070 6.58 1.74 -15.12 1 4 0 449.579 6 Cclcc(cc(c1)NC(=0)CSc2c(c(cc(n2)c3cccce3)c4cccecd)CHN)C

ZINC08441069 | 6.5 13.69 5028 0 5 1 536.402 5 CCclcce2e(c)sc(n2)N3[C@H](C(=C(C3=0)[0-])C(=0) cAecc(ccd)F)c5ece(ce5)Br
ZINC08441069 591 -0.62 -15.21 0 5 0 537.41 5 CCclcec2c(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4ccc(cc4)F)cScec(ce5)Br
ZINC08441066 491 0.73 -19.13 1 6 0 535.407 6 CCOC(=0)c1c2¢(scIN/C=C\3/C(=NN(C3=0)c4ccc(cc4))C)CCCC2

ZINC08441065 | 5.57 0.51 -10.65 0 6 0 500.389 6 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(03)COckecc(cc4)Br)C(=0)CC(C2)(C)C
ZINC08441065 | 5.75 197 1237 0 6 0 500.389 6 CC1(CC2=NC(=C)C([C@@H]([C@H]2C(=0)C1)c3ccc(03)COckcce(cc4)Br)C(=0)0C)C
ZINC08441065 | 5.75 0.52 1048 0 6 0 500.389 6 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccc(03)COckccc(cc4)Br)C(=0)0C)C
ZINC08441065 | 5.57 0.58 12 0 6 0 500.389 6 CC1=C([C@@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3cce(03)COckcce(cc4)Br)C(=0)0C
ZINC08441064 6.5 13.66 -50.16 0 5 -1 536.402 5 CCclcce2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)[0-])C(=0)c4ccc(ccd)F)c5cec(cc5)Br
7ZINC08441064 | 591 061 1517 0 5 0 537.41 5 CCclcce2e(cl)sc(n2)N3[C@@H] ([C@H](C(=0)C3=0)C(=0)cAcce(ccd)F)c5ece(ces)Br
ZINC02063637 6.32 2.37 -10.87 1 4 0 467.266 4 clcc(cc(c1)Ne2nce(cs2)c3ccec(ccc40c3=0)Br)C(F) (F)F

ZINC00856352 | 5.57 10.65 1251 1 5 0 418396 5 COclcec2e(cl)cc(c(=0)02)c3esc(n3)Neecee(c4) C(F) (F)F

ZINC08441063 7.01 14.15 -50.33 0 5 -1 552.857 5 CCclcce2¢(c1)sc(n2)N3[C@H](C(=C(C3=0)[0-])C(=0)c4cce(cc4)Cl)c5ccc(ce5)Br
7ZINC08441063 | 7.46 174 2578 1 5 0 553.865 4 CCclcce2e(cl)sc(n2)N3[C@H](C(=C(c4ccc(ccd)Cl)0)C(=0)C3=0)c5ece(ce5)Br
ZINC08441063 6.43 -1.51 -14.85 0 5 0 553.865 5 CCclcce2¢(c1)sc(n2)N3[C@H] ([C@@H](C(=0)C3=0)C(=0)c4ccc(cc4)Cl)c5cce(cc5)Br
ZINC02063636 7.97 1.12 -13.18 2 7 0 492.597 11 CCCCCCclcc2ec(c(=0)oc2cc10)c3esc(n3)Nedecc(cc4)C(=0)0CC

ZINC08441062 7.01 14.11 -50.19 0 5 -1 552.857 5 CCclcee2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)[0-])C(=0)c4cce(cc4)Cl)c5ecc(cc5)Br
7ZINC08441062 | 7.46 172 2528 1 5 0 553.865 4 CCclcec2e(cl)sc(n2)N3[C@@H](C(=C(c4ccc(cc4)Cl)0)C(=0)C3=0)c5eec(cc5)Br
ZINC08441062 6.43 -1.5 -14.64 0 5 0 553.865 5 CCclccec2¢(c1)sc(n2)N3[C@@H]([C@H](C(=0)C3=0)C(=0)c4ccc(cc4)Cl)c5cce(cc5)Br
ZINC00856338 5.86 12.45 -10.93 1 6 0 426.881 6 CCOC(=0)clcec(cc1)Ne2ne(es2)c3ccdec(cec4oc3=0)Cl

ZINC00856337 5.22 2.26 -16.36 1 7 0 422.462 7 CCOC(=0)c1cec(cc1)Ne2ne(cs2)c3cc4ecce(c40c3=0)0C

ZINC02063635 6.37 2.14 -13.57 1 6 0 442.496 6 CCOC(=0)clcec(cc1)Ne2ne(es2)c3ccdc5ceccec5ecc4oc3=0

ZINC08441061 | 6.06 0.79 1134 0 6 0 560.492 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3cn(nc3ckcccccd)Cebece(cc)Br)C(=0)CC(C2)(C)C
ZINC08441061 | 6.25 119 1294 0 6 0 560.492 6 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cn(nc3chcccecd)Cebecc(ce5)Br)C(=0)0C)C
ZINC08441061 | 6.06 127 1543 0 6 0 560.492 6 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cn(nc3ctcccccd) Cbece(ces)Br)C(=0)0C
7INC08441061 | 6.25 2.1 11.74 0 6 0 560.492 6 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3cn(nc3cdcccecd)Cebece(ce5)Br)C(=0)0C)C
ZINC08441060 | 7.91 15.84 5429 0 5 1 530.069 6 CCclccc2e(cl)sc(n2)N3[C@H](C(=C(C3=0)[0-])C(=0)cccc(cc4)Cl)c5eec(ce5)C(C) (C)C
ZINC08441060 | 7.32 0.41 1437 0 5 0 531.077 6 CCclcec2e(cl)sc(n2)N3[C@H] ([C@@H](C(=0)C3=0)C(=0)c4ccc(ced)Cl)c5eee(cc5)C(C)(C)C
ZINC00856322 5.03 0.83 -10.48 0 5 0 427.279 2 COclcec2¢(cl)sc3n2cc(n3)cdecScc(cec50c4=0)Br

ZINC00856315 5.77 1.68 -13.87 1 7 0 431473 5 COclcee(c(c1)0C)Ne2nne(s2)c3cc4c5cccec5ecc4oc3=0

ZINC00856312 5.49 1.35 -13.21 1 5 0 418.247 3 clcc(cc(c1)F)Ne2nnc(s2)c3cc4cc(ccc4oc3=0)Br

ZINC08441059 | 7.91 15.81 5411 0 5 1 530.069 6 CCclccc2¢(c1)sc(n2)N3[C@@H](C(=C(C3=0)[0-])C(=0)chccc(ccd)Cl)c5ece(ce5)C(C) (C)C
ZINC08441059 | 7.32 0.42 14.34 0 5 0 531.077 6 CCclccc2e(cl)sc(n2)N3[C@@H]([C@H](C(=0)C3=0)C(=0)cccc(ccd) Clcheee(cc5)C(C)(C)C
ZINC02063632 6.09 -0.14 -11.19 1 5 0 479.153 3 cleec(cc1)Ne2nne(s2)c3ccdec(cc(c4oc3=0)Br)Br

7INC09357898 | 2.52 11.62 70.7 1 8 0 479.92 7 clcc(cccl [C@@H]2C(=C(C(=0)N2CCCn3cc[nH+]c3)[0-]) C(=0) chcccsc(c4)0CCO5)Cl
7INC09357898 | 2.52 1111 63.77 0 8 1 478912 7 clcc(cccl [C@@H]2C(=C(C(=0)N2CCCn3cenc3)[0-])C(=0)checc5c(c4)0CCO5)CL
ZINC02063630 6.56 2.23 -14.88 1 6 0 442.544 6 CCN(CC)clccc2ec(c(=0)oc2c1)c3nnc(s3)Ne4ecec5c4ccecs

ZINC02063629 6.24 1.52 -13.71 1 6 0 434.304 5 CCOclccec2eloc(=0)c(c2)c3nnc(s3)Nedeec(cc4Cl)Cl

7INC02063628 | 6.54 0.7 12.75 1 5 0 450317 3 clccc2c(cl)cec3c2ec(c(=0)03) cAnnc(s4)Nc5cec(cc5)Br

ZINC00856288 5.15 247 -15.71 1 8 0 423.45 7 CCOC(=0)clccc(cc1)Ne2nne(s2)c3ccdec(cec40c3=0)0C

ZINC08996455 | 2.4 7.58 49.17 2 9 1 469514 7 C[NH+](C)CCN1[C@H](/C(=C(/<2ccc3c(c2)0CC03)\0)/C(=0)C1=0)ccc(ccc40C)0C
7ZINC08996455 | 1.37 8.24 4896 1 9 1 469514 8 C[NH+](C)CCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccc3c(c2)0CCO3)cdec(ccc#0C)0C
ZINC08441056 | 6.06 0.93 1226 0 6 0 560.492 6 CC1=NC2=C([C@H](C1C(=0)0C)c3cn(nc3cdcccccd) Cebeec(ccs)Br)C(=0)CC(C2)(C)C
7ZINC08441056 | 6.25 2.24 1259 0 6 0 560.492 6 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3cn(nc3cécccccd)CeSece(cc5)Br)C(=0)0C)C
ZINC08441056 | 6.06 14 1416 0 6 0 560.492 6 CC1=C([C@@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3cn(nc3ckcccecd) Cebece(cc5)Br)C(=0)0C
ZINC08441056 | 6.25 132 1259 0 6 0 560.492 6 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3en(nc3cdeccecd)Cebece(cc5)Br)C(=0)0C)C
ZINC00856284 5.47 3.56 -11.7 1 6 0 419.384 5 COclcec2e(cl)cc(c(=0)02)c3nnc(s3)Nc4ccec(c4)C(F) (F)F

ZINC02063627 6.51 1 -11.71 1 5 0 450.317 3 clccc2c(cl)cccc2Ne3nnc(s3)c4ec5ec(cec50c4=0)Br

7INC08996454 | 2.4 6.67 -50.62 2 9 1 469514 7 C[NH+](C)CCN1[C@@H](/C(=C(/c2ccc3c(c2)0CC03)\0)/C(=0)C1=0)ckcc(ccc40C)0C
7ZINC08441053 | 6.28 12.89 54.04 0 6 1 548438 5 Cclcce2¢(cl)sc(n2)N3[C@H](C(=C(C3=0)[0-])C(=0)c4ccc(c(c4)C)0C) c5ecec(c5)Br
ZINC08441053 5.69 -1.07 -14.87 0 6 0 549.446 5 Celcec2e(c1)sc(n2)N3[C@H]([C@@H](C(=0)C3=0)C(=0)c4ccc(c(c4)C)0C)c5ccee(c5)Br
ZINC00856250 | 4.52 1.25 -15.8 0 8 0 430416 5 COclce(ce(c10C)0C)c2nnc(02)c3cc4dc5eccec5ecc4oc3=0

ZINC08441052 | 6.09 8.55 -28.88 2 4 1 414.304 2 Cclcec(ccl)c2esc(n2)c\3cckcc(cecdo/c3=[NH+]\0)Br
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ZINC08441052 | 6.09 8.25 -30.56 2 4 1 414.304 2 Cclcec(ccl)c2esc(n2)c\3cchcc(cecdo/c3=[NH+]/0)Br

7INC08441051 | 5.83 0 1225 0 6 0 512.4 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COcAcccecBr)OC)C(=0)CCC2
ZINC08441051 | 6.01 0.26 1348 0 6 0 512.4 7 COclcce(cc1COc2ecccc2Br) [C@H]3C4C(=NC(=C)C3C(=0)0C)CCCC4=0
ZINC08441051 | 6.01 131 1381 0 6 0 512.4 7 COclcce(cc1COc2ccccc2Br)[C@H]3[C@@H]4C(=NC(=C)C3C(=0)0C)CCCCA=0
ZINC08441051 | 5.83 0.1 1575 0 6 0 5124 7 CC1=C([C@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckccccc4Br)0C)C(=0)0C
7ZINC08441050 | 6.28 12.86 53.92 0 6 1 548438 5 Cclece2c(cl)sc(n2)N3[C@@H](C(=C(C3=0)[0-])C(=0)cecc(c(c4)C)OC) cecee(c5)Br
ZINC08441050 5.69 -1.06 -18.06 0 6 0 549.446 5 Cclcec2¢(c1)sc(n2)N3[C@@H]([C@H](C(=0)C3=0)C(=0)c4cce(c(c4)C)0C)c5cccc(c5)Br
7INC08441046 | 4.82 513 1606 0 5 0 476179 2 clec(ceclN2[C@@H]3CS(=0) (=0)C[C@H]3N(C2=0)c4ccc(c(c4)CI)CI)Br
ZINC08441045 7.02 12.61 -12.45 1 6 0 448.544 7 CCCCCCclcc2ec(c(=0)oc2cc10)c3cn4c5cecc(cc5sc4n3)0C

ZINC00970921 5.43 1.14 -10.9 0 4 0 411.28 1 Cclcec2e(c1)se3n2cc(n3)c4ccSec(ccc50c4=0)Br

7INC08441044 | 4.82 4.7 2511 0 5 0 476.179 2 clcc(cec1N2[C@@H]3CS(=0)(=0)C[C@@H]3N(C2=0)c4ccc(c(c4)CI)CI)Br
7INC02063584 | 6.6 12.94 1211 1 5 0 439418 4 clccc2e(cl)cee3c2ec(c(=0)o3)cdnnc(s4)Neseeee(c5)C(F) (F)F

ZINC08441042 6.98 2.23 -12.38 0 4 0 435.523 6 COclccc(ccl)c2ec3ce(c(ce3c(n2)CedecceSc4eccc5)0C)0C

ZINC08441041 | 4.19 5 19.44 0 5 0 441.734 2 c1cc(ce(c1)CHNZ[C@@H]3CS(=0)(=0)C[C@H]3N(C2=0)c4ccc(ccd)Br
ZINC08441040 | 5.83 -0.03 1229 0 6 0 512.4 7 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(c(c3)COc4ccccc4Br)0C)C(=0)CCC2
ZINC08441040 | 6.01 145 1917 0 6 0 512.4 7 COclcce(cc1COc2ccecc2Br)[C@@H]3[C@H]4C(=NC(=C)C3C(=0)0C)CCCC4=0
7INC08441040 | 6.01 0.03 13.07 0 6 0 512.4 7 COclcce(cc1COc2ecccc2Br) [C@@H]3C4C(=NC(=C)C3C(=0)0C)CCCCA=0
7INC08441040 | 5.83 -0.09 15.79 0 6 0 512.4 7 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3ccc(c(c3)COckeccccdBr)0C)C(=0)0C
ZINC02063579 | 5.45 291 -18.99 2 4 0 505.267 8 clcc(c(cc1C(F)(F)F)NC(=0)CSCC(=0)Ne2cc(ccc2CC(F) (F)F)Cl

7ZINC08441039 | 4.19 453 2112 0 5 0 441.734 2 clec(ce(c1)CNZ[C@@H]3CS(=0)(=0)C[C@@H|3N(C2=0)c4ccc(cch)Br
ZINC00849797 | 4.79 -3.8 -9.22 1 5 0 424.707 5 clcc(cc(c1)CI)NC(=0)CSc2nnc(02)c3ccc(cc3)Br

ZINC00849793 | 5.01 147 9.69 1 5 0 458.259 6 clcc(ce(c1)NC(=0)CSc2nnc(02)c3cce(ce3)Br) C(F) (F)F

ZINC06144687 | 4.08 54 -18.59 0 4 0 423357 2 clccc(cc])N2[C@@H]3CS(=0)(=0)C[C@H]3N(C2=S)c4ccc(cc4)Br
ZINC06144685 | 4.08 5.02 20.85 0 4 0 423357 2 clecc(cc])N2[C@@H]3CS(=0)(=0)C[C@@H]3N(C2=S) cccc(cc)Br
ZINC08441038 6.58 1.97 -15.07 1 4 0 449.579 6 Cclcec(c(c1)NC(=0)CSc2c(c(cc(n2)c3cccce3)c4cccccd)CHN)C

ZINC06474284 597 13.2 -14.06 1 4 0 427573 6 clcee(ccl)c2ec(ne(c2C#N)SCC(=0)NC3CCCCC3)c4cccecd

ZINC00850105 | 4.78 115 -20.9 3 7 0 491.547 6 Cclceec(c1)NC(=0)COc2ccc(cc20C) [C@@H]3c4ccc5ccccc5c40C(=C3C#N)N
ZINC08441037 | 5.15 179 -8.55 0 3 0 567.135 3 CCL([C@@)2(CC[C@]1([C@@H]2Br)C(=0)N3CCN(CC3)c4ecc(cc4)F)C(Br)Br)C
ZINC08441036 | 4.91 022 -10.83 0 6 0 472.335 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(03)COc4ccc(cc4)Br)C(=0)CCC2
ZINC08441036 | 4.91 023 15.88 0 6 0 472.335 6 CC1=C([C@H]([C@@H]2C(=N1)CCCC2=0)c3ccc(03)COckecc(cc4)Br)C(=0)0C
ZINC08441036_| 5.09 118 1322 0 6 0 472.335 6 COC(=0)C1[C@H]([C@@H]2C(=NC1=C)CCCC2=0)c3ccc(03)COckccc(ccd)Br
ZINC08441036 | 5.09 016 1283 0 6 0 472.335 6 COC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(03)COc4ccc(ccd)Br
ZINC00850102 | 3.96 1.09 -28.63 3 8 0 487.556 6 Cclccec(c1)NC(=0)COc2ecc(cc20C) [C@H]3C(=C(0C4=C3C(=0)CC(C4)(C)C)N)CHN
ZINC08441035_| 5.15 179 719 0 3 0 567.135 3 CCL([C@]2(CC[C@@]1([C@@H]2Br)C(=0)N3CCN(CC3)c4ecc(cc4)F)C(Br)Br)C
ZINC00850103 | 3.96 1.08 28.7 3 8 0 487.556 6 Cclcccc(c1)NC(=0)COc2cec(cc20C)[C@@H]3C(=C(0C4=C3C(=0)CC(C4)(C)C)N)CHN
ZINC08441034 | 5.35 1456 1757 2 6 0 554.731 6 C[C@]12CC[C@](C1(C)C)(CC2=0)C(=0)Nc3cec(cc3)Cedecc(cc)NC(=0) [C@@]56CC[C@@](C5(C)C)(C(=0)C6)C
ZINC00850099 5.25 -2.92 -12.11 1 5 0 414.701 5 clcec(c(c1)c2nnc(02)SCC(=0)Nc3ce(cc(c3)Cl)C)CL

ZINC08441033 | 5.35 1454 16.69 2 6 0 554.731 6 C[C@]12CC[C@](C1(C)C)(CC2=0)C(=0)Nc3cec(ce3)Cedeec(cc4)NC(=0)[C@]56CC[C@](C5(C)C)(C(=0)C6)C
ZINC08441032_| 4.91 023 -13.68 0 6 0 472.335 6 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(03)COckccc(cc4)Br)C(=0)CCC2
7INC08441032 | 4.91 02 15.24 0 6 0 472.335 6 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3ccc(03)COckecc(cc4)Br)C(=0)0C
ZINC08441032_|_5.09 011 1327 0 6 0 472.335 6 COC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(03)COckecc(ccd)Br
7INC08441032_| 5.09 1.06 1441 0 6 0 472.335 6 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)CCCC2=0)c3ccc(03)COckecc(cc4)Br
7INC08441031 | 6.72 433 12.87 0 4 0 450.563 7 Cclccec(c10C(=0)CSc2c(c(ce(n2)c3cccec3)cdeccecd) CHN)C

ZINC08441030 7.7 18.09 -14.03 0 4 0 497.623 7 clcee(ccl)c2ec(ne(c2C#N)SCC(=0)N(c3cccce3)c4ccceed)c5eccees
ZINC02063567 5.74 15.08 -14.38 1 4 0 443.93 7 CC(=0)0clcec2ecccc2¢1[C@H] (c3cce(ce3)CI)NC(=0)Cedeccecd

7INC01889816 | 5.11 11.19 1311 1 5 0 480.193 5 cloc(cee1C2=Ne3nc(nn3[C@@H](C2) cAcec(cc4Cl)C)CCCO)Br

7INC01889816 | 5.11 11.66 32.79 2 5 1 481.201 5 clcc(ccc1C2=Ne3[nH+]c(nn3[C@@H](C2) c4ccc(cc4Cl)CI)CCCO)Br
ZINC02063566 5.74 15.09 -13.96 1 4 0 443.93 7 CC(=0)O0clcec2cecccc2cl[C@@H] (c3ccc(ce3)CNC(=0)Cedeccecd
ZINC08441029 | 5.94 0.49 1279 0 6 0 514.416 7 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckecc(ccd)Br
ZINC08441029 | 5.94 0.34 1411 0 6 0 514416 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(03)COckcec(cc4)Br)(C)C)C
ZINC08441029 | 6.12 075 1205 0 6 0 514.416 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(03)COckecc(ccd)Br
ZINC01889820 5.11 11.67 -13.27 1 5 0 480.193 5 clec(cec1C2=Nc3nc(nn3[C@H](C2)c4ccc(cc4Cl)CI)CCCO)Br

ZINC01889820 | 5.11 12.14 33.36 2 5 1 481.201 5 clcc(ccc1C2=Ne3[nH+]c(nn3[C@H](C2)c4ccc(cc4Cl)CI)CCCO)Br

ZINC08441028 5.56 0.81 -21.77 1 7 0 512.653 10 CCOC(=0)clc2¢(scIN(Ce3cccee30)C(=0)CO/N=C(\C)/c4cccs4)CCCC2
7INC08441027 | 4.26 053 407 2 4 1 450.422 4 CC(=0)Nclc(c2c(s1)CCCC2)[C@H] (c3cccc(c3)Br) [NH+]4CCOCCA
ZINC08441026 | 4.26 -0.51 ~40.87 2 4 1 450,422 4 CC(=0)Nclc(c2¢(s1)CCCC2)[C@@H](c3ccce(c3)Br) [NH+]4CCOCCA
ZINC08441025 | 5.94 0.65 9.66 0 6 0 514.416 7 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(03)COckccc(ccd)Br
ZINC08441025 | 5.94 0.85 1345 0 6 0 514416 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H] Lc3ccc(03)COckecc(ccd)Br)(C)C)C
ZINC08441025 | 6.12 031 1129 0 6 0 514.416 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(03)COckecc(ccd) Br
7INC08441024 | 5.52 0.08 854 1 4 0 421.257 7 CCCCCCCI=NN([C@](C1)(C(F)(F)F)0)C(=0)c2ccc(cc2)Br

7INC08441023 | 4.37 2.41 44.27 2 4 1 439.523 5 CC(=0)Nclc(c2c(s1)CCCC2)[C@H](c3ccc(cc3)C(F) (F)F)[NH+]4CCOCC4
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ZINC08441022 | 5.52 0.09 -8.44 1 4 0 421.257 7 CCCCCCC1=NN([C@@](C1)(C(F)(F)F)0)C(=0)c2ccc(cc2)Br

7ZINC08441021 | 4.08 125 41.64 2 5 1 437.532 6 CC(=0)Nclc(c2c(s1)CCCC2)[C@H](c3ccc(cc3)OC(F)F)[NH+]4CCOCCH

ZINC02063547 | 8.93 129 1172 1 4 0 486.681 7 CCOclcec2e(cl)sc(n2)c3ecc(cc3)NC(=0)cdec(ce(c)C(C)(C)C)C(C)(C)C

7ZINC08441020 | 6.12 059 9.93 0 6 0 481,976 8 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3ccc(c(c3)COckece(cc4)CIOC
ZINC08441020 | 6.3 0.6 -10.62 0 6 0 481976 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckece(cc4)CI)OC
7ZINC08441020 | 6.12 048 139 0 6 0 481976 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3cce(c(c3)COckccc(cc4)CI)OC)C
7ZINC08441019 | 338 -2.81 -23.29 1 7 0 42143 4 CC(=0)Nclcee(ccl)0S(=0)(=0)c2ceec3c2C(=0)checcccC3=0

7ZINC08441018 | 4.08 132 41.47 2 5 1 437.532 6 CC(=0)Nclc(c2¢(s1)CCCC2)[C@@H](c3ccc(cc3)OC(F)F) [NH+]4CCOCCA
ZINC06446915 | 7.96 14.75 -12.56 2 4 0 438.666 13 clcce2¢(c1)[nH]c(n2)SCCCCCCCCCCSe3[nH] checcecdn3

ZINC02355111 | 7.63 3.88 1177 0 6 0 511.647 7 CC1=C([C@H](n2¢(=0)/c(=C/c3cn(c4c3cccc4)CC=C)/sc2=N1)c5eec(cc5)C(C)C)C(=0)0C
ZINC08441017 | 4.61 0.78 -36.95 2 5 1 476416 5 Celc(sc(c1[C@H](c2cccc(c2) Br)[NH+]3CCOCC3)NC(=0)checcod)C

ZINC00970906 | 7.14 186 -11.58 1 6 0 485.609 5 Cclc(c2cecce2[nH]1)/C=c\3/c(=0)n4c(=NC(=C([C@H]4c5cce(cc5)C(C)C)C(=0)0C)C)s3
ZINC00970908 | 7.14 194 1173 1 6 0 485.609 5 Cclc(c2eccee2[nH]1)/C=c\3/c(=0)n4c(=NC(=C([C@@H]4c5ccc(cc5)C(C)C)C(=0)0C)C)s3
ZINC08441016 | 4.31 1134 54.32 0 6 1 450.584 5 CCOclccec(c1)N2C(=0)/C(=C/c3cc(n(c3C)C4CCCCC4)C)/C(=NC2=S)[0-]
ZINC00859938 | 3.79 1213 54.12 0 7 1 487.605 6 CCOclccec(c1)N2C(=0)/C(=C/c3cc(n(c3C)checc(cc)N(C)C)C)/C(=NC2=5)[0-]
ZINC08441015 | 6.12 0.77 -10.15 0 6 0 481,976 8 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cec(c(c3)COckcec(cc4)CHOC
ZINC08441015 | 6.12 048 -13.69 0 6 0 481976 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cce(c(c3)COckecc(ccd)C)OC)C
ZINC08441015 | 6.3 043 -10.96 0 6 0 481976 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)COckccc(cc4)COC
ZINC08441014 | 4.61 0.81 -37.08 2 5 1 476416 5 Cclc(sc(c1[C@@H] (c2ccec(c2)Br)[NH+]3CCOCC3)NC(=0)cdeccod)C

ZINC08441013 | 4.72 1292 5337 0 6 1 472.59 5 CCOclecee(c1)N2C(=0)/C(=C/c3cc(n(c3C)chccc(c(c4)C)C)C)/C(=NC2=S)[0-]
ZINC00852798 | 3.07 0.54 9.52 1 6 0 464319 3 Cclcc(c(nlc2cecec2)C)/C=C\3/C(=0)NC(=0)N(C3=0)cdccc(ccd)Br

7ZINC08441012 | 4.48 139 -36.95 2 5 1 431965 5 Cclc(sc(c1[C@H](c2ccec(c2)Cl)[NH+]3CCOCC3)NC(=0)chcccod)C

ZINC00970877 | 3.89 342 -10.21 2 5 0 496.18 2 Cclcc(cccIN2C(=0)/C(=C/c3ccc(c(c3)Br)0)/C(=0)NC2=S)Br

7ZINC08441011 | 3.41 5.97 -10.72 3 6 0 498.152 2 clcc(cc(c1)Br)N2C(=0)/C(=C\c3cc(c(cc30)0)Br)/C(=0)NC2=S

ZINC08441010 | 4.48 142 -37.05 2 5 1 431.965 5 Cclc(sc(c1[C@@H] (c2ccee(c2)CI)[NH+]3CCOCC3)NC(=0)checcod)C

ZINC08441009 | 7.8 2.84 -17.88 0 7 0 632811 5 Cclce(c(nlc2c(c3c(s2)CCCC3)CHN)C)/C=c\4/c(=0)n5c(=NC(=C([C@H]5c6¢7cccec7cec60C)C(=0)C)C)s
ZINC08441008 | 7.8 271 -17.81 0 7 0 632.811 5 Cclcc(c(nlc2c(c3c(s2)CCCC3)CHN)C)/C=c\4/c(=0)n5c(=NC(=C([C@@H]5c6¢7 cccec7cec60C)C(=0)C)C)s
ZINC00970872_|_6.48 0.88 -17.36 1 6 0 507.615 4 Cclc(c2cccee2[nH]1)/C=c\3/c(=0)nc(=NC(=C([C@H]4c5cbeccec6eec50C)C(=0)C)C)s3
ZINC00970874 | 6.48 092 -17.28 1 6 0 507.615 4 Cclc(c2eccee2[nH]1)/C=c\3/c(=0)n4c(=NC(=C([C@@H]4c5cbeceecbeec50C)C(=0)C)C)s3
7ZINC08441007 | 6.4 133 9.68 0 6 0 496.003 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)COc4ccc(ccd)C)OC)C(=0)CC(C2)(C)C
ZINC08441007 | 6.58 2.77 -17.73 0 6 0 496.003 7 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3cec(c(c3)COckecc(cc4)CIOC)C(=0)0C)C
ZINC08441007 | 6.58 147 -10.43 0 6 0 496.003 7 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(c(c3)COckecc(cc4)CIOC)C(=0)0C)C
ZINC08441007 | 6.4 135 -12.53 0 6 0 496.003 7 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c3)COckece(cc4)CI)OC)C(=0)0C
ZINC08441005 | 5.26 123 68 1 4 0 504.62 2 Cclce(cccIN2C(=0)/C(=C\cBec(cc(c3C)CCI) /C(=0)NC2=S)Br

ZINC08441004 | 6.5 114 11.49 1 6 0 697.776 6 Cclec(cccIN2C(=0)/C(=C\c3ce(c(c(c3)1)0Cc4cee(cc4)CHOC)/C(=0)NC2=5)Br
ZINC08441002 | 4.5 “4.84 -8.95 2 5 0 608.049 2 clcc(cc(c1)Br)N2C(=0)/C(=C\c3cc(cc(c30))Br) /C(=0)NC2=S

ZINC08441000 | 4.5 136 -38.13 2 5 1 431,965 5 Ccle(sc(c1[C@H](cZccc(cc2) CI)[NH+]3CCOCC3)NC(=0)checcod)C

7INC00852837 | 4.69 7.38 90.53 0 5 2 559.033 2 clce(ce(c1)Br)N2C(=0)/C(=C/c3cc(c(c(c3)Br)[0-])Br)/C(=NC2=S)[0-]

ZINC00852837 | 4.69 6.6 -40.57 1 5 1 560.041 2 clcc(ce(c1)Br)N2C(=0)/C(=C/c3cc(c(c(c3)Br)0)Br)/C(=NC2=5)[0-]

7ZINC02063498 | 6.13 0.21 -13.26 0 6 0 436.198 5 clcc(c(cc1C(F)(F)F)[N+](=0)[0-])Sc2nnc(02)c3cec(cc3CI)Cl

ZINC08440999 | 4.5 135 -38.26 2 5 1 431,965 5 Cclc(sc(c1[C@@H](c2ccc(ce2)Cl) [NH+]3CCOCC3)NC(=0)checcod)C

7INC08440998 | 6.4 131 9.72 0 6 0 496.003 7 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)COc4cec(cc4)CI)0C)C(=0)CC(C2)(C)C
ZINC08440998 | 6.58 136 -10.22 0 6 0 496.003 7 CC1(CC2=NC(=C)C(|C@@H](C2C(=0)C1)c3cec(c(c3)COceec(cc4)COC)C(=0)0C)C
7ZINC08440998 | 6.4 126 -12.66 0 6 0 496.003 7 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c3)COckccc(cc4)CI)0C)C(=0)0C
ZINC08440998 | 6.58 2.53 -12.23 0 6 0 496.003 7 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3cce(c(c3)COchece(ccd)COC)C(=0)0C)C
7INC02063496_| 5.79 126 26,05 2 5 1 482398 7 CCOC(=0)C[NH+]1[C@H](c2cc(ccc2N[C@@H] 1c3cecec30C) Brycheccecd
ZINC08440997 | 5.79 09 -30.75 2 5 1 482398 7 CCOC(=0)C[NH+]1|C@@H](c2cc(ccc2N[C@@H] 1c3cceec30C) Br)ceccecd
7ZINC08440996_| 5.86 -0.54 -12.65 1 6 0 585.296 7 COcleccecINC(=0)CCC(=0)N2[C@H](CC(=N2)c3ccc(ce3)Br)cdecc(cc4)Br
ZINC08440995 | 5.86 -0.58 -12.49 1 6 0 585.296 7 COcleccccINC(=0)CCC(=0)N2[C@@H](CC(=N2)c3ccc(ce3)Br)cdecc(ccd)Br
7INC08440994 | 4.44 252 -38.76 2 6 1 463.526 7 Cclc(sc(c1[C@H](c2cce(cc2)OC(F)F)[NH+]3CCOCC3)NC(=0)checcod)C

7ZINC08440992 | 6.44 0.85 -14.86 0 6 0 574.519 7 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3en(nc3checceed)Cebeee(ce5)Br
7ZINC08440992 | 6.62 -0.01 -14.34 0 6 0 574519 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3en(nc3chcccecd)Cebecc(ces)Br
7ZINC08440992 | 6.44 1.07 -16.79 0 6 0 574.519 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3en(nc3cdeccced)CeSece(cc5)Br)(C)C)C
7ZINC08440990 | 3.43 -0.39 98.7 3 7 2 475.618 6 Cclc(sc(c1[C@H](c2ccenc2) [NH+]3CCN(CC3)chccec[nH+]4)NC(=0)c5ecco5)C
ZINC08440987 | 3.43 045 96.78 3 7 2 475.618 6 Cclc(sc(c1[C@@H](c2ccenc2) [NH+]3CCN(CC3)cdecce[nH+]4)NC(=0)c5eeco5)C
7ZINC08440986 | 6.44 0.94 1119 0 6 0 574519 7 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3en(nc3ceccecd)Cebece(ccs)Br
ZINC08440986 | 6.62 0.05 -13.13 0 6 0 574.519 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3en(nc3cdeccecd)Cebece(ccs)Br
ZINC04182261 | 6.54 33 -14.37 0 4 0 534273 4 Cclcee(ce1)S(=0)(=0)N2[C@H](CC(=N2)c3ccc(cc3)Br)cheec(ccd)Br

ZINC04182260 | 6.54 -3.69 -11.84 0 4 0 534.273 4 Cclcee(cel)S(=0)(=0)N2[C@@H](CC(=N2)c3ccc(ce3)Br)cdecc(ccd)Br

7ZINC08440985 | 6.84 049 141 0 3 0 518.636 3 clcec(c(c1)C(=0)N2[C@H](CC(=N2)c3ccc(ce3)Br)cdecc(ccd)Br)Cl

7ZINC08440984 | 6.84 049 1143 0 3 0 518.636 3 clcce(c(c1)C(=0)N2[C@@H](CC(=N2)c3ccc(ce3)Br)ceec(ccd)Br)Cl
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7INC02063489 | 8.37 0.13 -8.01 1 4 0 514.81 5 c1cec(cel)c2c3cc(cee3ne(n2)Nedeee(cc4C(=0)c5eccecs)Cl)Br

ZINC02063488 7.71 0.39 -9.81 1 4 0 480.365 5 clcee(ccl)c2c3cc(cce3nc(n2)Nedececc4C(=0)c5cccee5)Br

7INC01927667 | 7.25 1.79 15.84 1 5 0 586.06 7 Cclc(c2c(s1)nc(n(c2=0)c3cccec3)SCC(=0)Nedec(cccdClC(F) (F)F)c5eceecs
7INC08440983 | 6.77 157 9.55 0 6 0 510.03 8 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)CIN=CIC)c3cce(c(c3)COckecc(cc4)CIOC
ZINC08440983_|_6.96 0.63 1058 0 6 0 510.03 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cce(c(c3)COckcec(cc4)Cl)OC
7INC08440983 | 6.77 155 1258 0 6 0 510.03 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(c(c3)COckecc(cc4)CHOC)(C)C)C
ZINC02063487 7.78 1.68 -11.56 1 4 0 429.523 5 Cclccc2c(cl)c(nc(n2)Ne3cec(cc3C(=0)c4ccccc4)C)cScececs

7INC08440982_| 7.81 4.65 1637 0 5 0 629.729 8 Cclee(c(nlc2ecec(c2)C(F)(F)F)C)C(=0)CScancc(c(c(s4)C)c5eccech)c(=0)n3cbeccech
ZINC08440981 | 5.77 -0.09 1318 1 6 0 540.845 7 COclcee(cc1)[C@H]2CC(=NN2C(=0)CCC(=0)Nc3ccc(ced)Cl)checc(ccd) Br
ZINC08440980 | 5.77 01 1315 1 6 0 540.845 7 COclecc(ccl)[C@@H]2CC(=NN2C(=0)CCC(=0)Ne3cee(ce3)Clceec(cc4)Br
ZINC08440979 | 6.77 159 9.61 0 6 0 510.03 8 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cec(c(c3)COckecc(cc4)COC
7INC08440979 | 6.96 0.32 1042 0 6 0 510.03 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ece(c(c3)COckecc(cc4)CHOC
7INC08440979 | 6.77 122 1263 0 6 0 510.03 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(c(c3)COchcec(cc4)CHOC)(C)C)C
7INC01927657 | 6.62 174 1626 1 5 0 551.615 7 Cclc(c2c(s1)nc(n(c2=0)c3ccece3)SCC(=0)Nedecee(c4)C(F) (F)F)cbeccecs
ZINC06284383 6.37 15.65 -14.23 0 6 0 471.601 10 CCclecec(cIN(COCC)C(=0)Cn2c3ccece3nc2COc4ccc(cc4)C)C

ZINC08440978 | 6.97 -0.06 11.02 0 3 0 563.087 3 clccc(c(c1)C(=0)N2[C@H](CC(=N2)c3ccc(cc3)Br)checc(ccd)Br)Br

ZINC08440977 6.97 -0.06 -10.94 0 3 0 563.087 3 cleec(c(c1)C(=0)N2[C@@H](CC(=N2)c3ccc(cc3)Br)c4ccc(cc4)Br)Br
ZINC08440976 | 3.79 148 1635 2 7 0 531.764 7 clcc(ccc1[C@H]2C[C@H] (n3c(c(c(n3)C(=0)NCCCndccncd) CYNZ)C(F)(F)F)Br
ZINC08440976 | 3.79 12 42,66 3 7 1 532.772 7 clcc(cecl [C@H]2C[C@H] (n3c(c(c(n3)C(=0)NCCCn4cc[nH+]c4)CI)N2)C(F) (F)F)Br,
ZINC08440975 | 3.5 119 17.75 3 10 0 558.616 8 CCOC(=0)clc2c(scINC(=0)c3cec(cc3)N/C=C\4/C(=0)NC(=0)N(C4=0)c5cccec5) CCCC2
7INC00970849 | 4.95 11.22 3851 0 6 1 460.728 3 Cclc(c(n(n1)c2c(cc(cc2C)CI)CN[0-])/C=C/3\C(=NN(C3=0) c4cccecd)C
ZINC08440974 | 3.55 425 5573 1 11 1 619.421 8 CC\1=NN(C(=0)/C1=C\NcZccc(cc2)S(=0) (=0)[N-]e3cc(nc(n3)0C)OC) checc(cc)l
7INC08440974 | 3.73 538 22.79 2 11 0 620.429 7 CC\I=NN(C(=0)/C1=C\Nc2ccc(cc2)S(=0) (=0)/N=c\3/cc(nc([nH]3)0C) OC) chccc(cch)T
ZINC08440973 | 3.79 182 1826 2 7 0 531.764 7 clcc(cecl [C@@H]2C[C@H] (n3c(c(c(n3)C(=0)NCCCnécencd) CYNZ)C(F)(F)F)Br
7INC08440973 | 3.79 154 4312 3 7 1 532.772 7 clcc(cecl [C@@H]2C[C@H] (n3c(c(c(n3)C(=0)NCCCnécc[nH+]c4)CI)N2)C(F) (F)F)Br
ZINC08440972 5.67 1.92 -73.55 1 5 1 444.99 4 CC(C)clce(n2c3cccce3nc2c1C#NIN4CC[NH+](CC4)Ce5cec(ce5)Cl

ZINC08440969 | 5.4 0.93 651 0 5 0 455.292 7 CCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)0CC)c2ccec(c2)l

7INC08440969 | 54 0.78 761 0 5 0 455.292 7 CCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0)0CC)c2cccc(c2)l

ZINC08440969 | 5.58 018 -6.75 0 5 0 455.292 7 CCOC(=0)C1[C@@H](C(C(=C)N=C1C)C(=0)0CC)c2cccc(c2)l

ZINC08440968 | 3.79 187 1748 2 7 0 531.764 7 clcc(cecl [C@H]2C[C@@H] (n3c(c(c(n3)C(=0)NCCCnéccncd) CYNZ)C(F) (F)F)Br
ZINC08440968 | 3.79 159 4233 3 7 1 532.772 7 clcc(cecl [C@H]2C[C@@H] (n3c(c(c(n3)C(=0)NCCCnécc[nH+]c4)CI)N2)C(F) (F)F)Br
ZINC08440967 4.84 -1.47 -51.22 1 7 1 484.411 7 clec(cec1Cn2ce3c(en2)c(nen3)N4CC[NH+](CC4)CCOc5ccc(cc5)Cl)CL

ZINC08440966 | 4.54 2.63 12.02 2 13 0 394.307 6 clcec(c(cl)Ne2c(nc3c(nZ)non3)Nedcceec4 [N+] (=0)[0-]) [N+] (=0)[0-]
ZINC08440965 | 4.55 131 52.07 1 6 1 454.385 5 clcc(ceclCn2c3c(cn2)c(ncn3)N4CC[NH+](CC4)Ce5ecc(cc5)C)Cl

ZINC08440964 | 3.79 142 1661 2 7 0 531.764 7 clcc(cccl [C@@H]2C[C@@H] (n3c(c(c(n3)C(=0)NCCCn4cencd)CIN2)C(F) (F)F)Br
ZINC08440964 | 3.79 114 431 3 7 1 532.772 7 clcc(cecl [C@@H]2C[C@@H] (n3c(c(c(n3)C(=0)NCCCn4cc[nH+]c4)CI)N2)C(F) (F)F)Br
ZINC08440963 | 3.77 338 8.1 0 19 0 484301 8 clec(cecIN(c2c(nc3c(n2)non3)N(chcec(ccd) [N+](=0)[0-]) [N+](=0)[0-]) [N+] (=0)[0-]) [N+] (=0)[0-]
7ZINC08440962 | 5.42 0.48 4385 1 6 1 475.62 6 Cclecc(ccl)Cn2c3c(en2)c(ncn3)N4CC[NH+](CC4)C(c5cececs)cbeccect
ZINC00648070 | 4.66 239 -9.68 3 6 0 465.351 4 Cclcc(c(celCOc2ecc(cc2)Br)[C@H]3c4c(n[nH]c40C(=C3C#N)N)C)C

ZINC08440958 7.18 213 -16.59 1 4 0 362.521 10 CCCCCCCCNclcc(c(c2nlc3cccce3n2)CHN)CCC

ZINC00648073 | 4.66 24 958 3 6 0 465.351 4 Cclce(c(cc1COc2ccc(cc2) Br)[C@@H]3c4c(n[nH]c40C(=C3CH#N)N)C)C
ZINC06300227 | 3.89 7.26 1237 3 7 0 430508 5 Cclee(c(c(c1)C)COc2ece(cc20C) [C@H]3c4c(n[nH]c40C(=C3CAN)N)C)C
ZINC00702815 | 4.45 1.2 -14.92 0 7 0 445.5 8 clccc(cc1)C(=0)CSc2nnc(n2c3ccccc3)COc4ccc5c(c4)0COS

ZINC06300225 | 3.89 7.19 1232 3 7 0 430508 5 Celcc(c(c(c1)C)COc2cce(cc20C) [C@@H]3c4c(n[nH]c40C(=C3C#NIN)C)C
ZINC00702814 | 5.12 1.03 -15.08 0 7 0 479.945 8 clcec(cc1)n2c(nnc2SCC(=0)c3ccc(cc3)Cl)COc4ccc5c(c4)0COS

ZINC00846261 | 4.59 8.94 1791 4 8 0 523.589 9 Cclcec(cc1)NC(=0)[C@H](Cc2cce(cc2)0)NC(=0)c3cecce3NC(=0) cece(cc4)0C
ZINC03190354 | 4.59 -2.76 -17.9 4 8 0 523.589 9 Cclcec(cc1)NC(=0)[C@@H](Cc2ccc(cc2)0)NC(=0)c3cccce3NC(=0)c4ecc(cc4)0C
7INC04391415 | 5.88 0.51 10.84 0 6 0 522432 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3cn(nc3ceccecd)CeSece(ce5CHCNC(=0)CCC2
ZINC04391415 | 6.07 0.64 1163 0 6 0 522.432 6 COC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3en(nc3ccccccd)Ce5eec(ce5ClCL
7INC04391415 | 6.07 192 1265 0 6 0 522432 6 COC(=0)C1[C@H]([C@@H]2C(=NC1=C)CCCC2=0)c3en(nc3cdeccecd)Cesece(ce5CI)CI
ZINC08440954 3.28 11 -17.84 0 7 0 443.503 5 COclcccccIN2CCN(CC2)C(=0)CCN3C(=0)c4cccc5ede(cec5)C3=0

7INC08440953 | 54 348 -16.05 4 8 0 531.653 14 CCCCCCCNC(=0)[C@H](Cclcec(cc1)0)NC(=0)c2eccccZNC(=0)c3eec(cc3)0C
ZINC08440951 | 5.4 342 1646 4 8 0 531.653 14 CCCCCCCNC(=0)[C@@H](Cclccc(cc1)0)NC(=0)c2ecccc2NC(=0)c3cec(cc3)0C
ZINC08440950 | 3.87 098 11.56 3 7 0 439.556 10 CC[C@H](C) [C@H](C(=0)NCC(C)CINC(=0)clccceccINC(=0)c2ccc(cc2)0C
ZINC08440949 | 3.87 079 116 3 7 0 439.556 10 CC[C@@H](C)[C@H](C(=0)NCC(C)C)NC(=0)clcccccINC(=0)c2ece(cc2)0C
7INC08440948 | 3.87 0.6 1236 3 7 0 439.556 10 CC[C@H](C)[C@@H](C(=0)NCC(C)C)NC(=0)cIcceccINC(=0)c2ece(ce2)0C
ZINC02129169 4.67 15.15 -12.73 0 6 0 447.589 9 C=CCn1c(=0)c2cccce2nclSCe3nnc(n3c4cccced)SCC=C

7INC08440946 | 3.87 096 11.55 3 7 0 439.556 10 CC[C@@H](C)[C@@H](C(=0)NCC(C)C)NC(=0)cIcceccINC(=0)c2ece(cc2)0C
7INC08440945 | 3.46 3.07 1846 4 10 0 532.597 11 Cclcec(ccl)OCC(=0)NNC(=0)[C@H](C(C)C)NC(=0)c2ccccc2NC(=0)c3cec(cc3)0C
7INC08440944 | 5.88 0.56 17.95 0 6 0 522432 6 CC1=NC2=C([C@H](C1C(=0)0C)c3en(nc3cdececcd)Ceseee(ce5CI)CI)C(=0)CCC2
ZINC08440944 | 6.07 193 2038 0 6 0 522.432 6 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)CCCC2=0)c3cn(nc3ckcccccd)Cebecc(cc5ClCl




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08440944 | 5.88 0.55 -18.14 0 6 0 522.432 6 CC1=C([C@@H]([C@@H]2C(=N1)CCCC2=0)c3cn(nc3ccccccd)Ce5ecc(cc5Cl)CIC(=0)0C
7INC08440944 | 6.07 0.67 162 0 6 0 522.432 6 COC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3en(nc3cdeccecd)Ce5eee(ce5Cl)CI
7INC06142963 | 3.45 29.69 22.95 2 12 0 602.72 9 Cnlc(=0)c2c3c(sc2nc1SCC(=0)Nc4cec(ccd)S(=0)(=0)Nc5ee(nc(n5)0C)0C)CCCC3
7INC08440943 | 3.46 2.88 -18.58 4 10 0 532.597 11 Ccleec(ce1)OCC(=0)NNC(=0)[C@@H](C(C)C)NC(=0)c2ccccc2NC(=0)c3cee(ce3)0C
ZINC00702801 | 4.59 0.46 20.15 1 7 0 471.604 10 CCOC(=0)clecc(cc1)NC(=0)CCSc2ne3c(c(c(s3)C)C)c(=0)n2CC=C

ZINC08440940 | 4.25 0.74 1349 3 9 0 503.555 10 CC(C)[C@H](C(=0)NcIcceecC(=0)0OC)NC(=0)c2cccccZNC(=0)c3ecc(cc3)0C
7INC08440939 | 4.25 0.78 1374 3 9 0 503.555 10 CC(C)[C@@H](C(=0)Nclcceecl C(=0)OC)NC(=0)c2ecccc2NC(=0)c3cec(ce3)0C
ZINC02129165 44 11.7 -21.29 1 7 0 484.434 11 C=CCn1c(nnc1SCC(=0)Nc2nces2)CCCOc3ccc(cc3CI)Cl

ZINC08440938_|_6.26 0.56 1661 0 6 0 536.459 7 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cn(nc3cdcccccd) Ceseee(cc5Cl)Cl
7INC08440938_| 6.44 0.6 1529 0 6 0 536.459 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3en(nc3cdcccecd)Cesece(ce5CI)CT
7INC08440938 | 6.26 0.44 -17.85 0 6 0 536.459 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3en(nc3ckcccecd) Cebece(cc5ChC)C
7INC00846215 | 5.13 051 14.04 3 7 0 495.579 8 CC(C)[C@H](C(=0)NcIccc2ccccc2c1)NC(=0)c3ccccc3NC(=0) checc(ccd)0C

7INC00846213 | 4.77 0.03 1321 3 7 0 473573 8 Cclcec(c(c1)C)NC(=0)[C@H](C(C)C)NC(=0)c2cccccZNC(=0)c3ccc(cc3)0C

7INC00846212 | 4.77 0.15 ~13.08 3 7 0 473573 8 Cclece(c(c1)C)NC(=0)[C@@H](C(C)C)NC(=0)c2ccecc2NC(=0)c3cec(cc3)0C
ZINC00846210 | 4.7 124 1176 3 7 0 524.415 8 CC(C)[C@@H](C(=0)Nclcceecl Br)NC(=0)c2ccccc2NC(=0)c3cec(ce3)0C

ZINC08440936 6.26 0.5 -10.54 0 6 0 536.459 7 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cn(nc3c4cccce4)Ce5cee(ce5Cl)Cl
7INC08440936 | 6.26 0.47 1416 0 6 0 536.459 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cn(nc3cdcccecd) Ceseee(cc5Cl)CIC
ZINC08440936 6.44 -0.56 -12.26 0 6 0 536.459 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cn(nc3c4cccced)Ce5ccc(cc5CHCL
ZINC00970838 4 2092 1421 3 8 0 475.545 9 CC(C)[C@H](C(=0)Nclcec(cc1)OC)NC(=0)c2ccccc2NC(=0)c3cec(ce3)0C

ZINC08440935 | 4.99 122 5549 2 7 1 592.51 10 clcee(ce1)COc2ecc(cc2) [C@H]3C(=C(C(=0)N3CCC[NH+]4CCOCC4)0)C(=0)c5ece(cc5) Br
7INC08440935 | 4.4 131 6697 1 7 1 592.51 10 clcce(cc1)COc2ecc(cc2) [C@H]3[C@H] (C(=0)C(=0)N3CCC[NH+]4CCOCC4)C(=0)c5ecc(cc5)Br
ZINC00970837 | 4 051 1432 3 8 0 475,545 9 CC(C)[C@@H](C(=0)Nclcce(ce1)OCINC(=0)c2ccccc2NC(=0)c3ecc(ce3)0C

ZINC00970834 | 3.94 931 1525 3 7 0 445.519 8 CC(C)[C@H](C(=0)Nclcccec])NC(=0)c2ececc2NC(=0)c3ece(ce3)0C

ZINC00970833_| 3.94 9.1 1533 3 7 0 445519 8 CC(C)[C@@H](C(=0)Nclcccec1)NC(=0)c2cccccZNC(=0)c3ecc(cc3)0C

7INC08440934 | 4.99 155 5051 2 7 1 592.51 10 clcce(ce1)COc2ecc(cc2) [C@@H]3C(=C(C(=0)N3CCC[NH+]4CCOCC4)0)C(=0)c5ecc(cc5)Br
7INC08440934 | 44 163 -60.18 1 7 1 592.51 10 clcce(ce1)COc2ecc(cc2) [C@@H]3[C@@H](C(=0)C(=0)N3CCC[NH+]4CCOCC4)C(=0)c5cec(ce5) Br
7INC08440933 | 4.5 20,01 57.76 2 8 1 558.095 12 CC(C)CCOCTcec(cc10C) [C@H]2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)cdecc(ccd)Cl
ZINC08440933 | 3.92 012 -69.32 1 8 1 558.095 12 CC(C)CCOCTcec(cc10C) [C@H]2[C@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3)C(=0)cecc(ccd)Cl
ZINC08440932_|_4.25 0.68 1151 2 7 0 453.583 11 CCCN(CCC)C(=0)[C@H](C(C)C)NC(=0)clccccc INC(=0)c2cec(cc2)0C

ZINC08440931 | 4.25 0.45 1232 2 7 0 453.583 11 CCCN(CCC)C(=0)[C@@H](C(C)CINC(=0)clcccecINC(=0)c2ece(cc2)0C

7INC08440930 | 4.5 0.22 514 2 8 1 558.095 12 CC(C)CCOcTcec(cc10C) [C@@H]2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)cAecc(cc)Cl
ZINC08440930 | 3.92 03 60.72 1 8 1 558.095 12 CC(C)CCOcTcec(cc10C)[C@@H]2[C@@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3)C(=0) cecc(cc4)Cl
ZINC08440929 | 3.75 12.09 24.61 2 8 0 494551 7 Cclc(c(=0)n([nH]1)c2cccee2) [C@@H] (c3cce(ce3) 0C(=0)C)che(nn(c40)c5eccee5)C
ZINC08440929 | 4.2 119 14873 0 8 2 492.535 7 Cclc(c(n(n1)c2cecec2)[0-])C(c3cce(ce3)0C(=0)C) cde(nn(c4[0-])c5eceec5)C

ZINC06444396 6.68 15.23 -10.37 0 5 0 444.336 3 Cnlc2ccccc2¢(cle3cccce3)/N=N\c4nc5cec(cc5n4C)Br

7INC08440926 | 4.27 129 54.14 2 7 1 544.466 10 CCCOcTcec(ccl) [C@H]2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)ckccc(ccd)Br
7INC08440926 | 3.69 138 654 1 7 1 544.466 10 CCCOclccc(ccl) [C@H)2[C@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3)C(=0)chccc(ccd)Br
7INC08440925 | 4.27 158 ~48.68 2 7 1 544.466 10 CCCOclcec(ccl) [C@@H]2C(=C(C(=0)N2CCC[NH+]3CCOCC3)0)C(=0)cdccc(cc4)Br
7INC08440925 | 3.69 1,69 5837 1 7 1 544.466 10 CCCOclccc(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2CCC[NH+]3CCOCC3)C(=0) cAcec(ccd)Br
7INC08904385 | 3.81 9.46 4791 2 7 1 471.599 9 CCCOcTcec(ccl) [C@H]2/C(=C(/c3cces3)\0)/C(=0)C(=0)N2CCC[NH+]4CCOCC4
ZINC08838065 | 3.81 119 49.44 2 7 1 471.599 9 CCCOclccc(ccl) [C@@H]2/C(=C(/c3cces3)\0)/C(=0)C(=0)N2CCC[NH+]4CCOCCA
7INC08440921 | 5.92 13,59 2217 1 6 0 475585 7 Cclce(c(c(c1)C)COc2cce(cc20C)[C@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C
7INC08440921 | 6.04 03 11 0 6 0 475.585 7 Cclce(c(c(c1)C)COc2ecc(cc20C) [C@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C
ZINC08440920 | 3.39 -0.59 5244 2 8 1 493.58 11 CCOclcee(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)0CC=C)CC[NH+]4CCOCC4)0
ZINC08440920 | 2.8 -0.74 6177 1 8 1 493.58 11 CCOclccc(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CC[NH+]3CCOCC3)chccc(ccd)0CC=C
ZINC08440919 | 6.22 6.9 1435 1 6 0 636.406 8 Cclcec(ce1)S(=0)(=0)N(C[C@H]2CCCO2)C[C@@H](Cn3c4ccc(cc4c5c3ecc(c5)Br)Br)0
7INC08440918 | 3.39 -0.38 56.23 2 8 1 493.58 11 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)0CC=C)CC[NH+]4CCOCC4)0
7INC08440918 | 2.8 046 67.88 1 8 1 493.58 11 CCOclccc(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0) CC[NH+]3CCOCC3) cdecc(cc4)0CC=C
7INC08440917 | 6.22 653 1897 1 6 0 636.406 8 Cclcec(cc1)S(=0)(=0)N(C[C@@H]2CCCO2) C[C@@H] (Cn3céecc(ccdc5e3ccc(c5)Br)Br)0
7INC08440916 | 6.76 5.65 27.07 2 7 0 685.438 8 Cclcec(cc1)S(=0)(=0)N(C[C@H](Cn2c3ccc(cc3cdcecc(c4)Br)Br)0)c5ecc(ce5)NC(=0)C
ZINC08440915 | 3.03 0.5 5881 2 9 1 513.611 11 Cclcec(01)C(=0)C2=C(C(=0)N([C@H] 2c3cce(c(c3)0C) OCCC(C)C) CC[NH]4CCOCC4)0
7INC08440915 | 3.48 0.77 7143 2 9 1 513.611 10 Ccleec(01)/C(=C\2/[C@@H](N(C(=0)C2=0)CC[NH+]3CCOCC3)c4ccc(c(c4)0C)0CCC(C)C) /0
ZINC08440915 | 2.45 0.28 70.5 1 9 1 513.611 11 Cclcec(01)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)CC[NH+]3CCOCC3) c4eec(c(c4)0C)0CCC(C)C
ZINC08440914 | 5.92 14.12 28.62 1 6 0 475585 7 Cclee(c(c(c1)C)COc2ecc(cc20C) [C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C
ZINC08440914 | 6.04 0.47 -13.05 0 6 0 475.585 7 Cclce(c(c(c1)C)COc2eec(cc20C) [C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C
ZINC08440913 | 6.76 6.6 21.07 2 7 0 685.438 8 Cclcec(cc1)S(=0)(=0)N(C[C@@H] (Cn2c3ccc(cc3e4c2ece(c4)Br)Br)0)csece(cc5)NC(=0)C
7INC08440912 | 3.03 0.1 -50.13 2 9 1 513.611 11 Cclcec(01)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(c(c3)0C)0CCC(C)C)CC[NH+]4CCOCC4)0
ZINC08440912 | 2.45 ~0.08 5839 1 9 1 513.611 11 Cclcec(01)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CC[NH+]3CCOCC3)chccc(c(c4)0C)0CCC(C)C
ZINC08440911 7.99 -4.34 -20.02 0 7 0 670.812 10 clcec(cc1)CN(c2cccec2)S(=0)(=0)c3ccc-4¢(c3)C(=0)c5c4ccc(c5)S(=0) (=0)N(Ccbecceeb)c7ccccc?
ZINC08440910 8.6 -4.47 -17.22 0 6 0 656.829 10 cleec(ce1)CN(c2ceccc2)S(=0)(=0)c3ccc-4¢(c3)Ce5cdece(c5)S(=0) (=0)N(Cebeccce6)c7cecec?
ZINC08440909 | 3.45 20.65 -64.25 2 8 1 515.652 11 CC(C)CCOcTcec(cc10C) [C@H]2C(=C(C(=0)N2CC[NH+]3CCOCC3)0)C(=0)chcccss
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ZINC08440909 | 2.87 -0.87 -76.82 1 8 1 515.652 11 CC(C)CCOcTcec(cc10C) [C@H]2[C@H](C(=0)C(=0)N2CC[NH+]3CCOCC3)C(=0)chccest

ZINC08440908 | 6.74 1458 1653 1 5 0 494.031 6 Cclce(c(celCOc2cec(cc2)CH[C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C

7INC08440908_| 6.85 0.87 -8.78 0 5 0 494.031 6 Cclce(c(cc1COc2ecc(cc2)Cl) [C@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C

7INC08440907 | 3.45 071 53.61 2 8 1 515.652 11 CC(C)CCOCTcec(cc10C) [C@@H]2C(=C(C(=0)N2CC[NH+]3CCOCC3)0)C(=0)chccesd

7INC08440907 | 2.87 093 -63.4 1 8 1 515.652 11 CC(C)CCOcTcec(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2CC[NH+]3CCOCC3)C(=0)chccesd

7ZINC08440906_| 642 2.98 14.07 1 12 0 505.439 9 CCCCOC(=0)clcc(cc2el-c3c(cc(ce3[N+](=0)[0-]) [N+](=0)[0-])C2=Ccdccccc40)[N+](=0)[0-]

ZINC08440905 | 5.74 16.74 -15.39 0 12 0 479.401 9 CCCCOC(=0)clcc(cc\2¢1-c3c(cc(cc3[N+](=0)[0-]) [N+](=0)[0-])/C2=C\c4cccod) [N+](=0)[0-]

7INC09046769 | 4.08 037 4631 2 7 1 465.57 8 CCCOcTcec(ccl) [C@H]2/C(=C(/c3cec(ce3)C)\0)/C(=0)C(=0)N2CC[NH+]4CCOCCA

ZINC09046769 | 3.05 055 -48.83 1 7 1 465.57 9 CCCOclcec(ccl) [C@H]2[C@H] (C(=0)C(=0)N2CC[NH+]3CCOCC3)C(=0)c4cec(cc4)C

ZINC08440903_| 6.74 14.6 1638 1 5 0 494.031 6 Cclee(c(celCOc2ecc(cc2)C)[C@@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C

7INC08440903 | 6.85 0.86 871 0 5 0 494.031 6 Cclce(c(cc1COc2ecc(cc2)Cl) [C@@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C

7INC02063453 | 6.91 3.64 19.46 0 3 0 445562 2 Cclceec(c1)N2C3=C([C@H](C4=C2c5cccec5C4=0)cbeeecc6)C(=0)CC(C3)(C)C

7INC02063454 | 6.91 3.63 19.75 0 3 0 445.562 2 Cclccec(c1)N2C3=C([C@@H](C4=C2c5cccec5C4=0)cbeeeec6)C(=0)CC(C3)(C)C

ZINC02063452 | 8.55 2.42 -8.58 0 1 0 456.61 4 Cclcee(cel)Sc2ccc(cc2) [C@@]3(C=Cc4cSccccc5ecc403)cbeccechd

ZINC06445340 | 6.5 043 321 1 1 0 442.127 1 clcc2c(c(c)))N[C@H]([C@H]3[C@@H]2C=CC3)cAccc(cc4ClCl

7INC09046768 | 4.08 013 4828 2 7 1 465.57 8 CCCOclcec(ccl) [C@@H]2/C(=C(/c3ccc(ce3)C)\0)/C(=0)C(=0)N2CC[NH+]4CCOCCA

7INC02063439 | 6.5 151 1.84 1 1 0 442,127 1 clcc2c(c(c1))N[C@@H]([C@H]3[C@@H]2C=CC3)céccc(cc4Cl)Cl

ZINC06445339 | 6.5 -1.03 -1.85 1 1 0 442127 1 clcc2e(c(c))N[C@H]([C@@H]3[C@@H]2C=CC3)chcce(cc4Cl)CI

ZINC08440901 | 4.58 0.72 56,66 2 7 1 534.032 9 clccc(ce1)COc2ecc(cc2) [C@H]3C(=C(C(=0)N3CC[NH+]4CCOCC4)0)C(=0)c5cec(cc5)Cl

ZINC08440901 4 ~0.88 6659 1 7 1 534.032 9 cIcce(ccl)COc2ecc(cc2) [C@H]3[C@@H](C(=0)C(=0)N3CC[NH+]4CCOCC4)C(=0)c5eec(cc5)Cl

ZINC08440900 | 6.57 1451 2147 1 6 0 503.639 7 Cclee(c(c(c1)C)COc2ecc(cc20C) [C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C

ZINC08440900 | 6.69 141 1045 0 6 0 503.639 7 Cclce(c(c(c1)C)COc2ece(cc20C) [C@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C

7INC06445337 | 6.5 1.04 321 1 1 0 442.127 1 clcc2c(c(c))N[C@@H] ([C@@H]3[C@@H]2C=CC3)c4ccc(cc4Cl)Cl

ZINC08440899 | 4.58 0.6 5595 2 7 1 534.032 9 clcec(ce1)COc2ece(cc2) [C@@H]3C(=C(C(=0)N3CC[NH+]4CCOCC4)0)C(=0)c5ecc(ce5)Cl

ZINC08440899 4 0.77 6549 1 7 1 534.032 9 cIccc(ccl)COc2ccc(ce2) [C@@H]3[C@H](C(=0)C(=0)N3CC[NH+]4CCOCC4)C(=0)c5ecc(cc5)Cl

ZINC06445680 | 5.23 0.63 67.1 1 9 1 524.962 6 clcce(c(c1)[C@H]2[C@H]3C[C@@H]([C@@H]([C@@H]3c4ccce(c4N2)C(=0)[0-])ChSc5ecece5[N+](=0)[0-)[N+](=0)[0-]
ZINC06445651 | 5.23 0.86 7286 1 9 1 524.962 6 clcce(c(c1)[C@@H]2[C@H]3C[C@@H] ([C@@H] ([C@@H]3c4cccc(c4N2)C(=0)[0-])Cl)Sc5eccecS [N+](=0)[0-]) [N+](=0)[0-]
7INC08440898 | 3.38 ~0.15 52.79 2 8 1 503.575 9 Cclcec(01)C(=0)C2=C(C(=0)N([C@H]2c3cce(ce3)OCc4cceccd) CC[NH+]5CCOCC5)0

7INC08440898 | 2.8 031 6147 1 8 1 503.575 9 Cclcec(01)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CC[NH+]3CCOCC3)cAccc(cc4) OCc5cccecs

ZINC06445669 | 5.23 0.57 -89.03 1 9 1 524.962 6 clcce(c(c1)[C@H]2[C@@H]3C[C@@H]([C@@H] ([C@@H]3c4cccc(c4N2)C(=0)[0-])CI)Sc5ecccc5[N+] (=0)[0-))[N+](=0)[0-]
7INC06445639 | 5.23 1.03 6741 1 9 1 524.962 6 clcce(c(c]) [C@@H]2[C@@H]3C[C@@H]([C@@H]([C@@H]3c4cccc(c4N2)C(=0)[0-]) Ch)Sc5eccec5[N+] (=0)[0-]) [N+](=0)[0-]
7ZINC08440897 | 6.57 1452 2148 1 6 0 503.639 7 Cclee(c(c(c1)C)COc2eec(cc20C)[C@@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C

7INC08440897 | 6.69 124 11.04 0 6 0 503.639 7 Cclee(c(c(c1)C)COc2ecc(cc20C) [C@@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C

7ZINC06445812_| 3.65 021 4993 1 9 1 448.864 5 clcce(c(c1)[N+](=0)[0-])S[C@H]2C[C@H]3CNc4c(ccc(c4[C@@H]3[C@@H] 2CI) [N+] (=0)[0-])C(=0)[0-]

7INC08440896 | 3.38 039 49.53 2 8 1 503.575 9 Cclcec(01)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3) OCcAcccecd) CC[NH+]5CCOCC5)0

7INC08440896 | 2.8 055 57.76 1 8 1 503.575 9 Cclcec(01)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)CC[NH+]3CCOCC3)cdecc(cc4)OCc5eccecs

ZINC06445743 | 3.65 0.01 54.62 1 9 1 448.864 5 cIccc(c(c1)[N+](=0)[0-])S[C@@H]2C[C@H]3CNcc(ccc(c4[C@@H]3[C@@H] 2C [N+](=0)[0-])C(=0)[0-]

ZINC06445778 | 3.65 054 ~48.81 1 9 1 448.864 5 clece(c(c1)[N+](=0)[0-])S[C@H]2C[C@@H]3CNcc(ccc(c4[C@@H]3[C@@H] 2C1) [N+](=0)[0-])C(=0)[0-]

7INC06445684 | 3.65 -0.08 -56.85 1 9 1 448.864 5 clccc(c(c1)[N+](=0)[0-])S[C@@H]2C[C@@H]3CNc4c(ccc(c4[C@@H]3[C@@H] 2CI) [N+] (=0)[0-])C(=0)[0-]
ZINC08440895 | 5.19 124 4943 1 12 1 569.959 7 clcce(c(c1)[N+](=0)[0-])S[C@H]2C[C@H]3[C@@H] (Ncc(cee(c4[C@@H]3[C@@H] 2C1) [N+] (=0)[0-])C(=0)[0-])c5ecc(cc5) [N+] (=0)[0-]
7INC08440894 | 3.8 147 5442 2 7 1 505.616 9 clcce(ce1)COc2ccc(cc2) [C@H]3C(=C(C(=0)N3CC[NH+]4CCOCC4)0)C(=0)c5ecess

7INC08440894 | 3.22 163 6313 1 7 1 505.616 9 clccc(ce1)COc2ece(cc2) [C@H]3[C@@H](C(=0)C(=0)N3CC[NH+]4CCOCC4)C(=0)c5ecess

7INC08440893 | 5.19 138 56.74 1 12 1 569.959 7 clcce(c(c1)[N+](=0)[0-])S[C@@H] 2C[C@H]3[C@@H] (Nc4c(ccc(c4[C@@H]3[C@@H] 2CI) [N+] (=0)[0-])C(=0)[0-])c5cec(cc5) [N+] (=0)[0-]
7ZINC08440892 | 6.9 2.69 1116 0 6 0 517.666 8 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)CIN=C1C)c3cec(c(c3)0C)OCcAc(ce(cc4C)C)C

7INC08440892 | 6.9 2.68 1448 0 6 0 517.666 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] Lc3cec(c(c3)0C)0CcAc(cc(cc4C)C)C)(C)C)C

7ZINC08440892 | 7.08 175 1224 0 6 0 517.666 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)0C) OCcAc(ce(cc4C)C)C

7INC08440891 | 5.19 1.44 58.11 1 12 1 569.959 7 clcce(c(c1)[N+](=0)[0-])S[C@H]2C[C@@H]3[C@@H] (Nc4c(ccc(c4[C@@H]3[C@@H] 2CI) [N+] (=0)[0-])C(=0)[0-])c5cec(cc5) [N+] (=0)[0-]
ZINC08440890 | 5.19 136 6153 1 12 1 569.959 7 cLece(c(c1)[N+](=0)[0-])S[C@@H]2C[C@@H]3[C@@H] (Nc4c(ccc(c4 [C@@H]3[C@@H]2CH[N+](=0)[0-])C(=0)[0-])c5cec(ce5) [N+](=0)[0-]
7INC08440889 | 3.8 175 5092 2 7 1 505.616 9 clcce(ce1)COc2cec(cc2) [C@@H]3C(=C(C(=0)N3CC[NH+]4CCOCC4)0)C(=0)c5eces5

ZINC08440889 | 3.22 1.9 6021 1 7 1 505.616 9 clcce(ce1)COc2ecc(cc2) [C@@H]3[C@@H](C(=0)C(=0)N3CC[NH+]4CCOCC4)C(=0)c5cccs5

7INC06445822 | 6.06 3.15 139 1 7 0 549.958 6 clcce(c(c1)[N+](=0)[0-])S[C@H]2C[C@H]3[C@@H] (Nc4c(ccccC (F) (F)F) [C@@H]3[C@@H] 2Cl) c5ccce(c5) [N+] (=0)[0-]
ZINC06445750 | 6.06 3.22 19.38 1 7 0 549.958 6 clcec(c(c1)[N+](=0)[0-])S[C@@H]2C[C@H]3[C@@H] (Nc4c(ceccdC(F) (F)F) [C@@H]3[C@@H]2CT) c5ecec(c5)[N+](=0)[0-]
ZINC06445785_| 6.06 334 -14.06 1 7 0 549.958 6 clcce(c(c1)[N+](=0)[0-])S[C@H]2C[C@@H]3[C@@H] (Nc4c(cccc4C (F) (F)F) [C@@H]3[C@@H] 2C1) c5ecec(c5) [N+] (=0)[0-]
ZINC06445695 | 6.06 3.41 -19.5 1 7 0 549.958 6 clcce(c(c1)[N+](=0)[0-])S[C@@H]2C[C@@H]3[C@@H] (Nc4c(ccccC(F) (F)F) [C@@H]3[C@@H]2CT)c5ccec(c5) [N+] (=0)[0-]
ZINC08440888 | 5.14 2.14 5534 2 7 1 527.641 12 Cclcc(ccel 0CC=C)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)0Cc4cccecd) CC[NH+] (C)C)0

ZINC08440888 | 4.55 2.05 6663 1 7 1 527.641 12 Cclec(cccl0CC=C)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)CC[NH+](C)C)c3ccc(cc3) OCcheccecd

ZINC08440887 | 6.9 2.7 1119 0 6 0 517.666 8 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)0C)0Cc4c(cc(cc4C)C)C

7ZINC08440887 | 7.08 153 11.83 0 6 0 517.666 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ece(c(c3)0C)OCcAc(ce(cc4C)C)C

7INC08440887 | 6.9 2.44 1411 0 6 0 517.666 8 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(c(c3)0C)OCcAc(cc(cc4C)C)C) (C)C)C

7ZINC06445857 | 2.98 0.34 59.25 1 9 1 448864 5 clece(c(c1)[N+](=0)[0-])S[C@H]2C[C@H]3[C@@H] ([C@@H]2C1) c4ccec(c4N[C@@H]3C(=0)[0-])[N+](=0)[0-]
ZINC06445775 | 2.98 0.45 79.42 1 9 1 448.864 5 cIcce(c(c1)[N+](=0)[0-])S[C@@H]2C[C@H]3[C@@H]([C@@H]2Cl)c4ccec(c4N[C@@H]3C(=0)[0-])[N+](=0)[0-]




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08440886 | 5.14 2.08 -56.24 2 7 1 527.641 12 Cclcc(cec10CC=C)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)OCc4cceccd) CC[NH+](C)C)O
7INC08440886 | 4.55 191 65.77 1 7 1 527.641 12 Cclec(ccc10CC=C)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)CC[NH+](C)C)c3ccc(cc3) OCc4ccccck
ZINC06445809 | 2.98 0.02 -58.75 1 9 1 448.864 5 cIcce(c(c1)[N+](=0)[0-])S[C@H]2C[C@@H]3[C@@H] ([ C@@H]2CI) c4ccec(c4AN[C@@H]3C(=0)[0-])[N+] (=0)[0-]
ZINC06445739 | 2.98 0.16 542 1 9 1 448.864 5 clcce(c(c1)[N+](=0)[0-])S[C@@H]2C[C@@H]3[C@@H]([C@@H]2Cl)c4cccc(c4N[C@@H]3C(=0)[0-]) [N+](=0)[0-]
7INC08440885_| 6.87 15.08 1542 1 5 0 538.482 6 Cclce(c(ce1COc2ece(cc2)Br)[C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C
7INC08440885 | 6.99 0.26 8.73 0 5 0 538482 6 Cclce(c(celCOc2ccc(cc2)Br) [C@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C
ZINC08919518 | 4.44 0.71 4281 2 6 1 443.589 10 CCCOcTcec(ccl) [C@H]2/C(=C(/c3cces3)\0)/C(=0)C(=0)N2CC[NH+](CC)CC

7INC08440883 | 7.63 056 1218 1 4 0 550.305 4 clece(c(c1)[C@H]2[C@H]3C[C@@H]([C@@H]([C@@H]3c4cc(cccAN2)CI)CI)Sc5 ccece5 [N+](=0)[0-])Br
7INC08440882 | 7.63 076 1274 1 4 0 550.305 4 clcce(c(c]) [C@@H]2[C@H]3C[C@@H] ([C@@H] ([C@@H]3c4cc(ccc4N2)Cl) Cl)Sc5eccec5[N+] (=0)[0-]) Br
ZINC08919514 | 4.44 0.52 4316 2 6 1 443589 10 CCCOcl cec(cc)[C@@H]2/C(=C(/c3cees3)\0)/C(=0)C(=0JN2CC[NH+](CC)CC

7INC08440880 | 7.63 051 -13.66 1 4 0 550.305 4 cIcce(c(c1) [C@H]2[C@@H]3C[C@@H] ([C@@H] ([C@@H]3c4cc(ccc4N2)Cl)Cl)Sc5eccec5 [N+] (=0)[0-])Br
7INC08440879 | 7.63 027 1392 1 4 0 550.305 4 clece(c(c])[C@@H]2[C@@H]3C[C@@H] ([C@@H]([C@@H]3c4cc(cccaN2)CI)CI)ScheccecS [N+] (=0)[0-])Br
ZINC00850230 | 5.04 1 931 0 6 0 427.309 7 COclcc(cc(c10C)0C)c2nnc(02)SCe3cec(cc3CCl

7INC08440878 | 6.87 15.1 1555 1 5 0 538482 6 Cclee(c(ce1COc2ccc(cc2)Br)[C@@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C)C
7INC08440878_| 6.99 0.25 -8.63 0 5 0 538.482 6 Cclce(c(cc1COc2ecc(cc2)Br) [C@@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C)C
7INC08440877 | 4.42 12.15 -55.61 0 6 1 43048 8 CCCOcl cec(cc)[C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)chcce(ccd)C

ZINC08440877 | 4.86 117 2668 1 6 0 431.488 7 CCCOcTccc(ccl) [C@H]2C(=C(c3ccc(cc3)C)0)C(=0)C(=0)N2Cdcccos

7INC08440877 | 3.83 14 -17.66 0 6 0 431.488 8 CCCOclece(ccl) [C@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0) cdeec(cc4)C

ZINC08440876 3 143 29.12 3 10 0 587.702 11 Cclc(c(=0)n(n1C)c2ecccc2)NC(=0) [C@H](CCSC)NC(=0)c3cccce3NC(=0) chcec(ccd)0C
ZINC08440875 | 3 12 29.19 3 10 0 587.702 11 Ccle(c(=0)n(n1C)c2ccccc2)NC(=0)[C@@H] (CCSCINC(=0)c3ccecc3NC(=0) ceec(cc4)0C
ZINC08440874 | 4.42 12.1 -58.63 0 6 1 430.48 8 CCCOcTcce(cc]) [C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)checc(cc4)C

7INC08440874 | 4.86 137 29.72 1 6 0 431.488 7 CCCOclecc(ccl)[C@@H]2C(=C(c3cce(cc3)C)0)C(=0)C(=0)N2Cchcccod

ZINC08440874 | 3.83 158 2002 0 6 0 431.488 8 CCCOclccc(ccl) [C@@H]2[C@H](C(=0)C(=0)N2Ce3ccco3)C(=0)chccc(ccd)C

ZINC08440873 | 7.12 7.92 156 1 7 0 564.814 16 CCCCN(CCCC)S(=0)(=0)cl ccc-2¢(c1)C(c3c2eec(c3)S(=0) (=0)N(CCCC)CCCC)0

ZINC00970803 | 1.2 8.92 293 1 11 0 372.341 4 Cclccc(ccINC(=0)Cn2enc3c2c(=0)n(c(=0)n3C)C)[N+](=0)[0-]

ZINC00970803 | 1.2 138 62.03 2 11 1 373.349 4 Cclecc(ccINC(=0)Cn2c[nH+]c3c2c(=0)n(c(=0)n3C)C) [N+](=0)[0-]

ZINC00851794 1.9 -0.53 -17.17 1 8 0 439.213 3 Cnlc2c(c(=0)n(c1=0)C)n(cn2)CC(=0)Nc3cccee3l

ZINC00851794 | 1.9 025 53.69 2 8 1 440.221 3 Cnlc2c(c(=0)n(c1=0)C)n(c[nH+]2)CC(=0)Nc3ccceeal

ZINC00702763 | 5.17 12.61 42,59 0 6 1 458.534 8 CCOclcce(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(ce3)C(C)(C)C)Cedecco4)[0-]

ZINC00702763 | 5.62 1.94 26.67 1 6 0 459.542 7 CCOclecc(ccl)C(=C2[C@@H](N(C(=0)C2=0)Cc3ccco3)checc(cc4)C(C)(C)C)O

ZINC00702763_| 4.59 2.17 -17.45 0 6 0 459.542 8 CCOclccc(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)Cc3ccco3)chccc(cc4)C(C)(C)C
ZINC08440872_| 5.85 128 1426 0 5 0 483.605 7 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cc(c(s3)C)COckece(ccd)F
ZINC08440872_|_6.03 0.38 13.67 0 5 0 483.605 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cc(c(s3)C)COckecc(ccd)F
7INC08440872_| 5.85 143 163 0 5 0 483.605 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] Lc3cc(c(s3)C)COckecc(ce4)F)(C)C)C

7INC02063421 | 4.87 0.24 9.98 2 7 0 430.247 5 clccc(c(c1)NC(=0)c2ec(cc(c2)[N+](=0)[0-])C(=0)Ne3cccec3Cl)Cl

7INC02063420 | 5.65 4.76 9.07 0 7 0 445519 7 CCN(cIcccecl C)C(=0)c2ec(cc(c2)[N+](=0)]0-])C(=0)N(CC)c3cccec3C

ZINC02063419 | -1.1 6.58 2842 0 11 0 365.309 7 c1c(cc(cc1C(=0)N(CC#N)CCHN)[N+](=0)[0-]) C(=0)N(CCHN)CCHN

7INC00702764 | 5.17 12.63 4297 0 6 1 458.534 8 CCOclcce(ce1)C(=0)C2=C(C(=0)N([C@@H]2c3cce(cc3)C(C)(C)C) Ceteccod)[0-]
ZINC00702764 | 5.62 1.63 2685 1 6 0 459.542 7 CCOclcec(ccl)C(=C2[C@H](N(C(=0)C2=0)Cc3ccco3)cdeec(cc4)C(C)(C)C)0

ZINC00702764 | 4.59 1.93 2191 0 6 0 459.542 8 CCOclcce(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CcBcccod)chccc(cc4)C(C)(C)C
7INC08440871 | 3.49 2.04 1435 2 15 0 511.403 9 COclcec(c(c1)[N+](=0)[0-])NC(=0)c2cc(cc(c2) [N+](=0)[0-]) C(=0)Nc3ccc(cc3[N+] (=0)[0-])OC
7ZINC08440870 | 4.74 1.26 -19.68 2 13 0 520.241 7 clcc(c(ccl [N+](=0)[0-])NC(=0)c2cc(ce(c2) [N+] (=0)[0-])C(=0)Ne3cc(cec3CI) [N+] (=0)[0-])C
7INC00702759 | 3.86 10.02 ~40.87 0 6 1 440.903 7 CCOclcec(ccl)C(=0)C2=C(C(=0)N([C@H]2c3ccc(ce3)Cl) C[C@H]4CCCO4)[0-]

7ZINC00702759 | 4.31 129 2518 1 6 0 441,911 6 CCOclcce(cc1)C(=C2[C@@H](N(C(=0)C2=0)C[C@H]3CCCO3)cAccc(cc4)CI)O

ZINC00702759 | 3.28 1 17.62 0 6 0 441,911 7 CCOclccc(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)C[C@H]3CCCO3)chccc(ccd)Cl
7INC08440869 | 5.85 147 1115 0 5 0 483.605 7 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ec(c(s3)C)COchccc(ccA)F

7INC08440869 | 5.85 154 14.34 0 5 0 483.605 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H] Tc3cc(c(s3)C)COckccc(cc4)F)(C)C)C
7INC08440869 | 6.03 0.59 1235 0 5 0 483.605 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ec(c(s3)C)COcAccc(cch)F

ZINC06300109 | 5.52 13.01 2073 1 5 0 469.578 6 Cclc(cc(s1)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)COckccc(ccd)F

ZINC06300109 | 5.63 0.02 1069 0 5 0 469.578 6 Cclc(cc(s1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)COckecc(ccd)F

ZINC00851625 | 3.69 6.64 137 2 11 0 481.461 9 COclcec(c(c1)0C)NC(=0)c2ec(cc(c2)[N+](=0)[0-]) C(=0)Nc3cee(cc30C)0C

ZINC00970788 4.38 -0.08 -24.36 1 7 0 422.444 3 cleec2c(cl)ccec2n3ncdecc(cc4n3)NC(=0)c5cecbe(c5)0CCO6

ZINC00702760 | 3.86 9.82 ~42.09 0 6 1 440.903 7 CCOclccc(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)CI)C[C@H]4CCC04)[0-]
ZINC00702760 | 4.31 15 3041 1 6 0 441,911 6 CCOclcec(ccl)C(=C2[C@H](N(C(=0)C2=0)C[C@H]3CCCO3)c4ccc(cc4)CHO

ZINC00702760 | 3.28 121 2324 0 6 0 441,911 7 CCOclcec(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)C[C@H]3CCCO3) ccec(cc)Cl
ZINC06300107 | 5.52 13 2081 1 5 0 469.578 6 Cclc(ce(s1)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)COcAcce(ccd)F.

ZINC06300107 | 5.63 0 1079 0 5 0 469.578 6 Cclc(cc(s1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)COckccc(ccd)F

ZINC02063410 6.49 -14 -14.57 1 5 0 457.711 4 COclccc(cc1C(=0)Nc2cc(ccc2Cl)e3ncdccccc403)Br

ZINC00702761 | 3.86 9.76 4176 0 6 1 440.903 7 CCOclccc(ce1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)Cl) C[C@@H]4CCC04)[0-]
ZINC00702761 | 4.31 147 -30.19 1 6 0 441,911 6 CCOclcec(cel)C(=C2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCO3)cdecc(cc4)CI)O
7INC00702761 | 3.28 118 2353 0 6 0 441,911 7 CCOclcec(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCO3)chccc(ccd)Cl
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ZINC00970786 | 5.77 -0.78 -19.31 1 7 0 419.824 5 clcc(cc(c1)[N+](=0)[0-])/C=C/C(=0)Nc2cce(cc2)c3nchcc(ccc4o3)Cl

7INC02063408_| 6.66 ~0.88 1843 1 5 0 451.32 4 Cclcc2c(cclC)oc(n2)c3ecce(c3)NC(=0)cdec(ccc40C) Br

ZINC08440868 | 6.44 2.92 11.39 1 5 0 513.439 4 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@@H](C1(C#N)C#N)c3cc(c(cc3C)C)COckecc(ccd)Br)CHN
ZINC08440868 | 6.44 2.75 33.72 2 5 1 514.447 4 Cclee(c(celCOc2ecc(cc2) Br) [C@H]3[C@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(C#N)CHN)CAN)C
ZINC02063407 6.66 -0.77 -19.9 1 5 0 451.32 4 Cclcc(c2c(c1)nc(02)c3ccec(c3)NC(=0)c4cc(ccc40C)Br)C

7ZINC00702762_| 3.86 9.59 4112 0 6 1 440903 7 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3cce(cc3)CHC[C@@H]4CCCO4)[0-]
7INC00702762 | 4.31 174 -30.82 1 6 0 441,911 6 CCOclcec(ccl)C(=C2[C@H](N(C(=0)C2=0)C[C@@H]3CCCO3)c4ccc(cc4)C)O

7INC00702762_| 3.28 145 253 0 6 0 441,911 7 CCOclcce(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)C[C@@H]3CCCO3)cAccc(cc4)Cl
ZINC00850292 6.28 -1.1 -19.26 1 5 0 437.293 4 Cclccc2c(cl)oc(n2)c3cecc(c3)NC(=0)c4cc(ccc40C)Br

ZINC00850290 | 6.28 11 18.19 1 5 0 437.293 4 Cclcec2c(cl)nc(02)c3cccc(c3)NC(=0)cdec(ccc40C) Br

ZINC08440867 | 6.44 2.25 1111 1 5 0 513.439 4 [H]/N=C/1\[C@H](C2=CCCC[C@@H] 2[C@H](C1(C#N)CH#N)c3cc(c(cc3C)C)COckecc(cc4)Br)CHN
7INC08440867 | 6.44 2.08 ~40.63 2 5 1 514.447 4 Cclce(c(ce1COc2ccc(cc2)Br)[C@@H]3[C@H]4CCCC=CA[C@@H](C(=[NH2+])C3(C#N)C#N)CHN)C
ZINC00850286 5.86 -1.42 -18.58 1 5 0 423.266 4 COclccc(cc1C(=0)Nc2cccc(c2)c3nc4ccccc4o03)Br

7INC08440866 | 5.15 2.34 716 2 6 0 498.391 5 CCOC(=0)C1=c2n(c(=0)/c(=C\c3ccecc3Cl)/s2)C(=C([C@H] Tekccec(c4)CI)CHN)N
7INC00702749 | 4.57 13.1 533 0 6 1 486.519 8 clcce(ce1)COc2ecc(cc2) [C@H]3C(=C(C(=0)N3C[C@H]4CCCO4)[0-])C(=0)c5ecc(cch)F,
ZINC00702749 | 5.01 0.6 3133 1 6 0 487.527 7 clcec(cc1)COc2cec(cc2) [C@H]3C(=C(c4cec(cc4)F)0)C(=0)C(=0)N3C[C@H]5CCCO5
7INC00702749 | 3.98 034 2591 0 6 0 487.527 8 clcce(cc1)COc2ecc(cc2) [C@H]3[C@H](C(=0)C(=0)N3C[C@H]4CCCO4)C(=0)c5ecc(cch)F
ZINC08440865 | 6.44 2.26 111 1 5 0 513.439 4 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@@H] (C1(C#N)C#N)c3cc(c(cc3C)C)COckecc(ccd)Br)CHN
ZINC08440865 | 6.44 2.09 40.72 2 5 1 514.447 4 Cclce(c(celCOc2ecc(cc2) Br)[C@H]3[C@@H]4CCCC=CA[C@H](C(=[NH2+])C3(C#N)C#N)C#N)C
7INC08440864 | 5.15 2.36 714 2 6 0 498391 5 CCOC(=0)C1=c2n(c(=0)/c(=C\c3cceee3Cl)/s2)C(=C([C@@H] Lcdccce(c4) C)CHN)N
ZINC02063399 | 5.15 7.18 1137 2 5 0 518.442 4 clcc(cc(c1)C(F) (F)F)/C=c/2\c(=0)n3c(=C([C@H](C(=C3N)C#N)ccccc(c4)C(F) (F)F)C#N)s2
7INC02063401 | 5.15 7.16 11.26 2 5 0 518.442 4 clec(cc(c1)C(F) (F)F)/C=c/2\c(=0)n3c(=C([C@@H](C(=C3N) C#N)c4ccec(c4)C(F) (F)F) C#N)s2
ZINC00702750 | 4.57 1332 5422 0 6 1 486.519 8 clcce(ce1)COc2cec(cc2) [C@@H]3C(=C(C(=0)N3C[C@H]4CCCO4)[0-])C(=0)c5ecc(ccs)F
ZINC00702750 | 5.01 048 -31.88 1 6 0 487.527 7 clcec(cc1)COc2cec(cc2) [C@@H]3C(=C(c4cce(cc4)F)0)C(=0)C(=0)N3C[C@H]5CCCO5
ZINC00702750 | 3.98 019 2357 0 6 0 487.527 8 clcce(ce1)COc2ecc(cc2) [C@@H]3[C@@H](C(=0)C(=0)N3C[C@H] 4CCCO4)C(=0)c5ecc(cc5)F
7INC08440863 | 6.44 2.88 11.36 1 5 0 513439 4 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@H](C1(C#N)C#N)c3cc(c(cc3C)C)COckccc(cc4)Br)CHN
ZINC08440863 | 6.44 2.71 -33.84 2 5 1 514.447 4 Cclce(c(ce1COc2ecc(cc2) Br)[C@@H]3[C@@H]4CCCC=C4[C@H] (C(=[NH2+])C3(CH#N)C#N)C#N)C
ZINC00702751 | 4.57 12.98 584 0 6 1 486519 8 clcce(ce1)COc2ecc(cc2) [C@H]3C(=C(C(=0)N3C[C@@H]4CCCO4)[0-])C(=0)c5ecc(cc5)F
ZINC00702751 | 5.01 041 3151 1 6 0 487.527 7 clcce(cc1)COc2ecc(cc2) [C@H]3C(=C(c4ccc(cc4)F)0)C(=0)C(=0)N3C[C@@H]5CCCO5
ZINC00702751 | 3.98 012 23.72 0 6 0 487.527 8 clcec(cc1)COc2cec(cc2) [C@H]3[C@H](C(=0)C(=0)N3C[C@@H]4CCCO4)C(=0)c5ecc(cc5)F
7INC00702752 | 4.57 126 57.82 0 6 1 486.519 8 clcce(ce1)COc2ecc(cc2) [C@@H]3C(=C(C(=0)N3C[C@@H]4CCCO4)[0-])C(=0)c5ecc(cc5)F
ZINC00702752_| 5.01 062 3213 1 6 0 487.527 7 clcec(cc1)COc2cec(cc2) [C@@H]3C(=C(c4ccc(cc4)F)0)C(=0)C(=0)N3C[C@@H]5CCCO5
ZINC00702752 | 3.98 034 2547 0 6 0 487.527 8 clcce(cc1)COc2ecc(cc2) [C@@H]3[C@@H](C(=0)C(=0)N3C[C@@H]4CCCO4)C(=0)c5ccc(cc5)F
7INC08440862 | 52 0.66 1575 0 5 0 455551 7 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=CIC)c3ce(c(s3)C)COcAcce(ccd)F

7INC08440862 | 5.2 0.36 17.34 0 5 0 455.551 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] 1c3cc(c(s3)C)COckccc(cc4)F)C

7INC08440862 | 5.38 052 15.77 0 5 0 455551 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cc(c(s3)C)COc4cce(ccd)F

7INC08440861 | 1.01 0.98 2041 0 9 0 444,484 7 COclccec(c1C(=0)N2CCN(CC2)C(=0)c3ec(c(c(c3)0C)0C)0C)0C

ZINC00702745 | 4.84 12.83 4548 0 7 1 512.582 10 CCOclcee(ce1)C(=0)C2=C(C(=0)N([C@H] 2c3ccc(cc3)OCcAcccecd) C[C@H]5CCCO5)[0-]
ZINC00702745 | 5.28 132 3221 1 7 0 513.59 9 CCOclcec(ccl)C(=C2[C@@H](N(C(=0)C2=0)C[C@H]3CCCO3)chccc(cc4)0Cc5cecec5)0
7ZINC00702745 | 4.25 -1.08 2523 0 7 0 513.59 10 CCOclcce(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)C[C@H]3CCCO3)céccc(cc4)0Ccheccecs
ZINC08440859 7.51 1.18 -13.17 0 4 0 499.394 4 Cclcec2¢(c1C)ne3n2c(=0)/c(=C\c4cc(ccc40Cc5c(ccecSCHF)CD /53

7INC02063383 | 5.54 13 11.73 1 4 0 439.555 5 CC1(CC2=C([C@H](Nc3c2c4ccecchee3)c5ece(c(c5)0C)0CC=C)C(=0)C1)C

ZINC00702746 | 4.84 12.78 4628 0 7 1 512.582 10 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)0Cc4cccecd) C[C@H]5CCCO5)[0-]
7INC00702746 | 5.28 117 31.87 1 7 0 513.59 9 CCOclcce(cc1)C(=C2[C@H](N(C(=0)C2=0)C[C@H]3CCCOB)chccc(cc4)0Cc5eceec5)0
ZINC00702746 | 4.25 -0.87 2451 0 7 0 513.59 10 CCOclccc(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)C[C@H]3CCCO3)cAccc(cc4)OCc5eccecs
7INC02063384 | 5.54 127 117 1 4 0 439.555 5 CC1(CC2=C([C@@H](Nc3c2cécccccdec3)ceec(c(c5)0C)0CC=C)C(=0)C1)C

ZINC08440858 | 5.2 0.68 115 0 5 0 455.551 7 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cc(c(s3)C)COckccc(ccd)F

7ZINC08440858 | 52 0.41 15.07 0 5 0 455.551 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cc(c(s3)C)COc4ecc(cc4)F)C

ZINC08440858 | 5.38 055 1278 0 5 0 455.551 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cc(c(s3)C)COckecc(ccd)F

ZINC00702747 | 484 12.69 ~46.07 0 7 1 512.582 10 CCOclcce(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)0CcAcccecd) C[C@@H]5CCCO5)[0-]
ZINC00702747 | 5.28 -1.09 -31.65 1 7 0 513.59 9 CCOclcec(ccl)C(=C2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCO3) c4ccc(cc4)OCc5cccee)0
ZINC00702747 | 4.25 ~0.87 23.05 0 7 0 513.59 10 CCOclcec(ce1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCO3)c4ccc(cc4)0Cc5eccecs
ZINC00702748 | 4.84 12.36 4554 0 7 1 512.582 10 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)0Cc4cccecd) C[C@@H]5CCCO5)[0-]
7ZINC00702748 | 5.28 13 3228 1 7 0 513.59 9 CCOclcec(cc1)C(=C2[C@H](N(C(=0)C2=0)C[C@@H]3CCCOB)chcce(cc4)OCc5ceece5)0
ZINC00702748 | 4.25 -1.03 2653 0 7 0 513.59 10 CCOclccc(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)C[C@@H]3CCCO3)c4ccc(ccd)OCc5cececs
ZINC08440856 3.58 1.27 -14.72 0 6 0 445.294 4 CC(=0)0clcc(c(cc10C)/C=c\2/c(=0)n3c4ccccc4nc3s2) Br

ZINC08440855_| 7.97 038 -7.85 1 3 0 661.321 4 CC1(CC2=C([C@H](Nc3c2c4cccccdee3)cbec(ce(c50CC=C)))C(=0)C1)C

7ZINC08440854 | 6.25 1.89 11.86 0 6 0 489.612 8 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cec(c(c3)0C)0CcAc(cc(cc4C)C)C
7INC08440854 | 6.25 154 1615 0 6 0 489.612 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3cce(c(c3)0C) 0Cc4c(cc(cc4C)C)C)C

7INC08440854 | 6.43 0.62 1297 0 6 0 489.612 8 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)0C)0CcAc(ce(cc4C)C)C
ZINC08440853 | 7.97 0.22 7.26 1 3 0 661.321 4 CC1(CC2=C([C@@H](Nc3c2chcccccdecd)c5ec(ce(c50CC=C)N)C(=0)C1)C




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

7INC08440852 | 5.21 -1.73 -16.09 1 6 0 548.433 8 clcce(ce1)COc2ecc(cc2) [C@H]3C(=C(C(=0)N3C[C@H]4CCCO4)0)C(=0)c5ccc(cc5) Br
7INC08440852_| 4.63 184 2525 0 6 0 548433 8 clcec(cc1)COc2cec(cc2) [C@H]3[C@H](C(=0)C(=0)N3C[C@H]4CCCO4)C(=0)c5eec(cc5)Br
ZINC02063377 6.85 1.84 -13.79 1 6 0 468.944 5 Cclcec(c(c1)C)n2nc3ccc(cc3n2)NC(=0) /C=C/c4ccc(04)cScec(cc5)Cl

ZINC00850295 6.26 1.57 -13.39 1 6 0 454.917 5 Celcec(ccl)n2ne3cec(cec3n2)NC(=0)/C=C/c4ccc(04)c5cee(cc5)Cl

ZINC02063375 6.94 -0.29 -18.86 1 6 0 464.521 7 Cclec(c2c(c1)nc(02)c3cccc(c3)NC(=0)C(Oc4ccccc4)OcScccee5)C

ZINC08440851 | 5.21 16 14.67 1 6 0 548433 8 clcce(cel)COc2ece(cc2) [C@@H]3C(=C(C(=0)N3C[C@H]4CCCO4)0)C(=0)c5ecc(cc5)Br
7INC08440851 | 4.63 176 2133 0 6 0 548.433 8 clccc(ce1)COc2ecc(cc2) [C@@H]3[C@H](C(=0)C(=0)N3C[C@H]4CCCO4) C(=0)c5ecc(cc5)Br
ZINC02063374 6.9 -0.56 -18.69 1 4 0 453.361 4 Celcce(ccINC(=0)c2cc(ccc20C)Br)c3nc4cccccds3

ZINC02063373 6.81 -0.64 -13.48 1 5 0 452.535 7 clcec(cc1)OC(C(=0)Nc2cee(cc2)c3nc4ccccc4s3)Oc5eecees

7ZINC08440850 | 6.25 193 1174 0 6 0 489.612 8 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3ccc(c(c3)0C)OCchc(cc(cc4C)C)C

ZINC08440850 | 6.25 173 1528 0 6 0 489.612 8 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3ccc(c(c3)0C)OCcAc(cc(cc4C)C)C)C

7ZINC08440850 | 6.43 0.87 1332 0 6 0 489.612 8 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccc(c(c3)0C)OCcc(cc(cc4C)C)C

ZINC08440849 | 3.86 176 12.96 1 6 0 44731 4 COclcec(cclBr)c2esc(n2)NC(=0)c3cccdc(c3)0CCO4

7INC08440848 | 5.21 152 -14.83 1 6 0 548433 8 clcec(ce1)COc2cec(cc2) [C@H]3C(=C(C(=0)N3C[C@@H]4CCCO4)0)C(=0)c5ecc(cc5)Br
7INC08440848 | 4.63 168 2143 0 6 0 548.433 8 clcce(ce1)COc2ecc(cc2) [C@H]3[C@@H](C(=0)C(=0)N3C[C@@H]4CCCO4)C(=0)c5ecc(ccs)Br
7INC08440847 | 7.14 3.68 126 2 5 0 610.189 3 Cclcc(c2c(cl)nc(02)c3cec(cc30)NC(=0)ckec(cecdNI)C

ZINC02063370 6.13 7.32 -14.07 2 5 0 484.293 3 Cclcc2c(cc1C)oc(n2)c3cec(cc30)NC(=0)c4ccc(cc4)l

7INC08440846 | 5.12 10.83 9.92 3 6 0 524422 3 clecc(ccl) CC[C@H]2CC=C3[C@H](C2)[C@@]4(c5cc(ccc5NC4=0)Br)C(C(=C3C#N)N) (CHN)CH#N
7INC08440846 | 5.21 0.26 3444 3 6 1 525.43 3 clccc(ccl)CC[C@H]2CC=C3[C@H](C2)[C@@]4(c5cc(ccc5NC4=0)Br)C(C(=[NH2+])C3CH#N) (CHN)CH#N
ZINC08440845 | 5.21 175 1578 1 6 0 548433 8 clcec(cel)COc2ecc(cc2) [C@@H]3C(=C(C(=0)N3C[C@@H]4CCCO4)0)C(=0)c5ece(cc5)Br
7INC08440845 | 4.63 -1.85 24.84 0 6 0 548.433 8 clcce(ce1)COc2ecc(cc2) [C@@H]3[C@@H](C(=0)C(=0)N3C[C@@H]4CCCO4)C(=0)c5cec(cc5) Br
7INC08440844 | 5.12 10.88 1031 3 6 0 524.422 3 clece(cc1)CC[C@@H]2CC=C3[C@H] (C2)[C@@]4(c5cc(ccc5NC4=0)Br)C(C(=C3C#N)N) (CH#N)C#N
7INC08440844 | 5.21 0.03 37.84 3 6 1 525.43 3 clcce(cc1)CC[C@@H]2CC=C3[C@H] (C2) [C@@]4(c5cc(ccc5NC4=0)Br) C(C(=[NH2+])C3CH#N) (CHN) CHN
ZINC00702741 | 5.08 1356 53.6 0 6 1 502.974 8 clcce(ce1)COc2ece(cc2) [C@H]3C(=C(C(=0)N3C[C@H]4CCCO4)[0-])C(=0)c5ecc(ces)Cl
ZINC00702741 | 5.53 149 -30.86 1 6 0 503.982 7 clcce(ce1)COc2ecc(cc2) [C@H]3C(=C(c4ccc(cc4)CI)0)C(=0)C(=0)N3C[C@H]5CCCO5
ZINC00702741 | 45 123 2546 0 6 0 503.982 8 clcec(cc1)COc2cec(cc2) [C@H]3[C@H](C(=0)C(=0)N3C[C@H]4CCCO4)C(=0)c5eec(cc5)Cl
ZINC08440843 | 5.12 10.79 -10.78 3 6 0 524.422 3 clcce(ccl)CC[C@H]2CC=C3[C@@H](C2)[C@@]4(c5cc(ccc5NC4=0)Br) C(C(=C3CHN)N) (CHN)CHN
ZINC08440843 | 5.21 0.12 4191 3 6 1 525.43 3 clcce(cel)CC[C@H]2CC=C3[C@@H](C2)[C@@]4(c5cc(ccc5NC4=0)Br)C(C(=[NH2+])C3CHN) (CHN) CHN
7INC08440842 | 6.21 13.78 1712 1 5 0 510.428 6 Cclce(c(ce1COc2cecc(cc2)Br) [C@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

7INC08440842_| 6.33 102 9.95 0 5 0 510.428 6 Cclce(c(ce1COc2ccc(cc2)Br) [C@H]|3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C

ZINC08440841 | 5.12 8.48 9.01 3 6 0 524.422 3 cIccc(cc])CC[C@@H]2CC=C3[C@@H](C2)[C@@]4(c5cc(ccc5NC4=0)Br)C(C(=C3C#N)N) (C#N)CHN
7INC08440841 | 5.21 044 3949 3 6 1 52543 3 clcec(cc1)CC[C@@H]2CC=C3[C@@H](C2)[C@@]4(c5cc(ccc5SNC4=0)Br)C(C(=[NH2+])C3CHN) (CHN)CHN
7INC08440840 | 2.38 6.93 12.18 2 8 0 428.857 5 COclcc(cccIN/C=C/2\C(=0)NC(=0)N(C2=0)c3ccc(cc3)CI)SCHN

ZINC08440840 2.38 6.93 -12.15 2 8 0 428.857 5 COclcc(cecIN/C=C\2/C(=0)NC(=0)N(C2=0)c3ccc(cc3)Cl)SC#N

7INC00702742_| 5.08 13.78 5441 0 6 1 502.974 8 clccc(ce1)COc2ecc(cc2) [C@@H]3C(=C(C(=0)N3C[C@H]4CCCO4)[0-])C(=0)c5ccc(cc5)Cl
7ZINC00702742_| 5.53 137 3126 1 6 0 503.982 7 clcec(cc1)COc2cec(cc2) [C@@H]3C(=C(c4cce(cc4)CI)0)C(=0)C(=0)N3C[C@H]5CCCO5
7INC00702742 | 4.5 114 2152 0 6 0 503.982 8 clcce(ce1)COc2ecc(cc2) [C@@H]3[C@H](C(=0)C(=0)N3C[C@H]4CCCO4)C(=0)c5ccc(cc5)Cl
7INC08440837 | 0.32 5.84 1599 2 9 0 420425 4 clccc(cc1)N2C(=0)/C(=C/Nc3cec(cc3)C(=0)N4CCOCC4)/C(=0)NC2=0

ZINC00070425 4.49 8.28 -9.71 2 4 0 334.504 4 C1CCC(CC1)C(=0)N[C@H]2CCCC[C@@H]2NC(=0)C3CCCCC3

ZINC08440836 | 6.21 13.79 -17.08 1 5 0 510.428 6 Cclee(c(celCOc2ece(cc2)Br)[C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

7INC08440836_| 6.33 081 912 0 5 0 510.428 6 Cclcc(c(ce1COc2ecc(cc2)Br) [C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C

7INC00702743 | 5.08 1343 5857 0 6 1 502.974 8 clcec(ce1)COc2ecc(cc2) [C@H]3C(=C(C(=0)N3C[C@@H]4CCCO4)[0-])C(=0)c5ece(cc5)Cl
7INC00702743 | 5.53 129 31 1 6 0 503.982 7 cIccc(cel)COc2cec(ce2) [C@H]3C(=C(c4ccc(cc4)CH0)C(=0)C(=0)N3C[C@@H]5CCCO5
7INC00702743 | 45 101 2327 0 6 0 503.982 8 clcec(cc1)COc2cec(cc2) [C@H]3[C@H](C(=0)C(=0)N3C[C@@H]4CCCO4)C(=0)c5ecc(cc5)Cl
ZINC08440835 | 4.02 0.98 2111 1 6 0 424.403 7 clcc2ecec3c2c(c1)C(=0)N(C3=0)CCCC(=0)Nchcec(cc4) OC(F)F

7ZINC00702744 | 5.08 13.05 57.94 0 6 1 502.974 8 clcce(ce1)COc2ecc(cc2) [C@@H]3C(=C(C(=0)N3C[C@@H]4CCCO4)[0-])C(=0)c5ecc(cc5)Cl
7INC00702744 | 5.53 15 3157 1 6 0 503.982 7 clccc(cel)COc2ecc(cc2) [C@@H]3C(=C(c4ccc(cc4)C)0)C(=0)C(=0)N3C[C@@H]5CCCO5
7INC00702744 | 45 123 25.04 0 6 0 503.982 8 clcee(ce1)COc2ecc(cc2) [C@@H]3[C@@H](C(=0)C(=0)N3C[C@@H]4CCCO4)C(=0)c5ecc(cc5)Cl
7INC08440834 | 3.22 2.92 -53.13 1 10 1 509.564 6 Cclcec(cc1[N+](=0)[0-])S(=0) (=0)N2CC[NH+](CC2)CCN3C(=0) chcccc5chc(cec5)C3=0
7INC08440833 | 4.8 -0.36 17.92 1 6 0 610.193 3 Cclc(c(n(n1)c2cec(cc2)1)0)/C=C\3/C(=NN(C3=0)c4ccc(cc4)C

ZINC08440831 5.49 0.63 -12.89 1 6 0 544.401 8 clecc(cc1)COc2ecc(cc2)[C@H]3C(=C(C(=0)N3Cc4ccco4)0)C(=0)c5ccc(cc5)Br

ZINC08440831 | 4.91 0.46 17.89 0 6 0 544401 8 clece(cc1)COc2ecc(cc2) [C@H]3[C@@H](C(=0)C(=0)N3Cc4ecco4)C(=0)c5cee(cc5) Br
7INC00848923 | 4.52 029 18.12 1 6 0 563.193 3 Cclc(c(n(n1)c2ecc(cc2)Br)0)/C=C\3/C(=NN(C3=0)c4ccc(ccA)T)C

ZINC08440830 | 6.08 13.68 1718 1 5 0 465977 6 Cclce(c(ce1COc2cec(cc2)CH[C@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

7INC08440830 | 6.2 041 -10.04 0 5 0 465.977 6 Cclce(c(cc1COc2ecc(cc2)Cl) [C@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C

ZINC08440829 | 6.21 119 947 0 5 0 444.965 5 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cces3)/s2) [C@H] 1 checc(cc4)CIC

7INC08440828 | 6.21 1.08 9.24 0 5 0 444.965 5 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cccs3) /s2) [C@@H] 1ckccc(ccd) CHC

ZINC08440827 | 5.36 13.49 56.67 0 6 1 498.942 8 clcec(cc1)COc2cec(cc2)[C@H]3C(=C(C(=0)N3Cedcccod)[0-])C(=0)c5ecc(ce5)Cl

ZINC08440827 5.81 0.86 -27.55 1 6 0 499.95 7 cleee(cc1)COc2cecc(cc2) [C@H]3C(=C(c4ccc(cc4)C)0)C(=0)C(=0)N3Cc5ccco5

7INC08440827 | 4.78 115 1947 0 6 0 499.95 8 clcce(cel)COc2ece(ce2) [C@H]3[C@H](C(=0)C(=0)N3Cedcccod)C(=0)c5ece(cc5)Cl
ZINC08440826 8.14 2.88 -15.6 0 6 0 539.44 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)c4ccce(c4)Cl) /s2)[C@H]1c5ccc(cc5)C)C
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ZINC08440825 8.14 2.89 -15.34 0 6 0 539.44 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)c4ccee(c4)Cl) /s2)[C@@H]1c5cce(cc5)CHC
7INC08440824 | 8.77 2.72 1314 0 6 0 573.885 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chec(cec4Cl)Cl)/s2)[C@H] 1c5eec(cc5)CHC
7INC08440823 | 8.77 2.74 13.37 0 6 0 573.885 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chcc(ccc4Cl)Cl) /s2) [C@@H] 1c5ece(ce5)Cl)C
7INC08440822_| 6.08 13.69 1721 1 5 0 465.977 6 Cclee(c(ce1COc2ecc(cc2)C)[C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)0C)C)C

7INC08440822 | 6.2 0.2 922 0 5 0 465.977 6 Cclce(c(cc1COc2ecc(cc2)Cl) [C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)0C)C)C

7ZINC00702738_| 5.36 14.22 54.73 0 6 1 498.942 8 clcec(cc1)COc2cec(cc2)[C@@H]3C(=C(C(=0)N3Ccéecco4)[0-])C(=0)ceec(cc5)Cl
ZINC00702738 5.81 0.46 -29.22 1 6 0 499.95 7 cleee(cc1)COc2ccc(cc2) [C@@H]3C(=C(c4ccc(cc4)Cl)0)C(=0)C(=0)N3Cc5ccco5

7INC00702738_| 4.78 0.76 2397 0 6 0 499.95 8 clcce(ccl)COc2cec(ce2) [C@@H]3[C@@H](C(=0)C(=0)N3Cc4ccco4) C(=0)c5eec(cc5)Cl
ZINC02063313 7.52 3.15 -11.92 0 6 0 590.543 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(n(c3C)c4ccc(cc4)Br)C) /s2)[C@H]1c5ccc(cc5)C)C
7INC02063315 | 7.52 2.99 11.85 0 6 0 590.543 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(n(c3C)chece(cc)Br)C) /52) [C@@H]1c5ecc(cc5)C)C
ZINC08440821 7.16 4.23 -11.95 0 6 0 525.674 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(n(c3C)c4ccc(cc4)C)C)/s2)[C@H]1c5cec(cc5)C)C
7INC02063311 | 7.16 4.07 11.85 0 6 0 525.674 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(n(c3C)checc(cc4)C)C) /s2) [C@@H] Lc5ece(ce5)C)C
ZINC00667142 | 4.61 0.63 1164 1 7 0 511.361 6 Cclcec(cc1)N2C(=0)/C(=C/c3cec(c(c3)0C) OCc4ccc(cc4Cl)Cl)/C(=0)NC2=0

ZINC00647877 | 3.71 2.57 22.86 3 6 0 475474 4 clccc(ccl)c2e(c[nH]n2)[C@@H]3C(=C(N(C4=C3C(=0)CCC4)c5ecec(c5)C(F) (F)F)N)CHN
7INC08440820 | 4.41 10.78 5637 0 6 1 452.502 9 CCCCOcT cec(ccl) [C@H] 2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)chccc(ccd)F

7ZINC08440820 | 4.86 022 2547 1 6 0 45351 8 CCCCOclcec(ccl)[C@H]2C(=C(c3cce(cc3)F)0)C(=0)C(=0)N2C[C@H]4CCCO4

ZINC08440820 | 3.83 0 1537 0 6 0 453,51 9 CCCCOclcec(ccl) [C@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)chccc(ccd)F
ZINC08440818 | 4.41 10.74 5846 0 6 1 452502 9 CCCCOclccc(cel)[C@@H] 2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)chccc(ccd)F

7INC08440818_| 4.86 -0.44 3044 1 6 0 45351 8 CCCCOcT cec(ccl) [C@@H] 2C(=C(c3ccc(cc3)F)0)C(=0)C(=0)N2C[C@H]4CCCO4

7INC08440818 | 3.83 014 2223 0 6 0 453.51 9 CCCCOclcce(cc)[C@@H]2[C@@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)ckecc(cc4)F
ZINC08440815 | 4.41 1148 5571 0 6 1 452.502 9 CCCCOcT cec(ccl) [C@H]2C(=C(C(=0)N2C[C@@H]3CCC03)[0-])C(=0)chccc(cch)F

ZINC08440815 | 4.86 036 3016 1 6 0 45351 8 CCCCOclcec(cc)[C@H]2C(=C(c3ccc(cc3)F)0)C(=0)C(=0)N2C[C@@H]4CCCO4

7INC08440815 | 3.83 007 2234 0 6 0 45351 9 CCCCOcTcec(ccl) [C@H]2[C@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)c4ccc(ccd)F
ZINC08440813 | 4.3 11.93 13913 0 11 2 499.387 4 clccc2e(cl)c(c(c(=0)02)C(c3cchc(cc3[N+](=0)[0-])0CO4)c5e(cbececcb0c5=0)[0-])[0-]
7INC08440813 | 4.3 1114 -63.38 1 11 1 500.395 4 clccc2e(cl)c(c(c(=0)02) [C@@H](c3cctc(cc3[N+](=0)[0-])0C04)c5c(cbececc60c5=0)[0-])0
ZINC08440812 | 4.41 1111 564 0 6 1 452.502 9 CCCCOclcce(ce)[C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)checc(ccA)F
7INC08440812 | 4.86 -0.68 3175 1 6 0 45351 8 CCCCOcT cec(ccl) [C@@H] 2C(=C(c3ccc(cc3)F)0)C(=0)C(=0)N2C[C@@H]4CCCO4

7INC08440812 | 3.83 -0.39 2556 0 6 0 453.51 9 CCCCOclcee(cc])[C@@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0) chccc(cch)F
7INC02334044 | 5.11 5.94 15.71 3 9 0 457.362 11 CC(C)NcInc(nc(n1)OCCNC(=0)COc2ccc(cc2CCHNC(C)C

ZINC08440810 | 5.21 12.18 5418 0 6 1 464.925 9 CCCCOclccc(cc)[C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0) checc(ccd)Cl

ZINC08440810 | 5.65 0.81 2676 1 6 0 465.933 8 CCCCOcT cec(ccl) [C@H]2C(=C(c3ccc(cc3)Cl)0)C(=0)C(=0)N2Cedeccod

7INC08440810 | 4.62 1.05 1691 0 6 0 465933 9 CCCCOcTcec(ccl) [C@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0)checc(cc4)Cl

ZINC00667115 6.18 -0.16 -15.32 2 5 0 451.309 5 clcec(cc1)C(=0)Nc2ccc(cc2)NC(=0)c3cec(03)c4ec(cec4Cl)Cl

ZINC00848995 6.01 10.6 -11.32 1 7 0 479.323 5 COclcee(ccl)n2nc3ccc(ce3n2)NC(=0)c4ccc(04)c5cc(cec5CHCL

ZINC00848995 | 3.66 4.73 18.97 3 7 0 403.438 5 COclcec(cc1)N2Cc3cec(cc3C2)C(=0)N/N=C/c4ccc(cc40)0

ZINC08440809 | 6.69 0.34 1333 1 5 0 483.015 4 [H]/N=C\1/[C@H](C2=CCCC[C@@H]2[C@@H](C1(C#N)C#N)c3c(ce(c(c3C)COc4ccc(cc4)CIC)C)CHN
ZINC08440809 | 6.69 0.17 3576 2 5 1 484.023 4 Cclce(c(c(c1COc2ecc(cc2)Cl)C) [C@H]3[C@H]4CCCC=C4[C@@H](C(=[NH2+])C3(CH#N)C#N)C#N)C
ZINC00848993 6.08 9.23 -20.88 1 6 0 450.281 4 clec(ce(c1)NC(=0)c2ccc(02)c3cc(ccc3Cl)Cl)c4nc5c(04)ccens

ZINC08440808 | 5.21 1249 5145 0 6 1 464.925 9 CCCCOclcec(cc]) [C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)checc(cc4)Cl

ZINC08440808_| 5.65 05 2697 1 6 0 465933 8 CCCCOclccc(ccl)[C@@H]2C(=C(c3cec(cc3)CNO0)C(=0)C(=0)N2Cchcccod

ZINC08440808_| 4.62 0.8 2154 0 6 0 465.933 9 CCCCOclccc(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0) checc(ccd)Cl

ZINC02063292 7.4 -0.86 -14.85 1 5 0 463.32 4 Celccc2c(c1)nc(o02)c3cccc(c3)NC(=0)c4ccc(04)c5cc(cec5C)CL

ZINC02063291 6.97 -1.18 -15.19 1 5 0 449.293 4 clcec2c(cl)nc(02)c3ccec(c3)NC(=0)c4ccc(o4)cScc(ccec5Cl)CL

7ZINC08440807 | 6.69 2.65 1229 1 5 0 483.015 4 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@H](CL(CH#N)CHN)c3c(ce(c(c3C)COckecc(cc4)CIC)C)CHN
ZINC08440807 | 6.69 2.48 42,55 2 5 1 484.023 4 Cclce(c(c(c1C0c2ecc(cc2)Cl)C) [C@@H]3[C@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(C#N)C#N)C#N)C
ZINC08440806 | 4.01 1043 6034 0 7 1 434.468 9 CCCCOclecc(cc)[C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)chccc(04)C

ZINC08440806 | 4.01 9.68 1327 1 7 0 435.476 9 CCCCOcT cec(ccl) [C@H]2C(=C(C(=0)N2Cc3ccco3)0)C(=0)checc(04)C

ZINC00848992 | 6.01 ~0.09 851 1 4 0 415.301 4 clccc(ccl)c2esc(n2)NC(=0)c3ccc(03)chec(cec4Cl)Cl

ZINC08440805 | 6.69 094 1271 1 5 0 483.015 4 [H]/N=C\1/[C@H](C2=CCCC[C@H]2[C@@H](C1(C#N)C#N)c3c(cc(c(c3C)COckecc(cc4)CI)C)C)CHN
ZINC08440805 | 6.69 112 4349 2 5 1 484.023 4 Cclce(c(c(c1COc2cce(cc2)Cl)C) [C@H]3[C@@H]4CCCC=CA[C@@H] (C(=[NH2+])C3(CHN)CHN)CHN)C
ZINC08440803_| 4.01 10.16 609 0 7 1 434,468 9 CCCCOcIccc(ccl) [C@@H] 2C(=C(C(=0)N2Ce3ccco3)[0-])C(=0)checc(04)C

ZINC08440803 | 4.01 9.41 1393 1 7 0 435476 9 CCCCOclccc(cc)[C@@H]2C(=C(C(=0)N2Cc3ccco3)0)C(=0)chccc(04)C

ZINC08440802 7.9 -2.38 -13.22 1 8 0 729.957 6 clcc2c(ccINC(=0)c3ccc(03)Br)nc(o2)c4cc(c(c(c4)Br)OC(=0)cSccc(05)Br)Br

ZINC00848910 5.64 0.3 -15.15 1 5 0 424.891 3 clcc(ec(c1)Cln2nc3ccc(cec3n2)NC(=0)c4ccc5cbcdcccc6CC5

ZINC00848909 5.21 0.47 -15.18 1 6 0 434499 5 CCOclcec(ccl)n2ne3ccc(ce3n2)NC(=0)c4ccc5cbe4cccc6CCS

7INC02063284 | 7.08 109 “13.66 1 4 0 459.332 3 clcc2c3c(cec(c3c1)C(=0)Nekeee5e(c4)nc(05)cbec(cec6Cl)CI)CC2

ZINC08440801 | 4.43 0.53 1275 1 6 0 437.517 9 CCCCOcT cec(ccl) [C@H]2C(=C(C(=0)N2Cc3ccco3)0)C(=0)chccest

ZINC08440801 | 3.84 0.36 1697 0 6 0 437517 9 CCCCOcTccc(ccl)[C@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0)checesd

ZINC08440799 | _6.69 253 143 1 5 0 483.015 4 [H]/N=C\1/[C@H](C2=CCCC[C@H]2[C@H](C1(C#N)C#N)c3c(cc(c(c3C)COc4ccc(ccd)Cl)C)C)CHN
ZINC08440799 | 6.69 1,66 4039 2 5 1 484.023 4 Cclee(c(c(c1COc2cec(cc2)Cl)C) [C@@H]3[C@@H]4CCCC=C4[C@@H] (C(=[NH2+])C3(C#N)C#N)CHN)C
ZINC02063276 6.77 2.83 -15.28 0 5 0 471.56 5 Cclceccclc2e3cec(c(cc3c4c(nn(c4n2)c5eccce5)cbececc6)0C)0C
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ZINC08440798 | 7.47 -1.18 -13.89 1 6 0 588.926 8 CCOclce(cc(c10)Br)[C@H]2C3C(=NC(=C2C(=0)0CC(C)C)C)C[C@H](CC3=0)cdcec(cc4)Cl
7ZINC08440798 | 7.63 241 -8.72 1 6 0 588.926 8 CCOclcc(cc(c10)Br)[C@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CC(C)C)C)checc(ccd)Cl
7ZINC08440797 | 4.43 0.16 -13.84 1 6 0 437517 9 CCCCOcl cec(cc)[C@@H]2C(=C(C(=0)N2Cc3ccco3)0)C(=0)checest

7INC08440797 | 3.84 0.03 206 0 6 0 437517 9 CCCCOCTcee(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0)checest

7ZINC08440796 | 7.47 112 -13.22 1 6 0 588.926 8 CCOclec(ce(c10)Br) [C@@H]2C3C(=NC(=C2C(=0)0CC(C)C)C)C[C@H] (CC3=0)checc(ccd)Cl
7ZINC08440796 | 7.63 231 9.75 1 6 0 588.926 8 CCOclcc(cc(c10)Br)[C@@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CC(C)C)C)checc(ccd)Cl
ZINC08440795 | 7.47 -1.09 -13.93 1 6 0 588.926 8 CCOclcc(cc(c10)Br)[C@H]2C3C(=NC(=C2C(=0)0CC(C)C)C)C[C@@H](CC3=0)céccc(ccd)Cl
7ZINC08440795 | 7.63 232 9.58 1 6 0 588.926 8 CCOclec(cc(c10)Br) [C@H]2C3C(=0)C[C@H](C=C3N=C(C2C(=0)0CC(C)C)C)c4eec(cc4)Cl
7ZINC08440794 | 7.47 1.24 -14.53 1 6 0 588.926 8 CCOclec(ce(c10)Br) [C@@H]2C3C(=NC(=C2C(=0)0CC(C)C)C)C[C@@H](CC3=0)ctecc(ccd)Cl
7ZINC08440794 | 7.63 232 -9.64 1 6 0 588.926 8 CCOclcc(cc(c10)Br) [C@@H]2C3C(=0)C[C@H](C=C3N=C(C2C(=0)OCC(C)C)C)chece(cc)Cl
ZINC05921386 | 4.75 1127 -37.37 0 6 1 471316 7 CCOcleec(cc)C(=0)C2=C(C(=0)N([C@H]2c3ccc(c(c3)Cl)Cl)Cedeccod)[0-]

7ZINC05921386 | 5.2 051 2852 1 6 0 472.324 6 CCOclcee(cc1)C(=C2[C@@H](N(C(=0)C2=0)Cc3ccco3)cheec(c(c4)CCI)O

ZINC05921386 | 4.17 0.74 20.21 0 6 0 472324 7 CCOclcec(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)Cc3ccco3)chece(c(c4)CDCl

7ZINC08440793 | 7.11 16 -13.69 0 6 0 537.656 10 CCCOclcec(cc10C)[C@H]2C3C(=NC(=C2C(=0)0Cc4cccecd)C)C[C@H] (CC3=0)c5eceecs
7ZINC08440793 | 7.27 021 9.32 0 6 0 537.656 10 CCCOclcec(cc10C) [C@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)OCcAcccecd)C)cbeccech
ZINC08440792 | 7.11 153 -13.43 0 6 0 537.656 10 CCCOclcee(cc10C)[C@@H]2C3C(=NC(=C2C(=0)0Cc4cccecd)C)C[C@H](CC3=0)c5eceecs
7ZINC08440792 | 7.27 0.14 9.27 0 6 0 537.656 10 CCCOcleec(cc10C)[C@@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0Cccccccd)C)c5eceees
7ZINC08440791 | 6.16 14.04 -19.13 1 5 0 530484 6 Cclc(ce(s1)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)COchccc(ccd)Br

ZINC08440791 | 6.28 148 -10.03 0 5 0 530.484 6 Cclc(ce(s1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C) COcheec(ccd)Br

7ZINC00702733 | 3.63 9.68 -38.97 0 6 1 420.416 7 CCOclccc(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)F)Cedeccod)[0-]

ZINC00702733 | 4.08 161 -27.08 1 6 0 421424 6 CCOclece(cc1)C(=C2[C@@H](N(C(=0)C2=0)Cc3ccco3)cdecc(ccd)F)O

ZINC00702733 | 3.05 19 -19.99 0 6 0 421424 7 CCOclLcce(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)Cc3cccod)checc(ccA)F

ZINC08440790 | 7.11 154 -13.38 0 6 0 537.656 10 CCCOclecc(ccL0C)[C@H]2C3C(=NC(=C2C(=0)0Cc4cccccd)C)C[C@@H](CC3=0)c5eceecs
ZINC08440790 | 7.27 0.01 -10.24 0 6 0 537.656 10 CCCOclccc(cc10C)[C@H]2C3C(=0)C[C@H](C=C3N=C(C2C(=0)0Cc4cccccd)C)c5eceecs
ZINC08440789 | 7.11 138 -15.42 0 6 0 537.656 10 CCCOclcee(cc10C)[C@@H]2C3C(=NC(=C2C(=0)0Cc4ccccc)C)C[C@@H] (CC3=0)c5eceecs
7ZINC08440789 | 7.27 03 116 0 6 0 537.656 10 CCCOclcec(cc10C) [C@@H]2C3C(=0)C[C@H](C=C3N=C(C2C(=0)OCc4cccccd)C)c5eccech
ZINC00702734 | 3.63 9.98 -37.53 0 6 1 420416 7 CCOcleec(cc)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)F)Cedeccod)[0-]

7ZINC00702734 | 4.08 124 284 1 6 0 421424 6 CCOclcec(cc1)C(=C2[C@H](N(C(=0)C2=0)Cc3ccco3)cheec(cc4)F)0

ZINC00702734 | 3.05 15 2415 0 6 0 421424 7 CCOclccc(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)Cc3ccco3)checc(ccA)F

7ZINC04068118 | 8.04 0.79 881 0 5 0 533.668 8 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)céccc(cc4)0Cc5eccce5)C(=0)C[C@@H](C2)cbeccech
ZINC04068118 | 8.04 091 1175 0 5 0 533.668 8 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccce3)cece(cc4)0Cc5eeeee5) C(=0)0C6CCCC6
7ZINC04068118 | 8.22 2.24 -16.46 0 5 0 533.668 8 C=C1C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccce3)checc(cc4)0Cc5eecee5)C(=0)0C6CCCCE
ZINC04068118 | 8.22 1.02 -9.66 0 5 0 533.668 8 C=CLC([C@H](C2C(=N1)C[C@H](CC2=0)c3ccccc3)cdeec(cc4)0Cc5eecee5)C(=0)0C6CCCCE
7ZINC04068116 | 8.04 0.8 -8.69 0 5 0 533.668 8 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)checc(cc4)0Cc5eccec5)C(=0)C[C@H] (C2)cbeccect
ZINC04068116 | 8.04 0.83 -11.87 0 5 0 533.668 8 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccce3)cecc(cc)0Ccheecee5)C(=0)0C6CCLCE
7ZINC04068116 | 8.22 2.02 9.23 0 5 0 533.668 8 C=C1C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cceced)chcce(cc4)OCc5ceece5)C(=0)0C6CCCCh
ZINC04068116 | 8.22 0.95 -9.85 0 5 0 533.668 8 C=C1C(|C@H](C2C(=N1)C[C@@H](CC2=0)c3ccccc3)cecc(cc)0Cc5eecee5)C(=0)0C6CCCCE
7ZINC00702729 | 3.99 1013 -40.86 0 6 1 485.354 7 CCOclccc(cc1)C(=0)C2=C(C(=0)N([C@H]2c3cee(ce3)Br)C[C@H]4CCCO4)[0-]

7ZINC00702729 | 4.44 1.9 -25.06 1 6 0 486362 6 CCOclccc(cc)C(=C2[C@@H](N(C(=0)C2=0)C[C@H]3CCCO3)chccc(ccd)Br)O

7INC00702729 | 3.41 161 -17.52 0 6 0 486362 7 CCOclLcce(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)C[C@H]3CCCOB) cecc(ccd)Br
ZINC08440788 | 6.16 14.03 19.11 1 5 0 530.484 6 Cclc(ce(s)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0C)C)COchecc(ccd) Br

7INC08440788 | 6.28 15 -10.17 0 5 0 530484 6 Cclc(ce(s1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0C)C)(C)C)COcAccc(ccd)Br

ZINC04068115 | 8.04 0.78 9.04 0 5 0 533.668 8 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)cdcce(ccd)0Cc5eeecc5)C(=0)C[C@H](C2)cbeccech
ZINC04068115 | 8.04 0.72 -12.46 0 5 0 533.668 8 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccce3)chccc(ccd) OCc5ceece5)C(=0)0C6CCCCh
ZINC04068115 | 8.22 2.26 -15.6 0 5 0 533.668 8 C=C1C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccccc3)chece(ccd) OCc5eeeee)C(=0)0C6CCCCh
ZINC04068115 | 8.22 0.84 -10.28 0 5 0 533.668 8 C=CI1C([C@@H](C2C(=N1)C[C@@H](CC2=0)c3cccced)checc(cc4)0Cc5eccec5)C(=0)0C6CCCCE
7ZINC08440787 | 6 0.04 11.39 1 7 0 505.611 9 CC[C@H](C)0C(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3cce(ce3)0C)N=C1C)cdecc(c(c4)0CC)0
7INC08440787 | 6 -0.24 -14.95 1 7 0 505.611 9 CC[C@H](C)OC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H] Tc3cce(c(c3)0CC)0)chece(cc4)OC)C
ZINC08440787 | 6.19 1.29 -12.64 1 7 0 505.611 9 CC[C@H](C)OC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cce(cc3)0C) cheee(c(c4)0CC)0
7INC08440786 | 6 -0.01 -14.82 1 7 0 505.611 9 CC[C@@H](C)OC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3ccc(cc3)0CIN=C1C)chcce(c(c4)0CC)0
ZINC08440786 | 6 -0.26 -16.14 1 7 0 505.611 9 CC[C@@H](C)0C(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H] Lc3cec(c(c3)0CC)0)chece(cc4)OC)C
7ZINC08440786_| 6.19 113 -14.55 1 7 0 505.611 9 CC[C@@H](C)0C(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)0C) cheec(c(c4)0CC)0
ZINC08440785 | 6 0.04 1113 1 7 0 505.611 9 CC[C@H](C)0C(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3ccc(cc3)0C)N=C1C)chcee(c(c4)0CC)0
7ZINC08440785 | 6 032 -15.39 1 7 0 505.611 9 CC[C@H](C)0C(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H] Tc3ccc(c(c3)0CC)0)chece(cc4)OC)C
ZINC08440785 | 6.19 -1.38 12.77 1 7 0 505.611 9 CC[C@H](C)OC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cce(ce3)0C)checc(c(c4)0CC)0
ZINC00702730 | 3.99 9.93 -42.07 0 6 1 485.354 7 CCOclecc(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)Br) C[C@H]4CCCO4)[0-]

ZINC00702730 | 4.44 211 -30.33 1 6 0 486362 6 CCOclecc(cc1)C(=C2[C@H](N(C(=0)C2=0)C[C@H]3CCCO3)céccc(cc4)Br)O

ZINC00702730 | 3.41 182 2318 0 6 0 486362 7 CCOclcce(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)C[C@H]3CCCO3)cAece(ccd)Br

7ZINC08440784 | 6.14 3.86 -14.92 1 6 0 478.596 5 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@@H](CL(C#N)C#N)c3cec(c(c3)0C) OCcdc(cc(ccC)C)C)CHN
7INC08440784 | 6.14 3.69 -43.05 2 6 1 479.604 5 Cclce(c(c(c1)C)COc2ece(cc20C) [C@H]3[C@H]4CCCC=C4[C@@H](C(=[NH2+])C3(CHN)CEN)CHN)C
7ZINC08440783 | 6 0.05 1122 1 7 0 505.611 9 CC[C@@H](C)OC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cce(ce3)0C)N=C1C)cdeec(c(c4)0CC)0




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

7INC08440783 | 6 03 -15.47 1 7 0 505.611 9 CC[C@@H](C)0C(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H]1c3cce(c(c3)0CC)0)checc(ced)0C)C
7ZINC08440783 | 6.19 118 -13.52 1 7 0 505.611 9 CC[C@@H](C)OC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)0C) cdecc(c(c4)0CC)0
7ZINC08440782 | 6.82 2.02 10.71 0 6 0 558.074 9 CC1=NC2=C([C@@H](C1C(=0)0CCc3cccee3)checec(c40C)0C)C(=0)C[C@@H](C2)c5ece(ce5)Cl
7INC08440782 |7 164 L1 0 6 0 558.074 9 COclceec(c10C)[C@H]2C3C(=NC(=C)C2C(=0)0CCc4ccccc4)C[C@H](CC3=0)c5cce(cc5)Cl
7ZINC08440782 | 7 3.1 -16.72 0 6 0 558.074 9 COclceec(c10C)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)O0CCccccccd) C[C@H](CC3=0)c5ece(ce5)Cl
7INC08440782 | 6.82 17 -13.25 0 6 0 558.074 9 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(ce3)Cl)checec(c40C)0C)C(=0)0CCc5eccecs
7ZINC08440781 | 6.82 185 103 0 6 0 558.074 9 CC1=NC2=C([C@H](C1C(=0)0CCc3cccee3)checec(c40C)0C)C(=0)C[C@@H](C2)c5ecc(cc5)Cl
7ZINC08440781 |7 2 -12.18 0 6 0 558.074 9 COclceec(c10C)[C@@H]2C3C(=NC(=C)C2C(=0)0CCcécccccd) C[C@H](CC3=0)c5cec(cc5)Cl
7ZINC08440781 | 7 3.28 12.22 0 6 0 558.074 9 COclecec(c10C)[C@@H]2[C@H]3C(=NC(=C)C2C(=0)0CCc4cccccd) C[C@H] (CC3=0)c5ece(cc5)Cl
7ZINC08440781 | 6.82 19 -15.7 0 6 0 558.074 9 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(ce3)Cl)checcc(c40C)0C) C(=0)0CCc5eceecs
ZINC00702731 | 3.99 9.87 4171 0 6 1 485354 7 CCOcleec(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)Br)C[C@@H]4CCCO4)[0-]

7ZINC00702731 | 4.44 -2.08 -30.15 1 6 0 486362 6 CCOclcce(ccl)C(=C2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCO3)chccc(cc4)Br)O

ZINC00702731 | 3.41 179 2344 0 6 0 486362 7 CCOclccc(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCOB) chccc(ccd)Br
7ZINC08440780 | 6.82 175 16,71 0 6 0 558.074 9 CC1=NC2=C([C@@H](C1C(=0)0CCc3ccece3)ceccc(c40C)0C)C(=0)C[C@H](C2)c5ece(ce5)Cl
ZINC08440780 | 7 3.02 19.44 0 6 0 558.074 9 COclceec(c10C)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)0CCcdcccecd) C[C@@H](CC3=0)c5ecc(ce5)Cl
7ZINC08440780 | 6.82 163 -18 0 6 0 558.074 9 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(ce3)Cl)cecec(c40C)0C)C(=0)OCCcheccecs
7ZINC08440779 | 6.14 3.53 -14.68 1 6 0 478.596 5 [H]/N=C/1\[C@H](C2=CCCC[C@@H]2[C@H](C1(C#N)C#N)c3cee(c(c3)0C)0Ccéc(ce(cc4C)C)C)CHN
7ZINC08440779 | 6.14 336 47.14 2 6 1 479.604 5 Cclce(c(c(c1)C)COc2cce(cc20C) [C@@H]3[C@H]4CCCC=C4[C@@H](C(=[NH2+])C3(C#N)C#N)CHN)C
7ZINC08440778 | 6.82 2.34 -10.72 0 6 0 558.074 9 CC1=NC2=C([C@H](C1C(=0)0CCc3cccce3)checec(c40C)0C)C(=0)C[C@H](C2)c5cce(cch)Cl
7INC08440778 |7 229 1167 0 6 0 558.074 9 COclceec(c10C)[C@@H]2C3C(=NC(=C)C2C(=0)0CCcécccecd)C[C@@H](CC3=0)c5ece(cc5)Cl
ZINC08440778 | 6.82 2.15 135 0 6 0 558.074 9 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(ce3)Cl)cdeeec(c40C)0C)C(=0)0CCc5eccech
ZINC08440777 | 6.8 157 119 0 4 0 465593 6 CC1=NC2=C([C@@H](C1C(=0)0CC(C)C)c3cccchedececd)C(=0)C[C@@H](C2)c5eceecs
ZINC08440777 | 6.98 1.82 12.22 0 4 0 465.593 6 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cceeed)checeehedecces

7ZINC08440777 | 6.98 2.84 -14.09 0 4 0 465593 6 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3ccecc3)chccccsehecees
7ZINC08440777 | 6.8 157 1334 0 ) 0 465.593 6 CC1=C([C@H] ([C@H]2C(=N1)C[C@H](CC2=0)c3cccee3)cdececbedocees)C(=0)0CC(C)C
7ZINC00702732_|_3.99 9.69 -40.99 0 6 1 485.354 7 CCOclecc(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3cce(cc3)Br)C[C@@H]4CCCO4)[0-]

ZINC00702732 | 4.44 -2.36 -30.67 1 6 0 486362 6 CCOclcce(cc1)C(=C2[C@H](N(C(=0)C2=0)C[C@@H]3CCCO3)chcce(cc4)Br)O

7ZINC00702732_| 341 2.06 2518 0 6 0 486362 7 CCOclcce(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)C[C@@H]3CCCO3)cAccc(cc4)Br
ZINC08440776 | 6.14 3.53 -14.67 1 6 0 478.596 5 [H]/N=C/1\[C@@H](C2=CCCC[C@H]2[C@@H](CL(C#N)C#N)c3cec(c(c3)0C) OCcdc(cc(ccC)C)C)CHN
7INC08440776 | 6.14 336 4717 2 6 1 479.604 5 Celee(c(c(c1)C)COc2eee(cc20C) [C@H]3[C@@H]4CCCC=C4[C@H](C(=[NH2+])C3(CEN)C#N)CEN)C
ZINC08440775 | 6.8 14 7.74 0 4 0 465.593 6 CC1=NC2=C([C@H](C1C(=0)0CC(C)C)c3ccectc3ecccd) C(=0)C[C@@H] (C2)c5eccecs
ZINC08440775 | 6.98 151 -8.82 0 4 0 465.593 6 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccece3)chccecbedecces

ZINC08440775 | 6.98 2.85 -16.27 0 4 0 465.593 6 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cccce3)checccbedecces
7ZINC08440775 | 6.8 137 -10.81 0 4 0 465.593 6 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccceed)checce5edecec5)C(=0)0CC(C)C
ZINC00702727 | 4.28 1023 -38.95 0 6 1 481322 7 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@H] 2c3ccc(cc3)Br) Ceeccod)[0-]

7INC00702727 | 4.72 0.12 -26.35 1 6 0 48233 6 CCOclcee(cc1)C(=C2[C@@H](N(C(=0)C2=0)Cc3ccco3)céecc(cc4)Br)0

ZINC00702727 | 3.69 0.4 -19.37 0 6 0 48233 7 CCOclcce(cc1)C(=0)[C@@H]2[C@@H] (N(C(=0)C2=0)Cc3ccco3)chece(ccd)Br

7ZINC08440774 | 6.8 126 8 0 4 0 465.593 6 CC1=NC2=C([C@@H](C1C(=0)0CC(C)C)c3ceccAc3ccecd)C(=0)C[C@H](C2)c5eccecs
ZINC08440774 | 6.98 129 -8.86 0 4 0 465.593 6 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccece3)checcebedecees

7ZINC08440774 | 6.98 2.22 -8.26 0 4 0 465593 6 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cccee3)chececbedecees
7ZINC08440774 | 6.8 139 1118 0 ) 0 465.593 6 CC1=C([C@H]([C@@H] 2C(=N1)C[C@@H](CC2=0)c3cccccd)chececseececs) C(=0)0CC(C)C
7ZINC08440773 | 6.14 3.67 15 1 6 0 478596 5 [H]/N=C\1/[C@H](C2=CCCC[C@H]2[C@H](C1(CH#N)C#N)c3cce(c(c3)0C)0Cchc(ce(cc4C)C)C)CHN
7ZINC08440773 | 6.14 348 -44.82 2 6 1 479.604 5 Cclec(c(c(c1)C)COc2cce(cc20C) [C@@H]3[C@@H] 4CCCC=CA[C@@H] (C(=[NH2+])C3(C#N)C#N)C#N)C
7INC08440772 | 4.28 1054 -37.52 0 6 1 481.322 7 CCOclccc(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3cee(ce3)Br)Ceeccod)[0]

ZINC08440772 | 4.72 -0.26 -27.52 1 6 0 48233 6 CCOclcce(cc1)C(=C2[C@H](N(C(=0)C2=0)Cc3ccco3)chece(ccd)Br)O

7ZINC08440772_|_3.69 0 2318 0 6 0 48233 7 CCOclccc(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)Cc3ccco3)checc(ccd)Br

7ZINC08440771 | 6.8 14 -7.85 0 4 0 465.593 6 CC1=NC2=C([C@H](C1C(=0)0CC(C)C)c3cccche3ececd) C(=0)C[C@H](C2)c5eceecs
7ZINC08440771_|_6.98 159 -8.94 0 4 0 465.593 6 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccccc3)ceccc5edecees
ZINC08440771 | 6.98 2.6 -8.28 0 ) 0 465.593 6 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3cccce3)checcc5edecees
7ZINC08440771 | 6.8 147 -10.64 0 4 0 465593 6 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccce3)checcebedecee5)C(=0)0CC(C)C
7ZINC00848043 | 5.7 0.26 -13.08 0 7 0 531.649 9 CC1=NC2=C([C@@H](C1C(=0)0C[C@H]3CCCO3)cAcce(c(c4)0C)0Cc5ceeee5)C(=0)CC(C2)(C)C
7ZINC00848043 | 5.88 0.6 -13.98 0 7 0 531.649 9 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cec(c(c3)0C)OCcAcccecd)C(=0)OC[C@H]5CCCO5)C
ZINC00848043 | 5.88 172 -20.83 0 7 0 531.649 9 CC1(CC2=NC(=C)C(|C@H] ([C@H]2C(=0)C1)c3cec(c(c3)0C)OCeAcccecd)C(=0)OC[C@H]5CCCO5)C
ZINC00848043 | 5.7 0.65 -16.42 0 7 0 531.649 9 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(c(c3)0C)OCcAcceec4)C(=0)OC[C@H]5CCCO5
ZINC00848044 | 5.7 0.71 189 0 7 0 531.649 9 CC1=NC2=C([C@H](C1C(=0)OC[C@H]3CCCO3)chcce(c(c4)0C)0Cc5ceeec5)C(=0)CC(C2)(C)C
ZINC00848044 | 5.7 042 214 0 7 0 531.649 9 CC1=C([C@@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3cee(c(c3)0C)0Ccheccce4)C(=0)OC[C@H]5CCCO5
ZINC00848044 | 5.88 0.14 -18.76 0 7 0 531.649 9 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccc(c(c3)0C)0CcAcccecd)C(=0)OC[C@H]5CCCO5)C
7ZINC00702724 | 3.02 0.6 14.74 1 6 0 446297 5 Cclcec(01)C(=0)C2=C(C(=0)N([C@@H]2c3ccee(c3)Br)C[C@H]4CCC04)0

ZINC00702724 | 2.43 -0.83 2291 0 6 0 446.297 5 Cclcec(01)C(=0)[C@H]2[C@H] (N(C(=0)C2=0)C[C@H]3CCCO3)checce(c4)Br

ZINC00848045 | 5.7 0.1 -12.85 0 7 0 531.649 9 CC1=NC2=C([C@@H](C1C(=0)0C[C@@H]3CCCO3)cecc(c(c4)0C)0Cc5cceecs)C(=0)CC(C2)(C)C
ZINC00848045 | 5.88 0.15 -13.27 0 7 0 531.649 9 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cee(c(c3)0C) OCchcceccd)C(=0)OC[C@@H]5CCCO5)C




Supplementary Table S2:
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ZINC00848045 | 5.88 1.55 -19.19 0 7 0 531.649 9 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(c(c3)0C) OCc4cceced)C(=0)0C[C@@H]5CCCO5)C
7ZINC08440770 | 4.38 0.44 -12.67 0 7 0 477557 9 CC1=NC2=C([C@@H](C1C(=0)0CCOC)c3cceec30C)C(=0)C[C@@H](C2)checc(cc4)0C
ZINC08440770 | 4.56 0.68 -13.96 0 7 0 477557 9 COCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)0C) checcecdOC

7ZINC08440770 | 4.56 167 -13.35 0 7 0 477557 9 COCCOC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)0C) chcceccdOC
ZINC08440770 | 4.38 0.38 -15.82 0 7 0 477557 9 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)0C) checcec40C)C(=0)0CCOC
7INC08440769 | 5.71 -0.23 -15.32 0 5 0 472.006 7 CCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cc(c(s3)C)COcAccc(ccd)Cl

7ZINC08440769 | 5.71 -0.52 -16.84 0 5 0 472.006 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H] Lc3cc(c(s3)C)COcdccc(ccd)ChC

7ZINC08440769 | 5.89 14 -15.28 0 5 0 472.006 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cc(c(s3)C)COc4cce(ccd)Cl

ZINC00702725 | 3.02 12 1514 1 6 0 446.297 5 Cclcec(01)C(=0)C2=C(C(=0)N([C@H]2c3ccec(c3)Br)C[C@@H] 4CCCO4)0

7ZINC00702725 | 2.43 14 22.73 0 6 0 446297 5 Cclcec(01)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCO3)ccccc(c4)Br
ZINC08440768 | 4.38 0.12 -12.16 0 7 0 477557 9 CC1=NC2=C([C@H](C1C(=0)0CCOC)c3ccece30C)C(=0)C[C@@H](C2)checc(ccd)OC
7ZINC08440768 | 4.56 0.22 1332 0 7 0 477557 9 COCCOC(=0)CL[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)0C) checeecd0C
ZINC08440768 | 4.56 128 12,51 0 7 0 477557 9 COCCOC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)0C) checcccAOC
7ZINC08440768 | 4.38 0.27 -15.6 0 7 0 477557 9 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)0C) chccccc0C)C(=0)0CCOC
ZINC08440767 | 4.38 0.34 1217 0 7 0 477557 9 CC1=NC2=C([C@@H](C1C(=0)0CCOC)c3cccec30C)C(=0)C[C@H](C2)chece(ccd)0C
7ZINC08440767 | 4.56 0.44 -13.27 0 7 0 477557 9 COCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cce(ce3)0C) checcecdOC
ZINC08440767 | 4.56 151 -12.59 0 7 0 477557 9 COCCOC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cce(cc3)0C)checcecd0C
7ZINC08440767 | 4.38 048 -15.67 0 7 0 477557 9 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)0C) checccc40C)C(=0)0CCOC
ZINC08440766 | 4.38 057 -15.19 0 7 0 477557 9 CC1=NC2=C([C@H](C1C(=0)0CCOC)c3ccecc30C)C(=0)C[C@H] (C2)checc(ccd)0C
7ZINC08440766_| 4.56 0.61 -15.63 0 7 0 477.557 9 COCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccc(cc3)0C) chececcd0C
ZINC08440766 | 4.56 1.66 -14.99 0 7 0 477557 9 COCCOC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3ccc(ce3)0C) checcecd0C
7ZINC08440766_| 4.38 036 17.12 0 7 0 477557 9 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)0C) checccc40C)C(=0)0CCOC
ZINC00702726 | 3.02 137 12 1 6 0 446297 5 Cclcec(01)C(=0)C2=C(C(=0)N([C@@H]2c3cccc(c3)Br)C[C@@H]4CCCO4)0

7ZINC00702726 | 2.43 156 -17.31 0 6 0 446297 5 Cclcec(01)C(=0)[C@H]2[C@H] (N(C(=0)C2=0)C[C@@H]3CCCO3) cAecce(c4)Br

ZINC08440765 | 6.05 1.08 119 0 4 0 437539 5 CCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3cccec3)N=C1C)chocecedecees
ZINC08440765 | _6.05 111 14 0 4 0 437.539 5 CCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H]Lc3ccccAc3ccecd)c5ecccc5)C

ZINC08440765 | 6.24 0.05 1178 0 ) 0 437539 5 CCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccce3)checcc5edececs
7ZINC08440764 | 6.05 112 857 0 4 0 437539 5 CCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3ccccc3)N=C1C)checechhecees

ZINC08440764 | 6.05 1.04 1146 0 ) 0 437539 5 CCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H] Lc3ccecde3ccecd)c5eceec5)C
7INC08440764 | 6.24 -0.07 9.49 0 4 0 437.539 5 CCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccce3)checcc5edececs

ZINC08440763 | 5.71 021 11.05 0 5 0 472.006 7 CCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cc(c(s3)C)COchecc(ccd)Cl

7INC08440763 | 5.71 048 146 0 5 0 472.006 7 CCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H] Lc3cc(c(s3)C)COckecc(ccA)CIC

ZINC08440763 | 5.89 143 -12.29 0 5 0 472.006 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cc(c(s3)C)COchecc(ccd)Cl

7ZINC00702715 | 1.88 7.34 7041 0 8 1 426.445 7 Cclcec(01)C(=0)C2=C(C(=0)N([C@H]2c3ccc(c(c3)0C)OC)C[C@H]4CCCO4)[0-]

7ZINC08440762 | 6.05 1.09 11.81 0 4 0 437.539 5 CCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3ccecc3)N=C1C)ceccc5edececs
7ZINC08440762_|_6.05 0.99 -13.77 0 4 0 437539 5 CCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]1c3cccckedecced)c5eceecs)C

7ZINC08440762 | 6.24 -0.05 1164 0 4 0 437539 5 CCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccce3)checcc5edececes

ZINC08440761 | 6.05 133 -8.82 0 4 0 437539 5 CCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cccce3)N=C1C)cécccc5cdecees

ZINC08440761 | 6.05 0.95 -11.96 0 4 0 437539 5 CCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H] 1c3cccchc3ceccd)cbeccec5)C

7ZINC08440761 | 6.24 0.05 9.74 0 4 0 437539 5 CCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccecc3)cecec5edecces

ZINC00702716 | 1.88 7.52 70.22 0 8 1 426445 7 Cclcec(01)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(c(c3)0C)OC)C[C@H]4CCCO4)[0-]
7ZINC08440760 | 6.85 151 -14.77 0 6 0 537.656 10 CC1=NC2=C([C@@H](C1C(=0)0CCOC3cccce3)cdeccect0C(C)C)C(=0)C[C@@H](C2)c5eccecs
ZINC08440760 | 7.04 151 -14.67 0 6 0 537.656 10 CC(C)Oclcccecl [C@H]2C3C(=NC(=C)C2C(=0)0CCOcAcceeed) C[C@H] (CC3=0)c5eceecs
7ZINC08440760 | 7.04 2.84 -18.29 0 6 0 537.656 10 CC(C)Oclcccecl [C@H]2[C@@H]3C(=NC(=C)C2C(=0)0CCOC4ccccc4)C[C@H](CC3=0)c5eceecs
ZINC08440760 | 6.85 146 -16.54 0 6 0 537.656 10 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccce3)checccc40C(C)C)C(=0)0CCOccccecs
7ZINC08440759 | 6.85 121 -13.15 0 6 0 537.656 10 CC1=NC2=C([C@H](C1C(=0)0CCOc3cceeed)checccc40C(C)C)C(=0)C[CR@H](C2)c5eccech
ZINC08440759 | 7.04 135 134 0 6 0 537.656 10 CC(C)Oclcccecl [C@@H]2C3C(=NC(=C)C2C(=0)0CCOc4cccccd) C[C@H](CC3=0)c5eceecs
7ZINC08440759 | 7.04 251 -13.72 0 6 0 537.656 10 CC(C)Oclcccec [C@@H]2[C@H]3C(=NC(=C)C2C(=0)0CCOC4cccccd)C[C@H](CC3=0)c5eceecs
ZINC08440759 | 6.85 125 -15.48 0 6 0 537.656 10 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccce3)checccc40C(C)C)C(=0)0CCOccccecs
ZINC08440758 | 6.85 144 -15.52 0 6 0 537.656 10 CC1=NC2=C([C@@H](C1C(=0)0CCOC3cccce3)checcec0C(C)C)C(=0)C[C@H](C2)c5eccech
ZINC08440758 | 7.04 138 -14.54 0 6 0 537.656 10 CC(C)Oclcccecl [C@H]2C3C(=NC(=C)C2C(=0)0CCOcAcceecd)C[C@@H](CC3=0)c5cceecs
7ZINC08440758 | 7.04 2.72 -18.85 0 6 0 537.656 10 CC(C)Oclcccecl [C@H]2[C@@H]3C(=NC(=C)C2C(=0)0CCOC4cccccd) C[C@@H](CC3=0)c5eccecs
ZINC08440758 | 6.85 134 -16.38 0 6 0 537.656 10 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccce3)checccc40C(C)C)C(=0)0CCOcScccecs
7ZINC08440757 | 6.85 153 -14.84 0 6 0 537.656 10 CC1=NC2=C([C@H](C1C(=0)0CCOc3cceccd)checccc0C(C)C)C(=0)C[C@H](C2)c5eccecs
ZINC08440757 | 7.04 167 -14.76 0 6 0 537.656 10 CC(C)Oclcccecl [C@@H]2C3C(=NC(=C)C2C(=0)0CCOc4cceccd)C[C@@H](CC3=0)c5eceecs
7ZINC08440757 | 7.04 2.67 -15.47 0 6 0 537.656 10 CC(C)Oclcccec [C@@H]2[C@H]3C(=NC(=C)C2C(=0)0CCOCkcccccd) C[C@@H](CC3=0)c5eccecs
ZINC08440757 | 6.85 161 -16.44 0 6 0 537.656 10 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccee3)checcec40C(C)C)C(=0)0CCOC5cecees
7ZINC08440756_| 6.36 039 138 0 5 0 500.06 7 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cc(c(s3)C)COckccc(cc4)Cl
ZINC08440756 | 6.36 055 159 0 5 0 500.06 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] Lc3ce(c(s3)C)COckccc(ccd)Ch(C)C)C

7ZINC08440756_| 6.54 05 -13.16 0 5 0 500.06 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ce(c(s3)C)COckecc(ce4)Cl
ZINC00702717 | 1.88 7.83 -66.41 0 8 1 426.445 7 Cclcec(01)C(=0)C2=C(C(=0)N([C@H]2¢c3cce(c(c3)0C)OC)C[C@@H]4CCCO4)[0-]
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ZINC08440754 | 7.1 -1.29 -10.11 1 6 0 574.899 7 CC1=NC2=C([C@H](C1C(=0)0CC(C)C)c3cc(c(c(c3)Br)0)0C)C(=0)C[C@@H](C2)cAecc(ccA)Cl
7ZINC08440754 | 7.28 122 11.32 1 6 0 574.899 7 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cce(ce3)Clcdec(c(c(c4)Br)0)OC
7ZINC08440754 | 7.28 0.03 -12.04 1 6 0 574.899 7 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)Clcdec(c(c(c4)Br)0)OC
ZINC08440754 | 7.1 118 -13.83 1 6 0 574.899 7 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(ce3)Cl)chec(c(c(c4)Br)0)OC)C(=0)0CC(C)C
ZINC08440753 | 7.1 1.25 -9.68 1 6 0 574.899 7 CC1=NC2=C([C@@H](C1C(=0)0CC(C)C)c3ee(c(c(c3)Br)0)0C)C(=0)C[C@H](C2)cecc(cc4)Cl
7ZINC08440753 | 7.28 115 11.25 1 6 0 574.899 7 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cce(ce3)Cl)cdec(c(c(c4)Br)0)OC
ZINC08440753 | 7.28 0.08 9.53 1 6 0 574.899 7 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3ccc(cc3)Cl)cdec(c(c(c4)Br)0)OC
7INC00702718 | 1.88 751 -65.93 0 8 1 426.445 7 Celeee(01)C(=0)C2=C(C(=0)N([C@@H]2c3cec(c(c3)0C)0C)C[C@@H]4CCCO4)[0]
ZINC08440751 | 7.54 17.24 -19.99 1 5 0 507.63 9 CCclcec(ccl) [C@H]2C3=C(C[C@H](CC3=0)ctcccccd)NC(=C2C(=0)0CCOC5ceeec5)C
7ZINC08440751 | 7.66 -0.01 9.21 0 5 0 507.63 9 CCclcce(cel)[C@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CCOc4cccccd)C)c5eceees
ZINC08440750 | 7.54 17.23 -19.59 1 5 0 507.63 9 CCclcce(ccl) [C@@H]2C3=C(C[C@H](CC3=0)chcccecd)NC(=C2C(=0)0CCOC5ceeec5)C
7ZINC08440750 | 7.66 0.2 -9.66 0 5 0 507.63 9 CCclcce(cel) [C@@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CCOc4cccccd)C)c5eceecs
ZINC08440749 | 6.36 059 -10.68 0 5 0 500.06 7 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=CLC)ccc(c(s3)C)COckecc(ccd)Cl
7ZINC08440749 | 6.54 -0.29 -11.78 0 5 0 500.06 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBec(c(s3)C)COckccc(ccd)Cl
ZINC08440749 | 6.36 0.66 -13.99 0 5 0 500.06 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cc(c(s3)C)COckcec(ccd)Ch(C)C)C
7INC00702713 | 2.84 9.74 -53.25 0 7 1 436.415 7 COcTecc(cc10C) [C@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)checc(cch)F

ZINC00702713 | 3.29 1.82 29.33 1 7 0 437423 6 COclecc(cc10C)[C@H]2C(=C(c3ccc(ce3)F)0)C(=0)C(=0)N2Cedcccod

ZINC00702713 | 2.26 2.09 21.03 0 7 0 437423 7 COclcec(cc10C)[C@H]2[C@H](C(=0)C(=0)N2Cc3ccco3) C(=0)checc(ccd)F

ZINC08440748 | 7.54 17.24 20.29 1 5 0 507.63 9 CCclccc(ccl)[C@H]2C3=C(C[C@@H](CC3=0)cAcccccd)NC(=C2C(=0)0CCOC5ceeec5)C
7ZINC08440748 | 7.66 017 -8.95 0 5 0 507.63 9 CCclcce(cel)[C@H]2C3C(=0)C[C@H] (C=C3N=C(C2C(=0)0CCOc4cccccd)C)ceecees
7ZINC08440747 | 7.54 17.24 -19.85 1 5 0 507.63 9 CCclccc(cel) [C@@H]2C3=C(C[C@@H](CC3=0)cAcccccd)NC(=C2C(=0)0CCOC5 ceeec5)C
7ZINC08440747 | 7.66 0 884 0 5 0 507.63 9 CCclcce(cel)[C@@H]2C3C(=0)C[C@H](C=C3N=C(C2C(=0)0CCOC4cccccd)C)c5eceecs
ZINC08440746_| 6.06 179 -14.49 0 6 0 489.612 8 CC1=NC2=C([C@@H](C1C(=0)0C(C)C)c3cccee30C(C)C)C(=0)C[C@@H](C2)checc(ccd)OC
7ZINC08440746_|_6.24 2 -15.06 0 6 0 489.612 8 CC(C)OcTccecc [C@H]2C3C(=NC(=C)C2C(=0)0C(C)C)C[C@H](CC3=0)cdccc(ccd)0C
7ZINC08440746 | 6.24 3.09 1811 0 6 0 489.612 8 CC(C)Oclcccecl [C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C(C)C)C[C@H](CC3=0)cdcec(ccd)0C
ZINC08440746_|_6.06 175 -16.18 0 6 0 489.612 8 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)0C) chececc40C(C)C)C(=0)0C(C)C
ZINC08440745 | 6.06 164 -10.25 0 6 0 489.612 8 CC1=NC2=C([C@H](C1C(=0)0C(C)C)c3ccece30C(C)C)C(=0)C[C@@H](C2)ctccc(cc4)OC
ZINC08440745 | 6.24 175 11.59 0 6 0 489.612 8 CC(C)Oclcceecl [C@@H]2C3C(=NC(=C)C2C(=0)0C(C)C)C[C@H](CC3=0)cdecc(ccd)0C
7ZINC08440745 | 6.24 2.83 -10.81 0 6 0 489.612 8 CC(C)Oclcccecl [C@@H]2[C@H]3C(=NC(=C)C2C(=0)O0C(C)C)C[C@H](CC3=0)cdecc(ccd)0C
ZINC08440745 | 6.06 162 -13.38 0 6 0 489.612 8 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)0C) checcec40C(C)C)C(=0)0C(C)C
ZINC08440744 | 6.5 -0.22 -13.73 0 5 0 544511 7 CCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ec(c(s3)C)COckcec(ccd)Br
7ZINC08440744 | 6.68 111 -13.14 0 5 0 544511 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cc(c(s3)C)COckecc(ccd)Br
ZINC08440744 | 6.5 -0.06 -15.81 0 5 0 544511 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3cc(c(s3)C)COckcce(ccA)Br) (C)C)C
7ZINC00702714 | 2.84 9.44 -53.29 0 7 1 436.415 7 COclecc(cc10C) [C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)chccc(cch)F

ZINC00702714 | 3.29 153 29.32 1 7 0 437423 6 COcleec(cc10C)[C@@H] 2C(=C(c3cce(cc3)F)0)C(=0)C(=0)N2Cehcccod

7ZINC00702714 | 2.26 182 24.21 0 7 0 437423 7 COclece(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0)checc(ccd)F
ZINC08440743 | 6.06 163 -10.66 0 6 0 489.612 8 CC1=NC2=C([C@@H](C1C(=0)0C(C)C)c3cccec30C(C)C)C(=0)C[C@H](C2)chccc(cc4)OC
7ZINC08440743 | 6.24 174 -11.86 0 6 0 489.612 8 CC(C)OcTcceec [C@H]2C3C(=NC(=C)C2C(=0)0C(C)C)C[C@@H](CC3=0)cdccc(ccd)0C
7ZINC08440743 | 6.24 3.06 -18.21 0 6 0 489.612 8 CC(C)Oclcccecl [C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C(C)C)C[C@@H](CC3=0)cdecc(cc4)0C
7ZINC08440743 | 6.06 163 -13.93 0 6 0 489.612 8 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)0C) checcec40C(C)C)C(=0)0C(C)C
ZINC08440742_| 6.06 164 -10.22 0 6 0 489.612 8 CC1=NC2=C([C@H](C1C(=0)0C(C)C)c3cccec30C(C)C)C(=0)C[C@H](C2)chccc(ccd)0C
7ZINC08440742_|_6.24 183 -11.68 0 6 0 489.612 8 CC(C)Oclcceecl [C@@H]2C3C(=NC(=C)C2C(=0)0C(C)C)C[C@@H](CC3=0)céccc(cc4)0C
7ZINC08440742 | 6.24 2.84 -10.82 0 6 0 489.612 8 CC(C)Oclcccecl [C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C(C)C)C[C@@H](CC3=0)cdecc(cc)0C
7ZINC08440742_|_6.06 155 134 0 6 0 489.612 8 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)0C) checccc40C(C)C)C(=0)0C(C)C
ZINC08440741 | 5.11 0.86 -12.36 0 5 0 469.94 7 CC1=NC2=C([C@@H](C1C(=0)0CCOC)c3cccec3F)C(=0)C[CR@H](C2)cdecc(ce4)Cl
7ZINC08440741 | 5.29 113 -13.52 0 5 0 469.94 7 COCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)Cl)checcecdF

ZINC08440741 | 5.29 2.17 -14.03 0 5 0 469.94 7 COCCOC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3ccc(ce3)Cl)checcecdF
7ZINC08440741 | 5.11 0.96 -15.85 0 5 0 469.94 7 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)Cl)checcecF)C(=0)0CCOC
ZINC00702711 | 3.1 9.56 -43.77 0 8 1 462478 9 CCOclcee(ccl)C(=0)C2=C(C(=0)N([C@H]2c3cce(c(c3)0C)0C) Cedeccod)[0-]

7ZINC00702711 | 3.56 115 29.46 1 8 0 463486 8 CCOclcce(ccl)C(=C2[C@@H](N(C(=0)C2=0)Ce3ccco3)cheec(c(c4)0C)0C)0

ZINC00702711 | 2.53 141 2214 0 8 0 463.486 9 CCOclccc(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)Cc3ccco3)cdece(c(c4)0C)0C
7ZINC08440740 | 5.11 0.86 -11.53 0 5 0 469.94 7 CC1=NC2=C([C@H](CIC(=0)0CCOC)c3cccce3F)C(=0)C[C@@H](C2)checc(cc4)Cl
ZINC08440740 | 5.29 0.6 11,91 0 5 0 469.94 7 COCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(ce3)Cl)checcecdF
7ZINC08440740 | 5.29 2.06 -19.54 0 5 0 469.94 7 COCCOC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)Cl)chcceccdF
ZINC08440740 | 5.11 0.96 -15.21 0 5 0 469.94 7 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccc(ce3)ClcdcccccdF)C(=0)0CCOC
ZINC08440739 | 6.5 -0.02 -10.61 0 5 0 544511 7 CCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=CLC)cBec(c(s3)C)COckccc(ccd)Br
ZINC08440739 | 6.68 0.9 -11.76 0 5 0 544511 7 CCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)cBec(c(s3)C)COckece(ccd)Br
ZINC08440739 |65 0.05 -13.84 0 5 0 544511 7 CCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cc(c(s3)C)COckeec(ccd)Br)(C)C)C
ZINC08440738 | 5.11 0.75 -11.93 0 5 0 469.94 7 CC1=NC2=C([C@@H](C1C(=0)0CCOC)c3ccccc3F)C(=0)C[C@H](C2)cecc(cc4)Cl
7ZINC08440738 | 5.29 0.89 -13.08 0 5 0 469.94 7 COCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccc(ce3)Cl)checcccdR
ZINC08440738 | 5.29 2 -13.46 0 5 0 469.94 7 COCCOC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3ccc(ce3)Cl)checcccdF




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08440738 | 5.11 0.89 -15.89 0 5 0 469.94 7 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(ce3)Cl)checcccF)C(=0)0CCOC
7INC08440737 | 5.11 0.83 -11.63 0 5 0 469.94 7 CC1=NC2=C([C@H](C1C(=0)0CCOC)c3ccccc3F)C(=0)C[C@H](C2)cAecc(cc4)Cl
ZINC08440737 | 5.29 1.06 129 0 5 0 469.94 7 COCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccc(ce3)Cl)cdeccccdF
7ZINC08440737 | 5.29 2.05 1217 0 5 0 469.94 7 COCCOC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3ccc(cc3)ClcheccccdF,
ZINC08440737 | 5.11 0.95 -15.44 0 5 0 469.94 7 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)ClceccecdF)C(=0)0CCOC
7INC05921172 | 3.11 9.17 426 0 8 1 462.478 9 CCOclccc(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3cee(c(c3)0C)0C) Ceeccod)[0-]
ZINC05921172 | 3.56 0.85 29.45 1 8 0 463.486 8 CCOclcec(cc)C(=C2[C@H](N(C(=0)C2=0)Cc3ccco3)chece(c(c4)0C)0C)0

7ZINC05921172_| 2.53 1.08 22.99 0 8 0 463486 9 CCOclcce(cc1)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)Cc3ccco3)chccc(c(c4)0C)0C
ZINC08440736_| 5.96 1342 -19.88 1 5 0 465.977 7 Cclcec(ccl)[C@H]2C3=C(C[C@H](CC3=0)chccc(cc4) CNC(=C2C(=0)0CCOC)C
7ZINC08440736_|_6.08 081 -8.45 0 5 0 465977 7 Cclcee(cel) [C@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CCOC)C)chccc(cc4)Cl
ZINC08440735 | 5.96 1344 -19.83 1 5 0 465977 7 Cclcec(cel) [C@@H]2C3=C(C[C@H](CC3=0)cdecc(ccd) CYNC(=C2C(=0)0CCOC)C
7ZINC08440735 | 6.08 1,01 952 0 5 0 465977 7 Cclcee(cel) [C@@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CCOC)C)cdecc(ccd)Cl
ZINC08440734 | 5.96 1341 -19.87 1 5 0 465.977 7 Cclcee(ccl)[C@H]2C3=C(C[C@@H](CC3=0)cdecc(ccd) CONC(=C2C(=0)0CCOC)C
7ZINC08440734 | 6.08 -0.89 842 0 5 0 465977 7 Cclcee(cel) [C@H]2C3C(=0)C[C@H] (C=C3N=C(C2C(=0)0CCOC)C)checc(cc4)Cl
ZINC00702709 | 2.16 7.95 -66.68 0 8 1 422413 7 Cclcec(01)C(=0)C2=C(C(=0)N([C@H]2c3ccc(c(c3)0C)OC) Cedeccod)[0-]

7ZINC00702709 | 2.16 7.06 -19.39 1 8 0 423421 7 Celeec(01)C(=0)C2=C(C(=0)N([C@H]2c3cee(c(c3)0C)0C) Ceeccod)0

ZINC08440733 | 5.96 1343 -19.84 1 5 0 465977 7 Cclcec(ccl)[C@@H]2C3=C(C[C@@H](CC3=0)cdccc(ccd) CONC(=C2C(=0)0CCOC)C
7INC08440733 | 591 043 937 0 5 0 465977 7 Cclcee(cel) [C@H]2C(C(=NC3=C2C(=0)C[C@H](C3)c4cce(cc4)CC)C(=0)0CCOC
ZINC08440732 | 5.38 1254 211 1 5 0 457.979 6 Cclc(ce(s1)[C@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COckcce(ccd)ClL

ZINC08440732 | 5.5 1.79 -10.43 0 5 0 457979 6 Cclc(cc(s1)[C@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COc4cce(cc4)Cl

ZINC08440731 | 5.53 11.65 -19.58 1 6 0 447531 7 CCOclecc(cc)[C@H]2C3=C(C[C@H](CC3=0)cAcec(cc)0C)NC(=C2C(=0)0C)C
7INC08440731 | 5.64 03 -9.03 0 6 0 447531 7 CCOclcce(ce)[C@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0C)C)cdeee(cc4)0C
ZINC08440730 | 5.53 12.16 -25.98 1 6 0 447531 7 CCOclcce(ccl)[C@@H]2C3=C(C[C@H](CC3=0)chccc(cc4)OC)NC(=C2C(=0)0C)C
7ZINC08440730 | 5.64 -0.26 -11.23 0 6 0 447531 7 CCOclccc(ccl)[C@@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0C)C)checc(ccd)OC
ZINC00702710 | 2.16 8.32 -66.81 0 8 1 422413 7 Cclcec(01)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(c(c3)0C)OC) Cedeccod)[0-]

ZINC00702710 | 2.16 743 -19.07 1 8 0 423421 7 Celeec(01)C(=0)C2=C(C(=0)N([C@@H]2c3cee(c(c3)0C)0C) Ceeccod)0

ZINC08440729 | 5.53 11.65 -19.56 1 6 0 447531 7 CCOclecc(cc)[C@H]2C3=C(C[C@@H](CC3=0)ctcec(cc4)OC)NC(=C2C(=0)0C)C
7INC08440729 | 5.64 05 9.93 0 6 0 447531 7 CCOclcec(cc1)[C@H]2C3C(=0)C[C@H](C=C3N=C(C2C(=0)0C)C)chccc(cc4)OC
ZINC08440728 | 5.53 11.64 -19.55 1 6 0 447531 7 CCOclccc(cc])[C@@H]2C3=C(C[C@@H](CC3=0)ctece(cc4) OC)NC(=C2C(=0)0C)C
7INC08440728 | 5.64 -0.29 -8.97 0 6 0 447531 7 CCOclcec(ccl)[C@@H]2C3C(=0)C[C@H] (C=C3N=C(C2C(=0)0C)C)ckccc(cc4)OC
ZINC08440727 | 5.02 1.69 -13.83 0 7 0 509.986 9 CC1=NC2=C([C@@H](C1C(=0)0CCOC)c3cce(ce3)0C(=0)C)C(=0)C[C@@H](C2)chece(ccd)Cl
7ZINC08440727 | 5.2 3.07 158 0 7 0 509.986 9 CC(=0)0clcec(cc1)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)0CCOC) C[C@H](CC3=0)chccc(cc4)Cl
ZINC08440727 | 5.02 1.62 -16.99 0 7 0 509.986 9 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cce(ce3)Cl)chece(ccd)OC(=0)C)C(=0)0CCOC
7ZINC00702699 | 4.93 1276 4841 0 6 1 468.529 7 Cclcec(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccec(c3)Ockcceccd) C[C@H]5CCCO5)[0-]
ZINC00702699 | 5.38 -0.66 -28.59 1 6 0 469.537 6 Cclcec(cel)C(=C2[C@@H](N(C(=0)C2=0)C[C@H]3CCCO3) chcccc(cd) Oc5eeeec5)0
7ZINC00702699 | 4.35 038 2332 0 6 0 469.537 7 Cclcec(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)C[C@H]3CCCO3)chcccc(c4)Oc5 cecees
ZINC08440726 | 5.02 161 -14.58 0 7 0 509.986 9 CC1=NC2=C([C@H](C1C(=0)0CCOC)c3cec(cc3)0C(=0)C)C(=0)C[C@@H](C2)ctccc(cc)Cl
7ZINC08440726 | 5.2 167 -16.32 0 7 0 509.986 9 CC(=0)Oclcce(cc1)[C@@H]2C3C(=NC(=C)C2C(=0)0CCOC)C[C@H](CC3=0)céccc(cc4)Cl
ZINC08440726 | 5.2 291 -16.77 0 7 0 509.986 9 CC(=0)Oclccc(cc)[C@@H]2[C@H]3C(=NC(=C)C2C(=0)0CCOC)C[C@H](CC3=0)cdecc(ccd)Cl
7ZINC08440726_| 5.02 171 -19.29 0 7 0 509.986 9 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(ce3)Cl)chccc(cc4)OC(=0)C)C(=0)0CCOC
7ZINC08440725 | 5.38 13.06 2814 1 5 0 457.979 6 Cclc(ce(s1)[C@@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COckcec(cca)Cl

ZINC08440725 | 5.5 191 -12.99 0 5 0 457.979 6 Cclc(ce(s1)[C@@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COc4ccc(cc4)Cl

7ZINC08440724 | 5.02 16 -13.95 0 7 0 509.986 9 CC1=NC2=C([C@@H](C1C(=0)0CCOC)c3cec(ce3)0C(=0)C)C(=0)C[C@H](C2)chccc(cc)Cl
7ZINC08440724 | 5.2 169 -14.55 0 7 0 509.986 9 CC(=0)O0cTcce(cc1)[C@H]2C3C(=NC(=C)C2C(=0)0CCOC)C[C@@H](CC3=0)céccc(cc4)Cl
7ZINC08440724 | 5.2 2.76 -14.56 0 7 0 509.986 9 CC(=0)Oclccc(ccl)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)0CCOC)C[C@@H](CC3=0)ctcce(cc)Cl
7ZINC08440724 | 5.02 174 -16.45 0 7 0 509.986 9 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(ce3)Cl)chccc(cc4)OC(=0)C)C(=0)0CCOC
ZINC00702700 | 4.93 12.62 -48.84 0 6 1 468.529 7 Cclcee(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccec(c3) Ockeccecd) C[C@H]5CCCO5)[0-]
ZINC00702700 | 5.38 -0.05 -28.93 1 6 0 469537 6 Cclcec(cel)C(=C2[C@H](N(C(=0)C2=0)C[C@H]3CCCO3)chccce(c4)Oc5 cecec5)0
ZINC00702700 | 4.35 0.2 -26.62 0 6 0 469.537 7 Cclcee(ccl)C(=0)[C@H]2[C@H](N(C(=0)C2=0)C[C@H]3CCCO3)chcccc(c4)Oc5cccees
7ZINC08440723 | 5.02 171 -13.87 0 7 0 509.986 9 CC1=NC2=C([C@H](CIC(=0)0CCOC)c3cec(cc3)0C(=0)C)C(=0)C[C@H](C2)ckecc(cc4)Cl
7ZINC08440723 | 5.2 2.94 -17.57 0 7 0 509.986 9 CC(=0)Oclccc(cc)[C@@H]2[C@H]3C(=NC(=C)C2C(=0)0CCOC)C[C@@H] (CC3=0)céccc(ccd)Cl
7ZINC08440723 | 5.02 166 -19.46 0 7 0 509.986 9 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(ce3)Cl)cece(cc4)0C(=0)C)C(=0)0CCOC
7ZINC08440723 | 5.2 177 -15.76 0 7 0 509.986 9 CC(=0)0clccc(cc)[C@@H]2C3C(=NC(=C)C2C(=0)0CCOC)C[C@@H](CC3=0)cdecc(ccd)Cl
7INC08440722 | 5.36 13.19 21.57 1 7 0 505611 11 CCCOcTcee(cc10C) [C@H]2C3=C(C[C@H](CC3=0)cdcccec)NC(=C2C(=0)0CCOC)C
7ZINC08440722 | 5.47 -0.55 1012 0 7 0 505.611 11 CCCOclece(cc10C)[C@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CCOC)C)checcecd
7INC08440721 | 5.36 13.7 -25.49 1 7 0 505611 11 CCCOclcee(cc10C)[C@@H]2C3=C(C[C@H](CC3=0)cecccc4)NC(=C2C(=0)0CCOC)C
7ZINC08440721 | 5.47 -0.49 1152 0 7 0 505.611 11 CCCOclece(cc10C)[C@@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CCOC)C)checcech
7ZINC00702701 | 4.93 1273 -50.05 0 6 1 468.529 7 Cclcec(cc1)C(=0)C2=C(C(=0)N([C@H] 2c3cccc(c3)Ockeccccd) C[C@@H]5CCCO5)[0-]
ZINC00702701 | 5.38 037 -27.97 1 6 0 469.537 6 Cclcec(cel)C(=C2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCO3)céccec(c4)Oc5eccec5)0
7ZINC00702701 | 4.35 015 208 0 6 0 469537 7 Cclcec(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCOB)cAcccc(c4)Oc5 cecees
ZINC08440720 | 5.36 13.19 21.67 1 7 0 505.611 11 CCCOclccc(cc10C)[C@H]2C3=C(C[C@@H] (CC3=0)cAecccc4)NC(=C2C(=0)0CCOC)C
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ZINC08440720 | 5.47 -0.75 -10.66 0 7 0 505.611 11 CCCOclcec(cc10C)[C@H]2C3C(=0)C[C@H] (C=C3N=C(C2C(=0)0CCOC)C)cdeccecd
7ZINC08440719 | 5.51 13.16 2811 1 5 0 50243 6 Cclc(ce(s1)[C@@H]2C3=C(CCCC3=0)NC(=C2C(=0)0C)C)COcAcce(ccd)Br

ZINC08440719 | 5.63 -2.53 -12.86 0 5 0 502.43 6 Cclc(ce(s1)[C@@H]2C3C(=0)CCC=C3N=C(C2C(=0)0C)C)COchcce(ccd)Br

7ZINC08440718 | 5.36 1371 256 1 7 0 505611 11 CCCOclcee(cc10C)[C@@H]2C3=C(C[C@@H](CC3=0)c4cccecd)NC(=C2C(=0)0CCOC)C
ZINC08440718 | 5.47 -0.46 11.59 0 7 0 505.611 11 CCCOclcce(cc10C)[C@@H]2C3C(=0)C[C@H](C=C3N=C(C2C(=0)0CCOC)C)checcect
7ZINC08440717 | 7.44 136 -10.71 0 6 0 537.656 9 CC1=NC2=C([C@@H](C1C(=0)0C(C)C)c3ccc(cc3)0CcAcceec4)C(=0)C[C@@H](C2)c5ece(cc5)0C
ZINC08440717 | 7.62 141 -11.82 0 6 0 537.656 9 CC(C)OC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)0C) chece(ced)OCc5eccees
ZINC08440717 | 7.44 129 1441 0 6 0 537.656 9 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccc(ce3)0C) checc(cc4)0Cc5eccee5)C(=0)0C(C)C
ZINC00702702 | 4.93 1227 -47.96 0 6 1 468.529 7 Cclcee(ccl)C(=0)C2=C(C(=0)N([C@@H]2c3cccc(c3) Ockeccecd) C[C@@H]5CCCO5)[0-]
7INC00702702_| 5.38 0.6 29.18 1 6 0 469.537 6 Celeee(cel)C(=C2[C@H](N(C(=0)C2=0)C[C@@H]3CCCO3) cAccce(c4)Oc5 cecec5)0
ZINC00702702 | 4.35 034 2338 0 6 0 469.537 7 Cclcee(ccl)C(=0)[C@H] 2[C@H](N(C(=0)C2=0)C[C@@H]3CCCO3)cdcccc(c4)Oc5eccees
7ZINC08440716 | 7.44 125 -10.99 0 6 0 537.656 9 CC1=NC2=C([C@H](CIC(=0)0C(C)C)c3cce(ce3)0Cchcceccd)C(=0)C[C@@H](C2)c5eec(cc5)0C
ZINC08440716 | 7.62 132 12.47 0 6 0 537.656 9 CC(C)OC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)0C)cecc(ccd)0Cc5ceeccs
ZINC08440716 | 7.62 2.67 -18.42 0 6 0 537.656 9 CC(C)0C(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cce(cc3)0C)cdece(cca)0Cc5eceees
7ZINC08440716 | 7.44 136 -14.53 0 6 0 537.656 9 CC1=C([C@@H]([C@H] 2C(=N1)C[C@H](CC2=0)c3cce(ce3)0C) checc(cc)0Cc5eceec5) C(=0)0C(C)C
ZINC08440715 | 7.44 128 -10.93 0 6 0 537.656 9 CC1=NC2=C([C@@H](C1C(=0)0C(C)C)c3cec(cc3)0CcAcccecd)C(=0)C[C@H](C2)ceec(cc5)0C
ZINC08440715 | 7.62 141 12.21 0 6 0 537.656 9 CC(C)OC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccc(cc3)0C) cecc(ccd)0Cc5eeececs
ZINC08440715 | 7.62 252 -12.22 0 6 0 537.656 9 CC(C)0C(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cec(cc3)0C) checc(ccA)OCc5ececcs
ZINC08440715 | 7.44 142 -14.27 0 6 0 537.656 9 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cce(ce3)0C) chece(cc)0Cc5eceec5)C(=0)0C(C)C
ZINC08440714 | 7.44 148 -13.98 0 6 0 537.656 9 CC1=NC2=C([C@H](CIC(=0)0C(C)C)c3cce(cc3)OCc4cceccd)C(=0)C[C@H](C2)c5eec(cc5)0C
ZINC08440714 | 7.62 2.72 -14.59 0 6 0 537.656 9 CC(C)OC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3ccc(cc3)0C) checc(ccd)0Cc5eceees
ZINC08440714 | 7.44 126 -15.49 0 6 0 537.656 9 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)0C) chece(cc4)0Cc5 cecee5)C(=0)0C(C)C
ZINC00702695 | 3.96 0.02 -15.05 1 7 0 459.498 7 Cclcec(01)C(=0)C2=C(C(=0)N([C@H]2c3ccec(c3) Ockeccecd) C[C@H]5CCCO5)0

7ZINC00702695 | 3.38 019 21.62 0 7 0 459.498 7 Cclcec(01)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)C[C@H]3CCCO3)checcc(c4)0c5cecees
ZINC08440713 | 5.86 1235 -19.06 1 6 0 469.965 6 Cclcc(ceel C)0Cc2ccc(02)[C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C

7INC08440713 | 5.97 045 -10.01 0 6 0 469.965 6 Cclce(cec1CN)0Cc2cec(02) [C@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C

ZINC00702696 | 3.96 0.74 -17.32 1 7 0 459.498 7 Cclcec(01)C(=0)C2=C(C(=0)N([C@@H]2c3ccce(c3)Ockcecceed) C[C@H]5CCCO5)0
7ZINC00702696_| 3.38 0.68 24.75 0 7 0 459.498 7 Cclcec(01)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)C[C@H]3CCCO3)checce(cA)Oc5eececs
7ZINC06148778 | 7.32 0.95 9.9 0 5 0 514.021 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(cc3)0CcAccccc)C(=0)C[C@@H](C2)c5ece(ce5)Cl
ZINC06148778 | 7.5 119 1116 0 5 0 514.021 7 COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)Cl)cdecc(ccd)OCc5eccecs
ZINC06148778 | 7.5 241 1711 0 5 0 514.021 7 COC(=0)C1[C@H]([C@@H] 2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)Cl)cdeec(ccd)OCc5eceecs
7INC06148778 | 7.32 1.06 -13.64 0 5 0 514.021 7 CC1=C([C@H]([C@H]2C(=NT)C[C@H](CC2=0)c3ccc(ce3)Cl)chcce(cc4)OCc5 cecce5)C(=0)0C
ZINC00702697 | 3.96 0.28 -15.05 1 7 0 459.498 7 Cclcec(01)C(=0)C2=C(C(=0)N([C@H] 2c3ccec(c3)Ockeccecd) C[C@@H]5CCCO5)0
7ZINC00702697 | 3.38 0.09 20.83 0 7 0 459.498 7 Cclcec(01)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCO3)c4ccce(c4)Oc5eccecs
7ZINC08440712 | 4.76 -0.45 -14.46 1 7 0 463.53 7 CCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3ccc(cc3)0C)N=C1C)chece(c(c4)0C)0
7ZINC08440712_| 4.76 081 167 1 7 0 463,53 7 CCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H]1c3cce(c(c3)0C)0) cdecc(cc4)0C)C
7ZINC08440712 | 4.95 -1.68 148 1 7 0 463.53 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccc(cc3)0C) chece(c(c4)0C)0
7ZINC08440711 | 4.76 -0.56 12 1 7 0 463.53 7 CCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3ccc(cc3)0CIN=C1C)chcce(c(c4)0C)0
ZINC08440711 | 4.76 -0.64 -14.81 1 7 0 463.53 7 CCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H]1c3cce(c(c3)0C)0)cheec(ccd)0C)C
7ZINC08440711 | 4.95 15 13.1 1 7 0 463,53 7 CCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cce(cc3)0C) ceee(c(c4)0C)0
ZINC00702698 | 3.96 -0.02 -14.99 1 7 0 459.498 7 Cclcec(01)C(=0)C2=C(C(=0)N([C@@H]2c3cccc(c3)Ockeccecd) C[C@@H]5CCCO5)0
7INC00702698 | 3.38 021 21.37 0 7 0 459.498 7 Cclcec(01)C(=0)[C@H]2[C@H] (N(C(=0)C2=0)C[C@@H]3CCCO3) cdecce(c4)Oc5eccecs
ZINC08440710 | 5.86 1236 -18.58 1 6 0 469.965 6 Cclcc(ceel C)0Cc2ccc(02)[C@@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C)C

7ZINC08440710 | 5.97 0.1 9.62 0 6 0 469.965 6 Cclce(ceelCl)0Cc2ece(02)[C@@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C)C)(C)C

ZINC08440709 | 4.76 038 11.36 1 7 0 463.53 7 CCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3ccc(cc3)0C)N=C1C)checc(c(c4)0C)0
7ZINC08440709 | 4.76 -0.65 152 1 7 0 463,53 7 CCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]1c3ccc(c(c3)0C)0)checc(cc4)0C)C
ZINC08440709 | 4.95 1.76 -12.99 1 7 0 463.53 7 CCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cce(ce3)0C) chece(c(c4)0C)0
7ZINC08440708 | 4.76 039 11.59 1 7 0 463,53 7 CCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cce(cc3)0C)N=C1C)checc(c(c4)0C)0
ZINC08440708 | 4.76 -0.59 -15.44 1 7 0 463.53 7 CCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H]1c3cce(c(c3)0C)0)cheec(ccd)0C)C
7ZINC08440708 | 4.95 149 -12.95 1 7 0 463.53 7 CCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)0C) chece(c(c4)0C)0
ZINC05918861 | 4.93 091 -13.85 1 7 0 54041 10 CCCCOcleec(cc10C)[C@H]2C(=C(C(=0)N2Cc3ccco3)0)C(=0)chece(ccd)Br

7ZINC05918861 | 4.34 0.8 -20.07 0 7 0 54041 10 CCCCOCT cec(cc10C) [C@H]2[C@H](C(=0)C(=0)N2Cc3ccco3)C(=0)checc(cc4)Br

ZINC08440707 | 7.68 0.34 -8.04 0 ) 0 510461 5 CC1=NC2=C([C@@H](C1C(=0)0C3CCCCC3)cdecce(cAC)CDC(=0)C[C@@H](C2)c5eccecs
7ZINC08440707 | 7.87 057 9.13 0 4 0 510461 5 C=CIC([C@H](C2C(=N1)C[C@H](CC2=0)c3cccce3)checcc(c4CI)CIC(=0)0C5CCCCCH
ZINC08440707 | 7.87 156 -8.73 0 ) 0 510.461 5 C=C1C([C@H] ([C@@H]2C(=N1)C[C@H](CC2=0)c3cccee3)checcc(c4Cl)CC(=0)0C5CCCCCS
7ZINC08440707 | 7.68 0.46 1131 0 4 0 510461 5 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccee3)cecec(c4CHCIC(=0)0C5CCCCCS
ZINC08440706 | 7.68 021 -8.03 0 ) 0 510461 5 CC1=NC2=C([C@H](C1C(=0)0C3CCCCC3)checec(c4C)CC(=0)C[C@@H](C2)c5cceccS
7ZINC08440706_| 7.87 03 -8.76 0 4 0 510461 5 C=CI1C([C@@H](C2C(=N1)C[C@H](CC2=0)c3ccccc3)checcc(c4C)CC(=0)0C5CCCCCS
ZINC08440706 | 7.87 1.62 -16.48 0 ) 0 510461 5 C=C1C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccee3)chccec(c4Cl)CI C(=0)0C5CCCCCS
7ZINC08440706_| 7.68 035 11.54 0 4 0 510461 5 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccceed)checce(c4Cl)CI)C(=0)0C5CCCCCS
ZINC08440705 | 7.68 037 -8.15 0 ) 0 510461 5 CC1=NC2=C([C@@H](C1C(=0)0C3CCCCC3)cdeccc(c4C)CNC(=0)C[C@H](C2)c5eccecs
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ZINC08440705 | 7.87 0.39 -8.95 0 4 0 510.461 5 C=C1C([C@H](C2C(=N1)C[C@@H](CC2=0)c3cccce3)cecce(c4C)C)C(=0)0C5CCCCCS
7INC08440705 | 7.87 167 945 0 4 0 510.461 5 C=C1C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccecd)checce(c4CI)CI)C(=0)0C5CCCCCS
ZINC08440705 | 7.68 0.43 1138 0 4 0 510.461 5 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccce3)checec(c4Cl)CI)C(=0)0C5CCCCCS
7INC08440704 | 4.43 9.14 42.87 0 5 1 431.306 3 COclce(ce(c10C)Br)[C@H]2C3=C(CCCC3=0)N=C4C2=C(CCCA)[0-]

7INC08440704 | 4.01 227 1229 0 5 0 432314 3 COclcc(cc(c10C)Br) [C@H]2C3C(=NC4=CCCC(=0)C24)CCCC3=0

7INC08440703 | 7.68 0.23 7.76 0 4 0 510461 5 CC1=NC2=C([C@H](CIC(=0)0C3CCCCC3)cAccec(c4C)CHC(=0)C[C@H](C2)c5eceecs
ZINC08440703 | 7.87 0.41 8.8 0 4 0 510.461 5 C=C1C([C@@H](C2C(=N1)C[C@@H](CC2=0)c3cccccd)checec(c4CI)CI)C(=0)0C5CCCCCS
7INC08440703_| 7.87 156 838 0 4 0 510461 5 C=C1C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccecd)checce(c4Cl)CI)C(=0)0C5CCCCCS
ZINC08440703 | 7.68 0.52 -10.84 0 4 0 510.461 5 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3ccccc3)checcc(c4Cl)Cl)C(=0)0C5CCCCCS
ZINC02063157 8.19 11.96 -10.05 1 5 0 462.977 10 CCCCCCCOcIcee(cc1)C(=0)Ne2ccc3c(c2)nc(o3)c4ccc(cc4)Cl

ZINC05918802_| 4.93 0.62 1529 1 7 0 540.41 10 CCCCOcecc(cc10C) [C@@H]2C(=C(C(=0)N2Cc3ccco3)0)C(=0) cccc(ccd)Br

ZINC05918802_| 4.34 0.53 23.03 0 7 0 540.41 10 CCCCOclece(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0)cecc(ccd)Br
ZINC02063155 | 6.41 2.06 -8.02 0 3 0 439.627 3 Cclcec(cel)/C=C/C(=0)N2c3cc(cce3-c4c(ssc4=S)C2(C)C)0C

ZINC00702689 | 2.94 9.16 5674 0 7 1 454474 8 CCOclecc(cc10C) [C@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)chccc(ccd)F
7INC00702689 | 2.36 8.95 1871 0 7 0 455.482 8 CCOclcce(cc10C) [C@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0)chccc(cch)F
7ZINC00702689 | 3.38 7.99 27.02 1 7 0 455.482 7 CCOclcec(cc10C)[C@H]2C(=C(c3ccc(ce3)F)0)C(=0)C(=0)N2C[C@H]4CCCO4

ZINC00702690 | 2.94 8.98 5825 0 7 1 454.474 8 CCOclcce(cc10C) [C@@H]2C(=C(C(=0)N2C[C@H]3CCCO3)[0-])C(=0)cccc(ccd)F
ZINC00702690 | 2.36 8.97 22.64 0 7 0 455482 8 CCOclcce(cc10C) [C@@H]2[C@H](C(=0)C(=0)N2C[C@H]3CCCO3)C(=0) cdecc(cch)F,
ZINC00702690 | 3.38 7.97 322 1 7 0 455.482 7 CCOclccc(cc10C) [C@@H]2C(=C(c3ccc(cc3)F)0)C(=0)C(=0)N2C[C@H]4CCCO4
7ZINC08440702_| 6.88 4.64 163 0 7 0 581.737 7 Cclcec(cel)/C=C/C(=0)N2c3ccc(cc3C(=C4SC(=C(S4)C(=0)0C)C(=0)OC)C(=S)C2(C)C)OC
ZINC00702692 | 2.94 9.72 -53.65 0 7 1 454.474 8 CCOclccc(cc10C) [C@@H]2C(=C(C(=0)N2C[C@@H]3CCCO3)[0-])C(=0)cAccc(ccd)F
ZINC00702692 | 3.38 7.47 31.95 1 7 0 455.482 7 CCOcleec(cc10C) [C@@H]2C(=C(c3ccc(cc3)F)0)C(=0)C(=0)N2C[C@@H]4CCCO4
7INC00702692 | 2.36 8.46 2634 0 7 0 455.482 8 CCOclcec(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2C[C@@H]3CCCO3)C(=0)chccc(ccd)F
ZINC02063153 | 6.41 2.07 -10.68 0 3 0 439.627 3 Cclcec(cel)/C=C/C(=0)N2c3ccc(ce3-c4c(ssc4=S)C2(C)C)0C

ZINC08440701 | 7.43 3.46 “16.45 0 7 0 624.589 7 CCOclcccc2cIN(C(C(=S)C2=C3SC(=C(S3)C(=0)0C)C(=0)0C)(C)C)C(=0) chcec(ccClCl
ZINC08440700 | 7.85 3.77 -15.05 0 6 0 608.59 5 Cclcc2c(cc1C)N(C(C(=S)C2=C3SC(=C(S3)C(=0)0C)C(=0)0C)(C)C)C(=0)checc(cc4Cl)Cl
ZINC08440699 | 3.34 093 6419 0 7 1 444.891 6 CCOclcc(cc(c10CC(=0)[0-])Ch[C@@H]2C3C(=NC4=C2C(=0)CCC4)CCCC3=0

ZINC08440699 | 35 214 59.94 0 7 1 444.891 6 CCOclec(cc(c10CC(=0)[0-])CH[C@H]2C3C(=NC4=CCCC(=0)C24)CCCC3=0

ZINC00702685 | 4.48 11.77 4512 0 8 1 522.618 12 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(c(c3)0C)0CCC(C)C)C[C@H]4CCCO4)[0-]
ZINC00702685 | 4.93 031 2657 1 8 0 523.626 11 CCOclcce(ccl)C(=C2[C@@H](N(C(=0)C2=0)C[C@H]3CCCOB)cAccc(c(c4)0C)0CCC(C)C)0
ZINC00702685 | 3.9 -0.02 -19.45 0 8 0 523.626 12 CCOclcec(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)C[C@H]3CCCO3)c4cec(c(c4)0C)OCCL(C)C
ZINC00666637 | 5.33 012 9.22 0 4 0 429.588 3 CC1(c2c(c(=S)ss2)-c3ccec(c3N1C(=0)chccee(c4)0C)0C)C

7INC01810652 | 6.74 0.26 20.26 0 3 0 462.061 3 Cclcc-2¢(cc1C)N(C(c3c2¢(=S)ss3)(C)C)C(=0) COctecc(ccd)Cl

7ZINC00702686 | 4.48 11.72 4658 0 8 1 522.618 12 CCOcleee(ce1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(c(c3)0C)0CCC(C)C)C[C@H]4CCCO4)[0-]
7INC00702686_| 4.93 1035 3238 1 8 0 523.626 11 CCOclcec(ccl)C(=C2[C@H](N(C(=0)C2=0)C[C@H]3CCCO3)cAccc(c(c4)0C)0CCL(C)C)0
ZINC00702686 | 3.9 11.39 2257 0 8 0 523.626 12 CCOclcec(ccl)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)C[C@H]3CCCO3)c4ccc(c(c4)0C)OCCC(C)C
7INC08440698 | 6.61 3.73 713 0 2 0 45156 2 Cclccc2c(c1)-c3c(s5c3=S)C(N2C(=0) chcce(cc4) C(F) (F)F) (C)C

7INC02063152_| 7.47 0.47 -8.05 0 3 0 489.687 4 CCOcccec-2¢IN(C(c3c2c(=S)ss3)(C)C)C(=0)chccc(ccd)cSeccecs

7INC00702687 | 4.48 11.43 ~46.09 0 8 1 522.618 12 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(c(c3)0C)0CCC(C)C)C[C@@H]4CCCO4)[0-]
7INC00702687 | 4.93 ~0.03 28.17 1 8 0 523.626 11 CCOclece(cc1)C(=C2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCO3)c4cce(c(c4)0C)0CCC(C)C)0
ZINC00702687 | 3.9 0.24 23.63 0 8 0 523.626 12 CCOclcec(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)C[C@@H]3CCCO3)cdccc(c(c4)0C)OCCC(C)C
7INC02063151 | 6.96 033 -6.49 0 3 0 482479 3 CCOclcecc-2¢IN(C(c3c2¢(=S)ss3)(C)C)C(=0)checc(cc4Cl)Cl

ZINC02063150 | 7.37 20.13 -6.69 0 2 0 466.48 1 Cclcc-2¢(cc1C)N(C(c3c2¢(=5)ss3)(C)C)C(=0) checc(ccaCl)CL

7INC02063149 | 6.57 ~0.69 ~6.29 0 2 0 438426 1 CC1(c2c(c(=5)ss2)-c3ccccc3N1C(=0)checc(cc4Cl)CI)C

ZINC02063148 7.16 2.13 -18.62 0 3 0 500.761 3 Cclcc(c2c(cl)-c3c(ssc3=S)C(N2C(=0)CSc4nc5ccecc5s4)(C)C)C

7INC00702688 | 4.48 11.33 4527 0 8 1 522.618 12 CCOcleec(ccl)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(c(c3)0C)0CCC(C)C) C[CR@H]4CCCO4)[0-]
7INC00702688 | 4.93 0.67 3167 1 8 0 523.626 11 CCOclcec(ccl)C(=C2[C@H](N(C(=0)C2=0)C[C@@H]3CCCO3)cccc(c(c4)0C)0CCC(C)C)0
7INC00702688 | 3.9 041 27.09 0 8 0 523.626 12 CCOclcec(cel)C(=0)[C@H]2[C@H](N(C(=0)C2=0)C[C@@H]3CCCO3)c4ccc(c(c4)0C)OCCC(C)C
ZINC01808753 | 7.47 3.22 12.96 0 4 0 523.745 6 CCCC(=0)N1c2cc(cee2/C(=C/3\SC(=C(S3)C(=0)0CC)cdcccced) /C(=S)C1(C)C)C
7INC02063145 | 9.74 4.99 11.59 0 4 0 549.67 6 CCI=CC(N(c2clcc(cc2)0C(=0)c3cec(cc3)checcecd)C(=0)c5ece(ces)cbeeece6) (C)C
7INC00970719 | 6.26 4 1135 0 6 0 457.526 6 CC1=CC(N(c2clcc(cc2)0C(=0)c3ccc(ce3)0C)C(=0)checc(cc4)0C) (C)C

7INC08440694 | 6.82 3.45 1447 0 6 0 559.775 7 Cclcec2c(c1)N(C(C(=S)C2=C3SC(=C(S3)C(=0)0C)C(=0)0C)(C)C)C(=0)CCCACCCCCA
7INC08440693 | 6.38 16.04 218 2 6 0 539.701 7 Cclcec(ce1)SCe2ec(ccc20C) [C@H]3C4=C(CCCC4=0)NC(=C3C(=0)Ne5c(ccen5)C)C
7INC08440693 | 65 25 1424 1 6 0 539.701 7 Cclcee(cel)SCe2ec(ccc20C)[C@H]3C4C(=0)CCC=C4N=C(C3C(=0)Nc5e(ceen5)C)C
ZINC00702684 | 45 1246 5259 0 7 1 492.523 10 CC(C)CCOcTcec(cc10C) [C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)chccc(ccd)F
ZINC00702684 | 4.94 2.05 -28.65 1 7 0 493531 9 CC(C)CCOcTccc(cc10C) [C@@H]2C(=C(c3ccc(cc3)F)0)C(=0)C(=0)N2Cchcccod
ZINC00702684 | 3.91 2.34 23.62 0 7 0 493.531 10 CC(C)CCOcTcec(cc10C) [C@@H]2[C@@H](C(=0)C(=0)N2Cc3ccco3)C(=0) cAecc(cch)F,
ZINC08440692 | 7.2 414 15.64 0 6 0 573.802 7 Cclec2c(ccl CN(C(C(=S)C2=C3SC(=C(S3)C(=0)0C)C(=0)0C)(C)C)C(=0)CCC4CCCCCA
7INC02063143 | 6.33 134 9.94 0 3 0 447.691 5 CCOclccc2c(cl)-c3c(ssc3=S)C(N2C(=0)CCC4CCCCCA)(C)C

ZINC02063142 5.95 13.32 -10.04 0 3 0 433.664 4 CC1(c2¢(c(=S)ss2)-c3cc(ccc3N1C(=0)CCC4CCLCCC4)0C)C

7INC02063141 | 6.72 0.29 16.41 0 2 0 431.692 3 Cclcc-2¢(cc1C)N(C(c3c2¢(=5)ss3)(C)C)C(=0)CCCACCCCCH
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ZINC00702681 | 4.77 12,57 -43.18 0 8 -1 518.586 12 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(c(c3)0C)OCCC(C)C)Cedeccod)[0-]
7ZINC00702681 | 5.21 167 28.74 1 8 0 519.594 11 CCOclcec(ccl)C(=C2[C@@H](N(C(=0)C2=0)Ce3ccco3)ceec(c(c4)0C)0CCC(C)C)0
ZINC00702681 | 4.18 1.94 21.62 0 8 0 519.594 12 CCOclcec(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)Cc3ccco3)checc(c(c4)0C)0CCC(C)C
7INC08440689 | 6.38 16.01 2087 2 6 0 539.701 7 Cclcec(ce1)SCe2cc(cec20C) [C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)Nc5e(ceen5)C)C
ZINC08440689 | 6.5 2.66 -18.79 1 6 0 539.701 7 Cclcec(cel)SCe2ec(ccc20C) [C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)Nc5c(ccen5)C)C
7INC05921188 | 4.77 11.72 59.72 0 8 1 518.586 12 CCOclecc(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(c(c3)0C)0CCC(C)C) Ceheccod)[0-]
ZINC05921188 | 5.21 137 2875 1 8 0 519.594 11 CCOclcec(ccl)C(=C2[C@H](N(C(=0)C2=0)Cc3ccco3)cecc(c(c4)0C)0CCC(C)C)0
7INC05921188 | 4.18 16 2242 0 8 0 519.594 12 CCOclcce(cc1)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)Cc3ccco3)checc(c(c4)0C)0CCC(C)C
ZINC01826409 6.32 2.54 -12.1 0 6 0 506.602 6 C[C@H]1C[C@H](c2ccccc2N1C(=0)c3cce(ce3)OC)N(c4ccceed)C(=0)c5cec(ce5)0C
7INC01826410 | 6.32 211 1423 0 6 0 506.602 6 C[C@@H]1C[C@H](c2ccccc2N1C(=0)c3ece(ce3)OC)N(checcecd)C(=0)c5ece(cc5)0C
ZINC01826411 6.32 2.79 -19.15 0 6 0 506.602 6 C[C@H]1C[C@@H](c2ccccc2N1C(=0)c3ccc(cc3)0C)N(c4ccccc4)C(=0)c5ccc(ce5)0C
7INC05918614 | 4.79 12.29 5515 0 7 1 492.523 11 CCCCCOCT cee(cc10C)[C@H]2C(=C(C(=0)N2CcBccco3)[0-])C(=0)checc(ccd)F
ZINC05918614 | 5.23 2.15 -28.65 1 7 0 493.531 10 CCCCCOcTccc(cc10C)[C@H]2C(=C(c3ccc(cc3)F)0)C(=0)C(=0)N2Cedcccos
7INC05918614 | 4.2 2.42 2061 0 7 0 493.531 11 CCCCCOCT cec(cc10C) [C@H]2[C@H](C(=0)C(=0)N2Cc3ccco3)C(=0)ckecc(ccd)F
ZINC01826412 6.32 2.59 -14.49 0 6 0 506.602 6 C[C@@H]1C[C@@H](c2ccccc2N1C(=0)c3cce(ce3)0C)N(c4cccccd)C(=0)c5cec(cc5)0C
7INC02254907 | 6.53 3.92 -8.85 0 4 0 482.53 4 C[C@H]1C[C@H](c2ccccc2N1C(=0)c3ecc(cc3)F)N (cdeceecd)C(=0)c5eee(cc5)F
ZINC02254908 6.53 3.64 -10.3 0 4 0 482.53 4 C[C@@H]1C[C@H](c2ccccc2N1C(=0)c3ccc(cc3)F)N(c4ccccc4)C(=0)c5ccc(cc5)F
ZINC05918609 | 4.79 11.83 5645 0 7 1 492523 11 CCCCCOcTece(cc10C)[C@@H]2C(=C(C(=0)N2Cc3ccco3)[0-])C(=0)chccc(ccd)F
ZINC05918609 | 5.23 1.85 2871 1 7 0 493531 10 CCCCCOccec(cc10C) [C@@H] 2C(=C(c3ccc(cc3)F)0)C(=0)C(=0)N2Cccccod
7INC05918609 | 4.2 2.15 236 0 7 0 493531 11 CCCCCOcLeec(cc10C)[C@@H]2[C@@H] (C(=0)C(=0)N2Cc3ccco3)C(=0)checc(ccd)F
ZINC02254909 6.53 4.19 -15.05 0 4 0 482.53 4 C[C@H]1C[C@@H](c2ccccc2N1C(=0)c3ccc(cc3)F)N(c4ccccc4)C(=0)c5ccc(cc5)F
7ZINC08440687 | 2.25 339 23.08 3 9 0 476.533 7 Cclcenc(c1)NC(=0)C2[C@H](C3=C(CCCC3=0)N=C2C)c4cce(c(c4)0C)OCC(=0)N
ZINC08440687 | 2.43 -4.68 2536 3 9 0 476.533 7 Cclcenc(c1)NC(=0)C2[C@H](C3C(=NC2=C)CCCC3=0)c4ccc(c(c4)0C)OCC(=0)N
7INC02254910 | 6.53 3.88 934 0 4 0 482.53 4 C[C@@H]1C[C@@H](c2ccccc2N1C(=0)c3ece(ce3)F)N(checcccd)C(=0)c5ecc(cch)F,
ZINC05918671 | 4.56 0.96 -18.75 1 10 0 566.632 12 CCCCOccec(ccl)C(=0)C2=C(C(=0)N([C@H]2c3ccc(c(c3)0C) OC)c4nc(c(s4)C(=0)0C)C)0
7INC05918671 | 3.98 0.8 232 0 10 0 566.632 12 CCCCOclcee(ccl)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)c3nc(c(s3)C(=0)0C)C)cdcce(c(c4)0C)0C
7INC02063128 | 6.77 171 -18.07 0 2 0 421418 1 Cclcecze(cl)-c3c(sn(c3=5)chcec(c(c4)CI)CNC(N2C) (C)C

ZINC02063127 | 6.91 144 1655 1 2 0 421418 1 Cclec(c2c(cl)-c3c(sn(c3=S)cdecc(c(c4)CI)CIC(NZ) (C)C)C

ZINC05918665 | 4.56 1.03 184 1 10 0 566.632 12 CCCCOcIccc(ccl)C(=0)C2=C(C(=0)N([C@@H] 2c3ccc(c(c3)0C)0C)cAnc(c(s4)C(=0)0C)C)0
ZINC05918665 | 3.98 0.94 2457 0 10 0 566.632 12 CCCCOcTcee(cc1)C(=0)[C@H]2[C@H] (N(C(=0)C2=0)c3nc(c(s3)C(=0)0C)C)cecc(c(c4)0C)OC
ZINC00666632 5.95 -1.8 -16.57 1 5 0 449.304 5 COclcec(cc1Br)c2ne3cc(cce302)NC(=0)/C=C/c4cccccd

ZINC02063121 4.92 -0.88 -14.5 0 4 0 411.304 6 clec(cccN2CCN(CC2)C(=0)CCCOc3ccc(cc3CHCF

ZINC05918675 | 4.16 10.93 5146 0 7 1 466514 8 CCCCOcIccc(ccl)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)F)cAnnc(s4)C)[0-]
7INC05918675 | 4.61 0.68 25.65 1 7 0 467.522 7 CCCCOclcee(ccl)C(=C2[C@@H](N(C(=0)C2=0)c3nnc(s3)C)c4ecc(cc4)F)0
7INC05918675 | 3.58 0.9 1671 0 7 0 467.522 8 CCCCOclccc(ccl)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)c3nnc(s3)C)chccc(ccd)F
7INC08440686 | 5.54 237 1014 1 5 0 512473 4 CC1=NC2=C([C@@H](C1C(=0)Nc3cec(cn3)Br)cdecc(ced)SC)C(=0)CC(C2)(C)C
ZINC08440686_| 5.72 238 1197 1 5 0 512.473 4 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(cc3)SC)C(=0)Nedeec(cn4)Br)C
7INC08440686 | 5.72 114 105 1 5 0 512.473 4 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(cc3)SC)C(=0)Nedece(cn4)Br)C
ZINC02063120 6.46 -0.38 -17.99 1 7 0 496.563 9 CCOclcc(cc(c10CC)0CC)C(=0)Nc2ccc(cc2)c3nc4cSccccc5ccc403

ZINC00847195 | 4.55 013 1515 1 7 0 430526 10 CCOclccc2e(c1)sc(n2)NC(=0)c3cc(c(c(c3)0CC)0CCI0CC

ZINC00666601 5.8 1.25 -11.75 1 6 0 428.879 4 Cclcec(ccl)n2ne3cec(ce3n2)NC(=0)c4ecc(04)c5cec(cc5)Cl

7ZINC02063119 | 7.05 117 9.21 1 5 0 449.293 4 clcc(ceclc2ecc(02)C(=0)Ne3cccde(c3)nc(o4)cseec(ccs)CHCT

ZINC00666597 | 5.06 1.94 17.94 1 9 0 439.431 5 Cclcec(cel)n2ne3ccc(cc3n2)NC(=0)checc(o4)c5ecec(c5)[N+](=0)[0]

7INC05918668 | 4.16 10.95 5153 0 7 1 466514 8 CCCCOcTcec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(ce3)F)cannc(s4)C)[0-]
7INC05918668 | 4.61 0.66 2599 1 7 0 467.522 7 CCCCOcIccc(ccl)C(=C2[C@H](N(C(=0)C2=0)c3nnc(s3)C)chccc(cc4)F)O
7INC05918668 | 3.58 0.96 1834 0 7 0 467.522 8 CCCCOclcee(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)c3nnc(s3)C) cdecc(ccd)F.
7INC08440684 | 8.08 2.95 1137 1 6 0 501.671 7 CC(C)(C)clec(ce(c10)C(C)(C)C)n2c3ec(c(cc3nc2cdccc(ccd)N(C)C)0C)0C
ZINC08440683 | 9.14 1.88 811 1 3 0 477446 4 CC(C)(C)clec(ce(c10)C(C)(C)C)n2c3cccecdnc2céecce(c4)Br

ZINC00666595 | 5.29 0.54 16.42 1 5 0 461,612 5 Cclcec(c(c1)NC(=0)CSc2nc3c(c4c(s3)CCC4)c(=0)n2c5cececs)C

ZINC00632059 4.63 -0.69 -17.16 1 5 0 451.548 5 cleec(cel)n2¢(=0)c3c4c(sc3nc2SCC(=0)Nc5ccc(cc5)F)CCC4

ZINC02063118 5.27 -2.19 -16.5 1 5 0 512.454 5 clccc(ccl)n2¢(=0)c3c4c(sc3nc2SCC(=0)Nc5cec(cc5)Br)CCC4

7INC08440682_| 5.54 12.36 1911 1 5 0 512.473 4 CC1=C([C@@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3cce(cc3)SC)C(=0)Nedeec(cnd)Br
ZINC08440682_| 5.54 164 1391 1 5 0 512.473 4 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cce(ce3)SC)C(=0)Nedeec(cnd) Br
7INC08440682_| 5.72 195 1158 1 5 0 512.473 4 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccc(ce3)SC)C(=0)Ne4cce(cnd)Br)C
ZINC08440682_| 5.72 113 -12.08 1 5 0 512.473 4 CC1(CC2=NC(=C)C([C@@H] ([C@@H]2C(=0)C1)c3ccc(cc3)SC)C(=0)Nckeec(cn4)Br)C
ZINC00702673 | 3.1 10.72 37.76 0 8 1 480.497 7 CCOC(=0)clc(ne(s1)N2[C@H](C(=C(C2=0)[0-])C(=0)c3cce(c(c3)F)C)ckecencd)C
ZINC00702673 | 3.55 0.19 33.1 1 8 0 481.505 6 CCOC(=0)clc(nc(s1)N2[C@H](C(=C(c3ccc(c(c3)F)C)0)C(=0)C2=0)ctccencd)C
ZINC00702673 | 2.52 0.39 2533 0 8 0 481.505 7 CCOC(=0)clc(nc(s1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3ccc(c(c3)F)C)chccencd)C
ZINC08440681 491 -1.12 -16.63 1 5 0 447.585 5 Cclcec(cc1)NC(=0)CSc2ne3c(c4c(s3)CCC4)c(=0)n2c5cccees

ZINC08440680 7.89 -0.58 -14.67 0 4 0 557.549 5 cleec2¢(cl)ccec2n3c(=0)c4e5c(sc4nc3SCC(=0)coec(sc6Cl)CI)CCCCS

ZINC08440679 2.28 -1.58 -58.95 2 8 1 481.318 5 Cnlcc(c(n1)C(=0)Nc2nc3ccecce3n2CC[NH+]4CCOCCH)T




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

7INC08440678 | 7.18 -0.05 -17.57 1 5 0 525.699 5 Cclcec(c(c1)NC(=0)CSc2nc3c(cdc(s3)CCCC4)c(=0)n2c5ceccbe5cecct)C

7INC00702674 | 3.1 10.22 60.18 0 8 1 480.497 7 CCOC(=0)clc(nc(s1)N2[C@@H](C(=C(C2=0)[0-])C(=0)c3ccc(c(c3)F)C)checencd)C
ZINC02063116 7.16 -1.67 -17.36 1 5 0 576.541 5 clccc2c(cl)ccec2n3c(=0)c4c5c(sc4nc3SCC(=0)Nebeee(cc6)Br)CCCCS

7INC08440677 | 3.9 0.21 1677 1 8 0 475.545 7 CclccencINC(=0)C2[C@@H](C3=C(CCCC3=0)N=C2C)cdecc(c(c4)COC(=0)C)0C

7INC08440677 | 3.9 0.13 21.68 1 8 0 475.545 7 CclccencINC(=0)C2=C(N=C3CCCC(=0)C3[C@H]2c4ccc(c(c4)COC(=0)C)0C)C

7INC08440677 | 4.08 -0.98 1912 1 8 0 475545 7 CclceencINC(=0)C2[C@@H](C3C(=NC2=C)CCCC3=0)chcce(c(c4)COC(=0)C)OC

ZINC08440676 | 3.5 9.69 5499 0 6 1 424.448 10 COCCCN1[C@H](C(=C(C1=0)[0-])C(=0)c2ccc(cc2)0CC=C)c3ccc(cc3)F

7INC08440676 | 3.94 0.77 2828 1 6 0 425456 9 COCCCN1[C@H](C(=C(c2ccc(cc2)0CC=C)0)C(=0)C1=0)c3cce(ce3)F

ZINC08440676 | 2.91 1.06 2217 0 6 0 425.456 10 COCCCN1[C@H]([C@H](C(=0)C1=0)C(=0)c2ccc(cc2)0CC=C)c3cec(cc3)F,

ZINC02063115 6.8 -0.59 -17.63 1 5 0 511.672 5 Cclcee(cc1)NC(=0)CSc2nc3c(c4c(s3)CCCC4)c(=0)n2c5ccccbe5cccced

ZINC08440675 | 8.43 0.92 -15.95 1 4 0 559.713 8 Cclcec2e(cl)c(c(n2C[C@H](Cn3cnc(c3c4cccccd)cSeccee5)0)cbeccee6)c7cccec?

7INC08440673 | 35 9.64 5516 0 6 1 424448 10 COCCCN1[C@@H](C(=C(C1=0)[0-])C(=0)c2ccc(cc2)0CC=C)c3ecc(cc3)F

ZINC08440673 | 3.94 0.49 303 1 6 0 425.456 9 COCCCN1[C@@H](C(=C(c2ccc(cc2)0CC=C)0)C(=0)C1=0)c3ccc(cc3)F

7INC08440673 | 2.91 0.75 25.79 0 6 0 425456 10 COCCCN1[C@@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2)0CC=C)c3ccc(ce3)F

ZINC02063114 6.91 2.15 -16.9 0 3 0 415.901 3 clccc(ccl)c2ccc(cc2)c3esc(n3)c4ec5ec(ccc50c4=0)Cl

ZINC09057742 8.49 18.57 -13.32 1 3 0 476.579 6 cleec(ccl)c2cecc(cc2)c3[nH]c(c(n3)céecceed)c5cecc(ce5)C(=0)cbeccecd

7INC09057742 | 8.49 18.58 123 1 3 0 476579 6 clcec(cel)c2ecc(ce2)c3[nH]c(c(n3)c4ccc(cc4) C(=0) c5eceecs)cheeecch

7ZINC09057742 | 849 19 37.99 2 3 1 477.587 6 clcce(ccl)c2cec(ce2)c3[nH]c(c([nH+]3)c4ccecc4)c5ecc(ce5)C(=0)cbeceeco

7INC09057742 | 8.49 19.01 38.22 2 3 1 477.587 6 clccc(ccl)c2cec(ce2)c3[nH]c(c([nH+]3)cAcec(cc4) C(=0)c5eceecs)cbeecech

7INC02063104 | 5.78 2.53 14.68 0 5 0 519.409 4 clcce(cc1)N2C(=0)C(=Cc3ccc(03) chec(cec4Cl)CIC(=0)N(C2=S)c5eccecs

ZINC08440666 | 2.8 6.64 2292 2 7 0 462.593 6 Cclcccecl 0CC(=0)Ne2e(c3c(52)CCCC3)C(=0)N[C@H]4CCS(=

ZINC08440665 | 8.04 2.75 2027 0 8 0 623.525 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chccc(cc4Br)C) /s2)[C@H] Le5ec(cee50C)0C)C
ZINC08440664 | 8.04 2.99 -17.88 0 8 0 623.525 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)cAccc(cc4Br)C) /s2)[C@@H] 1c5cc(ccc50C)0C)C
7INC08440661 | 2.8 -6.66 2271 2 7 0 462.593 6 Cclcccec10CC(=0)Ne2¢(c3¢(s2)CCCC3)C(=0)N[C@@H]4CCS(=0)(=0)C4

ZINC08440659 6.72 2.8 -14.85 0 8 0 636.568 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)c4ccc(cc4)Br)C) /s2)[C@H]1c5cce(c(c5)0C)0C)C
ZINC08440658 | 6.72 2.8 14.76 0 8 0 636.568 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)checc(cc4)Br)C)/s2) [C@@H]1c5ecc(c(c5)0C)0C)C
7INC08440657 | 6.36 3.88 15.44 0 8 0 571.699 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)c4eec(cc4)C)C)/s2) [C@H] Ic5cec(c(c5)0C)0C)C
ZINC08440656 | 3.71 7.29 1926 2 6 0 48743 4 clcc(c(ccICHCNC(=0)Ne2¢(c3¢(s2)CCCC3)C(=0)N[C@H]4CCS(=0)(=0)C4

ZINC08440655 | 6.36 3.88 1531 0 8 0 571.699 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)chcec(cc4)C)C) /s2) [C@@H] 1c5ece(c(c5)0C)0C)C
7INC08440654 | 3.71 732 1939 2 6 0 48743 4 clcc(c(cc1CHCNC(=0)Ne2¢(c3¢(s2)CCCC3)C(=0)N[C@@H]4CCS(=0)(=0)C4

ZINC08440653 | 7.95 2.92 14.66 0 8 0 617.727 7 CCOC(=0)C1=C(N=cZn(c(=0)/c(=C\c3cc(n(c3C)chcec(ccd)c5eccec5)C)/s2) [C@H]1cbeee7c(c6)0C07)C
7INC08440652 | 7.95 3.09 1448 0 8 0 617.727 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)cAcec(ccd) c5eceecs)C) /s2) [C@@H] 1cbeec7c(c6)0C07)C
ZINC08440651 | 5.68 16.37 24.87 2 7 0 564.089 5 CclccencINC(=0)C2=C(NC3=C([C@@H] 2cAc(nn(c4Cl)c5eccee5)C)C(=0)C[C@@H] (C3)cbeeeec6)C
7INC08440651 | 5.82 025 17 1 7 0 564.089 5 CclecencINC(=0)C2[C@H](C3C(=NC2=C)C[C@H](CC3=0)c4cccced)c5e(nn(c5Cl)cbeccce6)C
ZINC08440650 | 6.83 2.23 133 0 8 0 576.074 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)ccec(ccd)CI)C)/s2) [C@H] 1c5ceche(c5)0C06)C
ZINC08440649 | 4.02 0.86 2298 1 8 0 535.568 12 COCCCN1[C@H](C(=C(C1=0)0)C(=0)c2ccc(c(c2)F)0C)c3cce(c(c3)0C)0Cchcccccd
ZINC08440649 | 3.44 0.71 2945 0 8 0 535.568 12 COCCCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(c(c2)F)0C)c3ecc(c(c3)0C)OCcccccck
7INC08440648 | 6.83 2.4 1315 0 8 0 576.074 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ce(n(c3C)checc(cc4)C)C)/s2) [C@@H] 1c5cecbe(c5)0C06)C
ZINC08440647 7.17 2.7 -12.96 0 7 0 619.585 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)c4ccc(cc4)Br)C) /s2)[C@H] 1c5ccc(cc5)N(C)C)C
7INC08440646 | 7.17 2.54 1283 0 7 0 619.585 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)chece(cc4)Br)C)/52) [C@@H]1c5ecc(cc5)N(C)C)C
ZINC08440645 | 4.02 133 2071 1 8 0 535.568 12 COCCCN1[C@@H](C(=C(C1=0)0)C(=0)c2ccc(c(c2)F)0C)c3ccc(c(c3)0C)OCckccccck
ZINC08440645_| 3.44 116 2658 0 8 0 535.568 12 COCCCN1[C@@H]([C@H](C(=0)C1=0)C(=0)c2ccc(c(c2)F)OC)c3ece(c(c3)0C)OCcAcceccd
7INC08440644 | 6.53 412 13.62 0 7 0 558.679 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)c4cec(cc4)F)C)/s2) [C@H]1c5cec(cc5)N(C)C)C
7INC08440643 | 411 0.28 63.67 0 7 1 545.45 6 CCOclec(c(cc10CC(=0)[0-])Br)[C@@H]2C3C(=NC4=C2C(=0)CC(C4)(C)C)CC(CC3=0)(C)C
7INC08440643 | 4.27 067 59.12 0 7 1 545.45 6 CCOclcc(c(cc10CC(=0)[0-])Br) [C@H]2C3C(=NC4=CC(CC(=0)C24)(C)C)CC(CC3=0)(C)C
7INC08440642_| 6.53 3.95 1334 0 7 0 558.679 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)chece(cc4)F)C)/s2) [C@@H]1c5cee(cc5)N(C)C)C
ZINC0B440641 | 7.04 331 131 0 7 0 575.134 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)cAccc(cc4)CI)C) /s2) [C@H] 1c5ecc(cc5)N(C)C)C
7ZINC08440640 | 2.63 091 -63.66 3 9 1 550.426 10 C[NH+](C)CCCN1[C@H](C(=C(C1=0)0)C(=0)c2ccc(c(c2)0C)0C) cBec(c(c(c3)Br)0)OC
7INC08440640 | 2.05 1.06 -73.58 2 9 1 550.426 10 C[NH+](C)CCCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(c(c2)0C)0C)c3ec(c(c(c3)Br)0)0C
ZINC08440639 | 7.04 314 12.69 0 7 0 575134 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)checc(cc4)Cl)C) /s2) [C@@H] 1c5cee(cc5)N(C)C)C
ZINC08440638 6.43 3.97 -12.33 0 6 0 515.61 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)c4ccc(cc4)F)C)/s2) [C@H]1c5cccec5)C
7INC08440637 | 6.43 4.05 1248 0 6 0 515.61 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)chece(cc4)F)C) /s2) [C@@H] 1c5cceec5)C
ZINC08440636 7.73 3.19 -11.72 0 4 0 502.397 6 CCOclccc(cc1)N2C(=C/C(=C\c3ccc(o3)c4ccc(c(c4)Cl)Cl)/C2=0)c5cccccs

ZINC08440635 | 8.16 3.02 1227 0 3 0 492.789 4 clccc(cel)C2=C/C(=C\c3ccc(03)checc(c(c4) CI)CI) /C(=0)N2c5ceec(c5)Cl

7INC08440634 | 2.63 111 -50.69 3 9 1 550.426 10 C[NH+](C)CCCNI[C@@H](C(=C(C1=0)0)C(=0)c2ccc(c(c2)0C)0C)c3ec(c(c(c3)Br)0)0C
7ZINC08440634 | 2.05 126 59.72 2 9 1 550.426 10 C[NH+](C)CCCN1[C@@H]([C@H](C(=0)C1=0)C(=0)c2cce(c(c2)0C)0C) c3ec(c(c(c3)Br)0)OC
ZINC08440632 | 9.26 3.08 -18.64 0 7 0 619.526 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)c4cce(c(c4)C)Cl)/s2)[C@H]1c5c6cccccbeec50C)C
7INC08440631 | 9.26 3.09 -18.1 0 7 0 619.526 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chece(c(c4)CDCI) /s2) [C@@H] 1c5cbeccecbeec50C)C
ZINC05919169 | 3.12 10.01 6349 0 8 1 487.532 10 CCCOcTccc(ccl) [C@H]2C(=C(C(=0)N2Cc3ccenc3)[0-])C(=0)c4ccc(c(c4)0C)OC

7INC05919169 | 3.57 ~0.08 2813 1 8 0 488.54 9 CCCOclccc(cel) [C@H]2C(=C(c3cce(c(c3)0C)0C)0)C(=0)C(=0)N2Ccdecencd

ZINC05919169 | 2.54 0.14 2126 0 8 0 488.54 10 CCCOclcec(ccl) [C@H]2[C@@H](C(=0)C(=0)N2Cc3ccenc3)C(=0) cheec(c(c4)0C)0C




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC02313508 | 7.26 2.96 -18.76 0 8 0 548.642 9 CCOC(=0)clcec(ccl)c2ecc(02)/C=c/3\c(=0)n4c(=NC(=C([C@H]4c5cces5)C(=0)0CC)C)s3
ZINC02313510 | 7.26 2.84 1861 0 8 0 548.642 9 CCOC(=0)clcce(cel)c2ecc(02)/C=c/3\c(=0)n4c(=NC(=C([C@@H]4c5cces5)C(=0)0CC)C)s3
ZINC08440630 | 7.01 20.16 2123 1 6 0 552.678 4 Cclcenc(c1)NC(=0)C2[C@H](C3=C(C[C@@H](CC3=0)c4cccccd)N=C2C)c5eccbe(c5)c7cccec7/n6C
7INC08440629 | 7.36 159 1413 0 6 0 511.024 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chccee(c4)Cl)/s2) [C@H]1c5cees5)C
7INC08440628 | 7.36 161 -16.28 0 6 0 511.024 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)checec(c4)Cl) /s2) [C@@H] 1c5cecs5)C
7INC05919133_| 3.12 9.16 -63.8 0 8 1 487.532 10 CCCOclecc(cc)[C@@H]2C(=C(C(=0)N2Cc3ccencd)[0-])C(=0)c4ecc(c(c4)0C)0C
ZINC05919133_|_3.57 047 3198 1 8 0 488.54 9 CCCOcTccc(ccl) [C@@H]2C(=C(c3cec(c(c3)0C)0C)0)C(=0)C(=0)N2Cchccencd

ZINC05919133 | 2.54 024 2641 0 8 0 488.54 10 CCCOclcce(cc])[C@@H]2[C@H](C(=0)C(=0)N2Cc3ccenc3)C(=0)cdece(c(c4)0C)0C
7INC08440627 | 7.72 535 24.96 0 8 0 598.599 9 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chccec(c4) C(F) (F)F)/s2) [C@H] 1c5cc(ccc50C)0C)C
7INC08440626 | 7.72 545 21.69 0 8 0 598.599 9 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)checce(c4)C(F) (F)F) /s2) [C@@H] 1c5cc(ccc50C)0C)C
ZINC08440625 | 7.01 074 2094 1 6 0 552.678 4 Cclcenc(c1)NC(=0)C2[C@@H](C3=C(C[C@H](CC3=0)c4cccccd)N=C2C)c5eecbe(c5)c7cccec7/n6C
7INC08440624 | 4.13 176 2027 1 8 0 541.579 11 COclcee(ccIF)C(=0)C2=C(C(=0)N([C@H] 2c3ccc(cc3)OCcAcccee4)CCCn5eenc5)0

ZINC08440624 | 3.55 159 2643 0 8 0 541.579 11 COclcce(cc1F)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCCn3cenc3)chccc(ccd) OCc5eceees
7INC08440624 | 4.58 1.66 -57.89 2 8 1 542.587 10 COclcce(cc1F)C(=C2[C@@H](N(C(=0)C2=0)CCCn3cc[nH+]c3)c4ccc(cc4)0Cc5eceee5)0
7INC08440624 | 3.55 1.88 5402 1 8 1 542.587 11 COclcee(cc1F)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCCn3cc[nH+]c3)cAccc(cc4) OCc5eccecs
7INC08440623 | 5.83 0.81 1617 1 8 0 503.58 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3c[nH]c4c3cceed)/s2) [C@H] 1c5ee(ccc50C)0C)C
7INC08440622 | 5.83 0.92 -13.03 1 8 0 503.58 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3c[nH]c4c3ccccd) /s2) [C@@H] 1c5cc(ccc50C)0C)C
7INC08440621 | 8.36 5.21 -16.86 0 6 0 572.992 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(o3)chccec(c4)C(F)(F)F)/s2) [C@H] Tc5cec(cc5)CI)C
7INC08440620 | 3.37 191 47.75 2 7 1 457.522 10 CC[NH+](CC)CCN1[C@H](C(=C(C1=0)0)C(=0)c2ccc(c(c2)F)0C)c3ccc(cc3)0C

7ZINC08440620 | 2.78 175 5639 1 7 1 457.522 10 CC[NH+](CC)CCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(c(c2)F)0C)c3cce(cc3)0C
7INC08440619 | 8.36 52 -16.69 0 6 0 572.992 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chccec(c4)C(F) (F)F)/s2) [C@@H] 1c5ecc(cc5)CHC
7INC08440618 | 7.57 433 2003 0 8 0 582.556 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chccec(c4)C(F) (F)F) /s2) [C@H] 1c5ceebe(c5)0C06)C
ZINC08440617 | 7.05 18.13 3114 2 6 0 552.678 4 Cclcenc(c1)NC(=0)C2=C(NC3=C([C@@H]2c4ccc5c(c4)cbeceecbn5C)C(=0)C[C@@H](C3)c7cecec?)C
7ZINC08440615 | 3.37 1.66 4529 2 7 1 457522 10 CC[NH+](CC)CCN1[C@@H](C(=C(C1=0)0)C(=0)c2cce(c(c2)F)0C)c3cec(cc3)0C

ZINC08440615 | 2.78 157 54.46 1 7 1 457522 10 CC[NH+](CC)CCN1[C@@H]([C@@H](C(=0)C1=0)C(=0)c2cce(c(c2)F)0C)c3cec(cc3)0C
7INC08440616 | 7.57 434 19.89 0 8 0 582.556 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(o3)chccec(c4)C(F)(F)F)/s2) [C@@H] 1c5cccbe(c5)0C06)C
7INC08440614 | 7.36 2.01 -14.83 0 8 0 549.004 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)checec(c4)Cl)/s2) [C@H] 1c5cecbe(c5)0C06)C
7INC08440613 | 7.36 2.1 17.54 0 8 0 549.004 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)checce(c4)Cl)/52) [C@@H] 1c5eccb¢(c5)0C06)C
7INC08440612 | 7.33 53 199 0 8 0 598.599 9 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)checee(c4)C(F) (F)F)/s2) [C@H] 1c5ccc(c(c5)0C)0C)C
ZINC08440611 | 7.33 5.54 2098 0 8 0 598.599 9 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chccec(c4)C(F)(F)F)/s2) [C@@H] 1c5cee(c(c5)0C)0C)C
7INC00702636_| 4.38 0.08 23.58 0 7 0 492.626 7 CCOC(=0)C1CCN(CC1)C2=NC(=0)/C(=C/c3cn(nc3chccesd)c5eccecs)/S2

ZINC08440609 | 7.11 3.07 1941 0 8 0 565.047 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chccec(c4)Cl)/s2) [C@H]1c5cec(c(c5)0C)0C)C
ZINC08440608_| 3.39 8.88 4216 0 7 1 436.484 11 COCCCN1[C@H](C(=C(C1=0)[0-])C(=0)c2ccc(cc2)0CC=C)c3ccc(cc3)0C

ZINC08440608_| 3.84 0.06 2817 1 7 0 437.492 10 COCCCN1[C@H](C(=C(c2ccc(cc2)0CC=C)0)C(=0)C1=0)c3ccc(cc3)0C

ZINC08440608 | 2.81 0.35 2176 0 7 0 437.492 11 COCCCN1[C@H]([C@H](C(=0)C1=0)C(=0)c2cce(cc2)0CC=C)c3ccc(cc3)0C

ZINC08440607 | 7.11 3.23 17.33 0 8 0 565.047 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)checee(c4)Cl)/s2) [C@@H]1c5ecc(c(c5)0C)0C)C
ZINC08440606 | 3.39 8.88 4219 0 7 1 436.484 11 COCCCN1[C@@H](C(=C(C1=0)[0-])C(=0)c2ccc(cc2)0CC=C)c3cce(ce3)0C

ZINC08440606 | 3.84 023 2997 1 7 0 437.492 10 COCCCN1[C@@H] (C(=C(c2ccc(cc2)0CC=C)0)C(=0)C1=0)c3ccc(ce3)0C

ZINC08440606 | 2.81 0.03 25.01 0 7 0 437.492 11 COCCCN1[C@@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2) 0CC=C)c3ccc(cc3)0C

ZINC08440605 | 7.68 534 -18.02 0 6 0 538.547 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(o3)checee(c4)C(F) (F)F)/s2)[C@H] Tc5cecee5)C
ZINC08440604 | 7.68 528 17.34 0 6 0 538.547 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)chccec(c4)C(F) (F)F) /s2) [C@@H] 1c5eceec5)C
7ZINC08440603 | 6.75 337 1991 0 10 0 545.573 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)cdec(ccc40C) [N+] (=0)[0-])/52)[C@H] 1 c5eceec5)C
ZINC08440601 | 6.75 336 19.21 0 10 0 545573 8 CCOC(=0)CI=C(N=cZn(c(=0)/c(=C\c3ccc(03)chec(cec40C) [N+](=0)[0-])/s2) [C@@H] 1c5cccec5)C
ZINC08440600 | 5.04 115 -59.43 0 6 1 462.566 11 CC(C)(C)clcec(cc])[C@H]2C(=C(C(=0)N2CCCOC)[0-])C(=0)cBecc(ce3)0CC=C

ZINC08440600 | 5.49 1.19 27.01 1 6 0 463.574 10 CC(C)(C)clcce(ccl)[C@H]2C(=C(c3ccc(cc3)0CC=C)0)C(=0)C(=0)N2CCCOC

ZINC08440600 | 4.46 148 2033 0 6 0 463574 11 CC(C)(C)clcec(cc])[C@H]2[C@H](C(=0)C(=0)N2CCCOC)C(=0)cBeec(cc3)0CC=C

ZINC00845776 4.22 -2.2 -18.93 2 6 0 478.144 4 Cnlc(cc(n1)C(=0)Nc2ccec(c2)Br)C(=0)Ne3ccec(c3)Br

ZINC08440599 | 5.04 11.07 6114 0 6 1 462.566 11 CC(C)(C)clccc(cc)[C@@H]2C(=C(C(=0)N2CCCOC)[0-])C(=0)c3ece(cc3)0CC=C

ZINC08440599 | 5.49 0.9 28.81 1 6 0 463574 10 CC(C)(C)clcce(ccl)[C@@H]2C(=C(c3ccc(cc3)0CC=C)0)C(=0)C(=0)N2CCCOC

ZINC08440599 | 4.46 116 23.63 0 6 0 463574 11 CC(C)(C)clece(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2CCCOC)C(=0)c3cec(cc3)0CC=C
ZINC08440598 | 5.99 0.89 ~48.89 2 7 1 569.722 10 Cclcc(ceclC(=0)C2=C(C(=0)N([C@@H] 23 ccc(cc3)C(C)(C)C)CC[NH+]4CCOCC4)0) OCc5cececs
ZINC08440598 | 6.43 0.49 60.16 2 7 1 569.722 9 Cclce(ccel/C(=C\2/[C@H](N(C(=0)C2=0)CC[NH+]3CCOCC3)ckcce(cc4)C(C)(C)C)/0)OCc5eccecs
ZINC08440598 | 5.41 0.78 59.3 1 7 1 569.722 10 Cclcc(cccl C(=0)[C@H]2[C@H](N(C(=0)C2=0)CC[NH+]3CCOCC3)c4cce(cc4)C(C) (C)C)OCc5cececs
ZINC00845579 | 5.19 332 1381 3 5 0 436364 5 CCOclccc(cc1)NC(=0)C2=C(NC(=S)N[C@@H]2c3ccc(ce3CI)CI)C

ZINC08440596 | 3.46 3.01 1096 1 6 0 467.367 3 CC1=NC2=C([C@@H](C1C(=0)Nc3ccc(cn3)Br)cdcccend)C(=0)CC(C2)(C)C

7INC08440596 | 3.46 24 1393 1 6 0 467.367 3 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cccen3)C(=0)Nedece(cnd)Br

ZINC08440596_| 3.64 2.89 1196 1 6 0 467.367 3 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cccen3)C(=0)Ncéece(cnd)Br)C

ZINC08440596 | 3.64 186 117 1 6 0 467.367 3 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3cccen3)C(=0)Ncdece(cn4)Br)C

ZINC08440595 4 178 53.1 3 9 1 573.666 11 CCOclLec(cec10)[C@H]2C(=C(C(=0)N2CC[NH+]3CCOCC3)0)C(=0)cdcec(cc4C)0Ccseececs
ZINC08440595 | 3.41 2.06 61.05 2 9 1 573.666 11 CCOclcc(cce10)[C@H]2[C@H](C(=0)C(=0)N2CC[NH+]3CCOCC3) C(=0)c4ccc(cc4C)OCc5eccecs
ZINC08440589 4 2.02 ~47.59 3 9 1 573.666 11 CCOclcc(ccel0)[C@@H]2C(=C(C(=0)N2CC[NH+]3CCOCC3)0)C(=0) chccc(cc4C)0Cc5cccecs
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ZINC08440589 | 3.41 -2.24 -53.59 2 9 1 573.666 11 CCOclcc(ccel0)[C@@H]2[C@H](C(=0)C(=0)N2CC[NH+]3CCOCC3)C(=0) c4ccc(cc4C)0Cc5cccecs
7INC02063033_| 7.11 1.83 1213 1 7 0 583.419 7 CCOC(=0)clc2c(scINC(=0)c3cc4nc(cc(n4n3)C(F) (F)F)c5eec(c(c5)C)CICCCC2
ZINC08440586 | 5.74 3.06 15.62 1 5 0 471504 8 CCOclcee(ccl)NC(=0)CSc2c(c(cc(n2)c3cec(ccd)C)C(F) (F)F)C#N

7INC08440585 | 7.29 2.67 1821 1 9 0 638.4 7 clcc(ceclc2ec(n3c(n2)c(cn3)C(=0)Nc4cc(ce(c4)Oc5cecbe(c5)CCC6)[N+](=0)[0-])C(F) (F)F)Br
ZINC02742587 6.04 0.87 -15.34 1 5 0 540.137 4 clec(ceclc2ec(n3c(n2)c(cn3)C(=0)Nc4cce(cc4)Br)C(F) (F)F)Br

ZINC08440584 | 35 9.97 1743 2 6 0 467367 3 CC1=C([C@@H](C2=C(N1)CC(CC2=0)(C)C)c3cccen3)C(=0)Ncdeec(cnd)Br

ZINC08440584 | 3.64 214 215 1 6 0 467.367 3 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3cccen3) C(=0)Nedecc(cn4)Br)C
ZINC08440584 | 3.64 272 2025 1 6 0 467.367 3 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3cccen3)C(=0)Nc4cce(cn4)Br)C

ZINC08440584 | 3.46 275 2097 1 6 0 467.367 3 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cccen3)C(=0)Nckeee(cnd)Br
ZINC00666527 | 5.54 145 116 1 6 0 491.267 5 COclcccccINC(=0)cZec3nc(cc(n3n2)C(F) (F)F)chccc(cc4)Br

ZINC02063028 | 3.54 325 12.49 0 4 0 319.769 3 clcc2ecenc2c(c1)0S(=0)(=0)c3cec(ce3)Cl

7INC08440583 | 4.62 0.55 13.83 0 7 0 423494 6 CC(C)Oclcce(ccl)c2ne3n(n2)c(=0)/c(=C\chcce(cc40C)0C) /53

ZINC00666509 | 3.26 0.93 1472 1 10 0 469.494 8 COclcec(cel) C(=0)N/C(=C/c2cc(c(cc2[N+](=0)[0-])0C)OC)/C(=0)N3CCCCC3

ZINC08440582_| 10.33 6.08 75 0 2 0 629.819 6 Cclcec(cc)C(=0)N2c3ece(ce3[C@](CC2(C)C)(C)chece(ccd) F)C(c5eccecs)(cbeccceb)c7eceec?
ZINC08440581 | 10.33 6.14 -8.26 0 2 0 629.819 6 Cclcec(cc1)C(=0)N2c3ccc(cc3[C@@](CC2(C)C) (C)c4ccc(cc4)F)C(c5eccec5) (cbeccee6)ccccec?
ZINC00702625 | 0.11 10.89 3336 2 7 1 423518 4 CCCn+]1c(c(cc2clnc3c(ccen3c2=0)C)S(=0)(=0)cdccc(cch)CN

ZINC02063023 6.94 2.35 -10.43 0 5 0 511.021 5 C[C@H]1C[C@H](c2ccccc2N1C(=0)c3ccc(cc3)Cl)N(c4ccccc4)C(=0)c5ccc(ce5)0C
7INC02063024 | 6.94 2.05 1151 0 5 0 511.021 5 C[C@@H]1C[C@H](c2ccccc2N1C(=0)c3ece(ce3)CI)N(checcee)C(=0)c5ece(cc5)0C
ZINC08440580 | 6.97 14.83 3644 2 8 0 619.738 8 Cclcce(nc1)NC(=0)C2=C(NC3=C([C@H]2c4ccc(c(c4)CSchne(ce(n5)C(F)F)C)0C)C(=0)CC(C3)(C)C)C
ZINC08440580 | 7.11 187 232 1 8 0 619.738 8 Cclcee(nc1)NC(=0)C2[C@@H](C3C(=NC2=C)CC(CC3=0)(C)C)checc(c(c4)CSc5ne(cc(n5)C(F)F)C)OC
ZINC02063025 6.94 2.61 -16.73 0 5 0 511.021 5 C[C@H]1C[C@@H](c2ccccc2N1C(=0)c3ccc(cc3)CI)N(c4cccced)C(=0)c5cec(cc5)0C
7INC02063026 | 6.94 2.4 1241 0 5 0 511.021 5 C[C@@H]1C[C@@H](c2ccccc2N1C(=0)c3cece(ce3) CN(chcccced)C(=0)c5ecc(ce5)0C
7INC00702621 | 0.32 11.08 34.91 2 8 1 481.941 4 Cclccen2elnc3c(c2=0)cc(c([n+]3CcAcccod)N)S(=0) (=0)c5eec(ce5)Cl

7INC01823289 | 8.57 3.25 11.68 0 4 0 516.685 8 CCCCCelcec(ccl)C(=0)N2c3cccce3[C@H](C[C@H]2C)N(cecceed)C(=0)c5eccecs
ZINC01823291 8.57 291 -12.81 0 4 0 516.685 8 CCCCCcleee(cc1)C(=0)N2c3cccec3[C@@H] (C[C@H] 2C)N(c4cececed)C(=0)c5cececs
ZINC01823290 | 8.57 3.56 17.39 0 4 0 516.685 8 CCCCCclcce(ccl)C(=0)N2c3ccecc3[C@H](C[C@@H]2C)N(c4eccccd)C(=0)c5eceecs
ZINC01823292 8.57 3.32 -1131 0 4 0 516.685 8 CCCCCcleec(cc1)C(=0)N2c3cccec3[C@@H] (C[C@@H]2C)N(c4ccccc4)C(=0)c5cccecs
ZINC08440579 | 6.97 15 351 2 8 0 619.738 8 Cclcee(ncl)NC(=0)C2=C(NC3=C([C@@H]2c4ccc(c(c4)CSc5nc(cc(n5)C(F)F)C)OC)C(=0)CC(C3)(C)C)C
ZINC08440579 | 7.11 -1.06 -18.04 1 8 0 619.738 8 Cclccc(nc1)NC(=0)C2[C@H](C3C(=NC2=C)CC(CC3=0)(C)C)chccc(c(c4)CSc5ne(cc(n5)C(F)F)C)OC
ZINC01746406 | 8.02 2.77 1336 0 5 0 573.761 6 CCOclcec2e(c1)/C(=C/3\SC(=C(S3)C(=0)0C) chcccecd) /C(=S)C(N2C(=0)c5eceec5) (C)C
ZINC01761545 | 7.64 2.41 -13.58 0 5 0 559.734 5 CCI(C(=S)/C(=C\2/SC(=C(S2)C(=0)0C)c3cccec3d)/chcc(ccceN1C(=0)c5eceecs)0C)C
ZINC00702618 | 4.1 0.9 16.62 0 7 0 466559 8 CCOclcee(cc10C) [C@H]2C(=C(N=C3N2C(=0)CCS3)C)C(=0)0Cchcccecd

ZINC02063018 | 8.04 3.07 135 0 4 0 543.735 4 Cclcec2c(c1)/C(=C/3\SC(=C(S3)C(=0)0C)chcccccd) /C(=S) C(N2C(=0)c5eceees) (C)C
ZINC08440578 7.25 1.61 -13.03 0 4 0 478.617 9 COclccce(c1)0CCSc2nc(c(n2c3cccce3)c4ccceed)cSeccecs

ZINC01812606 | 5.97 2.61 142 0 5 0 497.663 4 CC(=0)N1c2ccc(cc2/C(=C/3\SC(=C(S3)C(=0)0C) c4cccecd) /C(=S)C1(C)C)OC

ZINC00702619 | 4.1 0.93 1497 0 7 0 466.559 8 CCOclcec(cc10C)[C@@H] 2C(=C(N=C3N2C(=0)CCS3)C)C(=0)OCccccccd

ZINC02063015 | 6.76 0.74 9.16 1 3 0 439.627 3 Cclcec\2¢(c1)NC(C(=S)/C2=C\3/SC(=C(S3)C(=0)0C) c4cccecd) (C)C

7INC02265970 | 6.74 0.78 1038 1 4 0 469.653 5 CCOclccc2e(c1)/C(=C/3\SC(=C(S3)C(=0)0C) chcccced)/C(=S)C(N2)(C)C

7INC08440577 | 6.46 3.25 16.92 0 8 0 583.709 5 Cclcc2e(ccl CN(C(C(=5)C2=C3SC(=C(S3)C(=0)0C)C(=0)0C)(C)C)C(=0)c4ccc5c(c4)0CO5
7INC01806052 | 5.97 039 1297 0 4 0 464.033 4 CC1(c2c(c(=S)ss2)-c3cc(ccc3N1C(=0)COckcce(ccd)CHOCIC

ZINC08440576 | 6.81 1457 3791 2 7 0 578.496 7 CclccencINC(=0)C2=C(NC3=C([C@H]2c4ccc(c(c4)COc5eeec(c5Cl)CI)OC)C(=0)CCC3)C
ZINC08440576 6.95 -1.97 -17.27 1 7 0 578.496 7 CclceencINC(=0)C2[C@@H](C3C(=NC2=C)CCCC3=0)c4ccc(c(c4)COc5ccec(c5C1)CHOC
ZINC08440575 | 4.12 0.91 52.06 2 7 1 487576 10 C[NH+](C)CCNT[C@H](C(=C(C1=0)0)C(=0)c2ccc(cc2)0C)c3cce(cc3) OCcAccceck
ZINC08440575 | 3.53 0.76 6147 1 7 1 487.576 10 C[NH+](C)CCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2)0C)c3cec(cc3)OCchecceck
ZINC08440574 | 6.84 3.61 -17.63 0 7 0 590.144 7 Cclcec2¢(c1)C(=C3SC(=C(S3)C(=0)0C)C(=0)0C)C(=8)C(N2C(=0)COchccc(cca)C)(C)C
7INC02062574 | 5.94 04 1036 0 3 0 434.007 3 CC1(c2c(c(=S)ss2)-c3ccccc3N1C(=0)COckccc(cc4)CI)C

ZINC02062573 | 7.4 0.82 -6.55 0 2 0 439.671 2 Cclccce-2cIN(C(c3c2¢(=S)ss3)(C)C)C(=0) cheec(ccd)C(C)(C)C

ZINC08440573 | 4.12 139 5634 2 7 1 487576 10 C[NH+](C)CCN1[C@@H](C(=C(C1=0)0)C(=0)c2cce(cc2)0C) cBecc(ce3)OCchecceck
7INC08440573 | 3.53 122 65.71 1 7 1 487576 10 C[NH+](C)CCN1[C@@H]([C@H](C(=0)C1=0)C(=0)c2ccc(cc2)0C)c3ccc(ce3) OCcAcccecd
7ZINC08440571 | 5.05 015 56.15 3 7 1 529.657 12 CC[NH+](CC)CCCN1[C@H](C(=C(C1=0)0)C(=0)c2ccc(ce2)0Cc3ecc(ce3)C)chccc(cc4)0
7INC08440571 | 4.47 032 65.55 2 7 1 529.657 12 CC[NH+](CC)CCCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2)0Cc3cec(cc3)C)checc(cck)O
ZINC08440570 | 6.81 1471 3624 2 7 0 578496 7 CclccencINC(=0)C2=C(NC3=C([C@@H]2c4ccc(c(c4)COc5eeec(c5CI)CI)OC)C(=0)CCC3)C
ZINC08440570 | 6.95 193 1711 1 7 0 578.496 7 CclccencING(=0)C2[C@H](C3C(=NC2=C)CCCC3=0)céece(c(c4)COcsecec(c5Cl)CIOC
ZINC08440566_| 5.05 044 4669 3 7 1 529.657 12 CC[NH+](CC)CCCN1[C@@H](C(=C(C1=0)0)C(=0)c2ccc(cc2)0Cc3ecc(ced)C)chece(cca)0
ZINC08440566 | 4.47 20,53 56.54 2 7 1 529.657 12 CC[NH+](CC)CCCN1[C@@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2) 0Cc3ccc(ce3)C)cdecc(cc4)0
ZINC00666458 | 5.14 11.14 -8.88 2 6 0 399.535 8 CCN(CC)cIeec(cc)[C@H]2C(=C(NC(=0)N2)C)C(=0)0CC3CCCCC3

ZINC08440561 | 4.13 0.48 6137 2 8 1 533.576 9 COclcee(cc1F)C(=0)C2=C(C(=0)N([C@H]2c3ccec(c3) Ockecccc4) CC[NH+]5CCOCC5)0
ZINC08440561 | 3.55 0.32 7039 1 8 1 533.576 9 COclcce(cc1F)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CC[NH+]3CCOCC3) c4cccc(c4)Ocheccecs
ZINC00666462 | 5.14 11.05 -10.01 2 6 0 399.535 8 CCN(CC)cIccc(cc]) [C@@H]2C(=C(NC(=0)N2)C)C(=0)0CC3CCCCC3

ZINC08440560 | 5.94 14.38 18.72 1 6 0 475585 9 CCCOclcee(cc10C) [C@H]2C3=C(C[C@H](CC3=0)cdcccec)NC(=C2C(=0)0CC)C
ZINC08440560 | 6.05 0.08 9.01 0 6 0 475.585 9 CCCOclccc(cc10C) [C@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CC)C) chcccccd
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ZINC08440559 | 4.13 0.33 -60.52 2 8 1 533.576 9 COclcee(cc1F)C(=0)C2=C(C(=0)N([C@@H]2c3cccc(c3)Oceccced) CC[NH+]5CCOCC5)0
7ZINC08440559 | 3.55 0.22 7117 1 8 1 533.576 9 COclcce(cc1F)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CC[NH+]3CCOCC3) cAccec(c4) Oc5eccecs
ZINC08440558 | 5.94 14.38 -18.63 1 6 0 475.585 9 CCCOclccc(cc10C) [C@@H]2C3=C(C[C@H](CC3=0)c4cccccd)NC(=C2C(=0)0CC)C
7ZINC08440556 | 2.78 6.98 6051 1 8 1 452.483 11 CCOclcc(cec10)[C@H]2C(=C(C(=0)N2CCOC)[0-])C(=0)c3cec(cc3)0CC=C
ZINC08440556 | 3.22 162 31.99 2 8 0 453491 10 CCOclcc(cce10)[C@H]2C(=C(c3cec(cc3)0CC=C)0)C(=0)C(=0)N2CCOC

ZINC08440556 | 2.19 133 2611 1 8 0 453491 11 CCOclcc(cce10)[C@H]2[C@H](C(=0)C(=0)N2CCOC)C(=0)cBecc(ce3)0CC=C
ZINC08440555 | 5.94 14.38 -18.64 1 6 0 475.585 9 CCCOclccc(cc10C) [C@H]2C3=C(C[C@@H] (CC3=0)c4cccccd)NC(=C2C(=0)0CC)C
ZINC08440555 | 6.05 0.02 -8.96 0 6 0 475.585 9 CCCOclcee(cc10C)[C@H]2C3C(=0)C[C@H](C=C3N=C(C2C(=0)0CC)C)cAeccccd
ZINC08440554 | 5.94 14.38 -18.68 1 6 0 475585 9 CCCOclccc(cc10C) [C@@H]2C3=C(C[C@@H](CC3=0)c4ccccc4)NC(=C2C(=0)0CC)C
ZINC08440554 | 6.05 0.05 -8.98 0 6 0 475.585 9 CCCOclecc(cc10C) [C@@H]2C3C(=0)C[C@H] (C=C3N=C(C2C(=0)0CC)C)cécccccd
ZINC08440553 | 2.78 6.75 6061 1 8 1 452.483 11 CCOclcc(ccc10)[C@@H]2C(=C(C(=0)N2CCOC)[0-])C(=0)c3ccc(cc3)0CC=C
7INC08440553 | 3.22 191 31.81 2 8 0 453491 10 CCOclcc(cce10)[C@@H]2C(=C(c3cec(cc3)0CC=C)0)C(=0)C(=0)N2CCOC
ZINC08440553 | 2.19 168 2543 1 8 0 453491 11 CCOclcc(ccc10)[C@@H]2[C@H](C(=0)C(=0)N2CCOC)C(=0)c3ccc(cc3)0CC=C
ZINC00844490 | 4.43 8.08 -8.61 2 6 0 431286 6 CCI=C([C@H](NC(=0)N1)c2ccce(c2)Br)C(=0)0Cc3ccc(cc3)0C

ZINC08440552_| 4.43 8.08 833 2 6 0 431.286 6 CC1=C([C@@H](NC(=0)N1)c2ccec(c2)Br)C(=0)0Cc3ccc(cc3)0C

ZINC00666441 | 3.52 13 153 2 9 0 426425 7 CC1=C([C@H](NC(=0)N1)c2cc(ccc20C)0C)C(=0)0Cc3cccde(c3)0C04

ZINC00666443 | 3.52 135 -15.05 2 9 0 426.425 7 CC1=C([C@@H](NC(=0)N1)c2cc(ccc20C)0C)C(=0)0Cc3ccchc(c3)0C04
ZINC00666409 4.91 9.27 -10.55 2 5 0 362.857 5 CC1=C([C@H](NC(=0)N1)c2ccccc2Cl)C(=0)0CC3CCCCC3

ZINC08440550 | 4.35 9.08 -53.05 0 6 1 461.321 9 COCCN1[C@H](C(=C(C1=0)[0-])C(=0)c2ccc(cc2)0CC=C)c3ece(c(c3)ChCl
ZINC08440550 | 4.79 039 31.96 1 6 0 462329 8 COCCN1[C@H](C(=C(c2ccc(cc2)0CC=C)0)C(=0)C1=0)c3cce(c(c3)ChCl

ZINC08440550 | 3.76 017 2493 0 6 0 462.329 9 COCCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2)0CC=C)c3cec(c(c3)CI)Cl
ZINC00666412 491 9.24 -10.41 2 5 0 362.857 5 CC1=C([C@@H](NC(=0)N1)c2ccccc2Cl)C(=0)0CC3CCCCC3

ZINC00666403 | 5.03 9.9 1111 2 6 0 386.492 7 CC1=C([C@H](NC(=0)N1)c2ccccc20C(C)C)C(=0)0CC3CCCCC3

ZINC00666406 | 5.03 9.86 11.35 2 6 0 386.492 7 CC1=C([C@@H](NC(=0)N1)c2ccccc20C(C)C)C(=0)0CC3CCCCC3

ZINC00759153 | 5.07 8.9 876 2 5 0 407.308 5 CC1=C([C@H](NC(=0)N1)c2cccc(c2)Br)C(=0)0CC3CCCCC3

ZINC00759154 | 5.07 933 657 2 5 0 407.308 5 CC1=C([C@@H](NC(=0)NT)c2cccc(c2)Br)C(=0)0CC3CCCCC3

ZINC08440549 | 4.35 9.34 5225 0 6 1 461.321 9 COCCN1[C@@H](C(=C(C1=0)[0-])C(=0)c2ccc(cc2)0CC=C)c3cce(c(c3)Cl)Cl
7ZINC08440549 | 4.79 0.6 32 1 6 0 462.329 8 COCCN1[C@@H](C(=C(c2ccc(cc2)0CC=C)0)C(=0)C1=0)c3ecc(c(c3)Cl)Cl
ZINC08440549 | 3.76 031 27.96 0 6 0 462.329 9 COCCN1[C@@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2) 0CC=C)c3ccc(c(c3)CI)CL
7INC00666393 | 3.62 5.79 1214 3 7 0 374.437 6 CC1=C([C@H](NC(=0)NT)c2ccc(c(c2)0C)0)C(=0)0CC3CCCCC3

ZINC00666396 | 3.62 5.86 11.86 3 7 0 374437 6 CC1=C([C@@H](NC(=0)N1)c2ccc(c(c2)0C)0)C(=0)0CC3CCCCC

7INC00844382_| 3.23 342 10.7 3 7 0 439.184 6 CC1=C([C@H](NC(=0)NT)c2cc(c(c(c2)Br)0)OC)C(=0)OCC(F) (F)F

ZINC00844383_| 3.23 137 10.8 3 7 0 439.184 6 CC1=C([C@@H](NC(=0)N1)c2cc(c(c(c2)Br)0)OC)C(=0)OCC(F) (F)F

ZINC08440547 | 5.49 0.95 563 2 6 1 564.5 10 Cclce(ccc10Cc2cccec2)C(=0)C3=C(C(=0)N([C@H]3c4ccec(c4)Br) CCC[NH+](C)C)O
7INC08440547 | 4.91 0.86 -68.62 1 6 1 564.5 10 Cclcc(ccel0Cc2eccec2)C(=0)[C@@H]3[C@@H](N(C(=0)C3=0)CCC[NH+](C)C)c4ccec(c4)Br
ZINC00844300 | 4.71 343 9.28 3 7 0 453333 5 CC1=C([C@H](NC(=0)N1)c2cc(c(c(c2)Br)0)0C)C(=0)0C3CCCLCCE

ZINC00844301 | 4.71 347 9.48 3 7 0 453333 5 CC1=C([C@@H](NC(=0)NT)c2cc(c(c(c2)Br)0)0C)C(=0)0C3CCCCCC3

ZINC08440546 5.69 -0.43 -16.58 0 5 0 477.988 6 CCOclce(cc(c10Cc2ccccc2)Cl)[C@H]3C4C(=NC5=C3C(=0)CCC5)CCCC4=0
7INC08440546_| 5.85 178 1393 0 5 0 477.988 6 CCOclcc(cc(c10Cc2ececc2)Cl) [C@@H]3C4C(=NC5=CCCC(=0)C35)CCCC4=0
7INC00844296 | 4.93 097 8.61 2 6 0 421.28 6 CCI=C([C@H](NC(=0)N1)c2cec(c(c2)CCNC(=0)0Cc3cce(cc3)0C

7INC08440545 | 5.49 0.7 48.72 2 6 1 564.5 10 Cclcc(ccel0Cc2cccec2)C(=0)C3=C(C(=0)N([C@@H]3c4cccc(c4)Br)CCC[NH+](C)C)0
ZINC08440545 | 4.91 0.58 57.79 1 6 1 564.5 10 Cclee(cee10Cc2cccce2)C(=0)[C@H]3[C@H](N(C(=0)C3=0)CCC[NH+](C)C)c4eccc(c4)Br
ZINC00844297 | 4.93 -0.98 1058 2 6 0 421.28 6 CC1=C([C@@H](NC(=0)NT)c2cce(c(c2)C)CI)C(=0)OCc3cec(cc3)0C

7INC02062503 | 6.84 217 -10.03 0 3 0 422434 4 clcec(cc1)C(=0)c2cce3e(c2)nc(c(n3)cAecc(ccd)F)c5ecc(cch)F

ZINC02062499 7.04 16.18 -10.42 0 4 0 536.425 3 Cclcec(ce1)Oc2eec(cc2)N3C(=0)[C@@H]4[C@H](C3=0)C5(c6ccccc6C4c7c5eccc7)Br
ZINC08440544 | 5.34 10.46 -13.69 2 6 0 429.501 7 cleec(ccl)c2ec(=0)[nH]c(n2)SCC(=0)Nc3cccce30c4cccecd

ZINC08440543 | 4.66 1.04 4552 2 6 1 516.456 9 Cclcc(cee1C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)Br)CCC[NH+](C)C)0)OC(C)C
7INC08440543 | 5.11 0.64 57.94 2 6 1 516.456 8 Cclce(ceel/C(=C\2/[C@@H](N(C(=0)C2=0)CCC[NH+](C)C)c3cec(cc3)Br)/0)0C(C)C
7INC08440543 | 4.08 0.88 5482 1 6 1 516.456 9 Cclcc(ccelC(=0)[C@@H]2[C@@H](N(C(=0)C2=0)CCC[NH+](C)C)c3ccc(cc3)Br)OC(C)C
ZINC02062501 | 7.04 16.16 843 0 4 0 536.425 3 Cclcec(cel)Oc2cec(cc2)N3C(=0)[C@H]4[C@H](C3=0)C5(cbeccecbCacTcsecee?)Br
ZINC02062500 7.04 16.15 -8.54 0 4 0 536.425 3 Cclcec(ce1)Oc2ecc(cc2)N3C(=0)[C@@H]4[C@@H](C3=0)C5(cbccececc6C4c7c5cccc7)Br
7INC02062502_| 7.04 16.18 -10.7 0 4 0 536.425 3 Cclcec(cel)Oc2eec(cc2)N3C(=0)[C@H]4[C@@H](C3=0)C5(cbeccec6C4cTc5ecee7)Br
ZINC02062493 6.55 3.48 -18.54 0 4 0 440.446 3 Cclcc2c(cc1C)n3c(=0)/c(=C/c4ccc(o4)cScecc(c5)C(F) (F)F) /sc3n2

ZINC08440542_| 4.66 117 ~48.69 2 6 1 516.456 9 Cclec(ceelC(=0)C2=C(C(=0)N([C@@H]2c3ccc(ce3) Br)CCC[NH+](C)C)0)OC(C)C
7INC08440542 | 5.11 0.75 63.79 2 6 1 516.456 8 Cclcc(ccel/C(=C\2/[C@H](N(C(=0)C2=0)CCC[NH+](C)C)c3ccc(cc3)Br) /0)OC(C)C
ZINC08440542_| 4.08 113 59.26 1 6 1 516.456 9 Cclee(ccelC(=0)[C@H]2[C@H](N(C(=0)C2=0)CCCINH+](C)C)c3cce(cc3)Br)OC(C)C
7INC02062487 | 7.49 3.94 226 0 5 0 535.08 6 CCOcl cc(cce10Cc2ece(cc2)Cl)C3C4=C(CC(CC4=0)(C)C)0C5=C3C(=0)CC(C5)(C)C
ZINC02062485 6.94 1.29 -12.64 1 4 0 503.642 5 Celcee(cc1)COc2ccc(cc20C)[C@H]3C4=C(CC(CC4=0)(C)C)c5¢c6cccccbecc5SN3
ZINC00702603_| 5.33 154 1359 0 6 0 450.56 7 CC1=C([C@H](N2C(=0)CCSC2=N1)c3cccc(c3)Ockeccecd) C(=0)OCC(C)C
ZINC08440541 | 6.49 14.79 ~46.65 4 9 0 628.729 9 Cclecc(nc1)NC(=0)C2=C(NC3=C([C@H]2c4ccc(c(c4)COc5ceecc5C(=0)N)OC)C(=0) C[C@H](C3)cbeccec)C
ZINC08440541 | 6.62 337 2131 3 9 0 628.729 9 Cclcec(nc1)NC(=0)C2[C@@H](C3C(=NC2=C)C[C@@H](CC3=0)c4cccccd)c5eec(c(c5)COchececcbC(=0)N)OC
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ZINC02062486 | 6.94 145 -13.02 1 4 0 503.642 5 Cclcec(cel)COc2ccc(cc20C) [C@@H]3C4=C(CC(CC4=0)(C)C)c5ebeccccbeec5N3

7INC02062480 | 7.28 18.04 5249 0 5 1 573.097 5 Cclccec(c1)N2C(=0)/C(=C/c3cc(n(c3cdcccccd) cheee(ces)Cl)cbecece6) /C(=NC2=5)[0-]

7INC08440540 | 6.63 1.07 -10.28 1 5 0 574.105 5 Cclcec(cc1)N2C(=0)/C(=C\c3ce(n(c3ckcccccd)c5ece(cc5)Clcbeccect) /C(=0)NC2=S

7ZINC00702604 | 5.33 153 -15.63 0 6 0 450.56 7 CC1=C([C@@H](N2C(=0)CCSC2=N1)c3ccce(c3)Ockeccec4)C(=0)OCC(C)C

ZINC08440539 7.53 3.13 -12.47 0 5 0 636.176 6 clcec(ccl)c2ec(c(n2c3ccc(ce3)Cl)c4ccccc4)C=C5C(=0)N(C(=S)N(C5=0)cbeecce6)c7ccccc?
7INC02062474 | 4.02 161 1376 1 7 0 507.999 6 CCOC(=0)clccc(ccl)n2c(cc(c2C)/C=C/3\C(=0)NC(=S)N(C3=0)c4ccec(c4)CHC

ZINC00702601 | 5.36 0.51 1379 0 5 0 461.37 5 CC1=C([C@H](N2C(=0)CCSC2=N1)c3ccc(cc3Cl)Cl)C(=0)OCcécccecd

7ZINC08440537 | 6.49 14.94 ~45.08 4 9 0 628.729 9 Cclecc(nc1)NC(=0)C2=C(NC3=C([C@@H]2c4ccc(c(c4)COc5cecec5C(=0)N)OC) C(=0)C[C@H](C3)cbeccect)C
ZINC08440537 | 6.62 343 2125 3 9 0 628.729 9 Cclcec(nc1)NC(=0)C2[C@H](C3C(=NC2=C)C[C@@H](CC3=0)c4cccccd) chece(c(c5)COcbeeecc6C(=0)N)OC
7INC02062470 | 3.96 1.01 1293 1 7 0 552.45 6 CCOC(=0)clccc(ccl)n2c(cc(c2C)/C=C/3\C(=0)NC(=S)N(C3=0)c4ccc(cc4)Br)C

ZINC00702602_| 5.36 03 1401 0 5 0 461.37 5 CC1=C([C@@H](N2C(=0)CCSC2=N1)c3ccc(cc3ClCNC(=0)OCc4cccccd

ZINC00666327 | 35 459 17.39 0 7 0 535.625 6 Cclcc(c(nlc2ecc(cc2)0C(=0)C)C)C=C3C(=0)N(C(=S)N(C3=0)chcccccd)c5eccees

ZINC00702595 | 4.88 0.75 1276 0 5 0 427.353 5 CC1=C([C@H](N2C(=0)CCSC2=N1)c3ccc(cc3Cl)CI)C(=0)0CC(C)C

7INC08440533 | 5.41 0.96 11.87 1 7 0 525.388 6 Cclce(cc(c1)N2C(=0)/C(=C/c3cce(c(c3)0C)0Cc4ccc(cc4Cl)Cl)/C(=0)NC2=0)C

7INC08440532 | 6.49 14.78 46.99 4 9 0 628.729 9 Cclccc(nc1)NC(=0)C2=C(NC3=C([C@H]2c4ccc(c(c4)COc5ceccc5C(=0)N)OC) C(=0) C[C@@H] (C3)cbeccec6)C
7INC08440532 | 6.62 327 21.86 3 9 0 628.729 9 Cclcee(nc1)NC(=0)C2[C@@H](C3C(=NC2=C)C[C@H](CC3=0)cdcccccd)c5eee(c(c5)COcbeccec6C(=0)N)OC
ZINC00702596 | 4.88 0.54 -13.08 0 5 0 427.353 5 CC1=C([C@@H](N2C(=0)CCSC2=N1)c3cce(cc3CHCNC(=0)0CC(C)C

ZINC08440531 9.2 22.98 -13.43 0 5 0 577.765 15 CCCCCCCCLLLLLOC(=0)clcccccIN2C(=0)[C@@H]3[C@H](C2=0)C4c5ccccc5C3cbcdcccchd
ZINC08440530 9.2 22.96 -13.21 [ 5 0 577.765 15 CCCCCCCCCLLLLOC(=0)cleccccIN2C(=0)[C@H]3[C@H](C2=0)C4c5cccec5C3cbcdcccchd
ZINC08440529 9.2 22.96 -12.16 0 5 0 577.765 15 CCCCCCCCCLLLLOC(=0)clcccccIN2C(=0)[C@@H]3[C@@H](C2=0)C4c5ccccc5C3cbc4cccco
ZINC08440528 | 6.44 2.04 2037 3 9 0 628.729 9 Cclcec(nc1)NC(=0)C2[C@H](C3=C(C[C@H](CC3=0)c4cccccd)N=C2C)c5ecc(c(c5)COchececcbC(=0)N)OC
ZINC08440528 | 6.44 221 24.18 3 9 0 628.729 9 Cclece(nc1)NC(=0)C2=C(N=C3C[C@H](CC(=0)C3[C@@H]2c4ccc(c(c4)COc5 cceec5C(=0)N)OC) cbececch)C
ZINC08440528 | 6.62 313 22.06 3 9 0 628.729 9 Cclcec(nc1)NC(=0)C2[C@H](C3C(=NC2=C)C[C@H](CC3=0)ccccced)c5ece(c(c5) COcheeeccbC(=0)N)OC
ZINC00702587 | 4.59 0.24 1397 1 5 0 433529 7 Cclcec(ccl) [C@H]2C(=C(C(=0)N2CCe3cce(cc3)0C) 0)C(=0)checesd

ZINC00702587 4 0.07 -19.25 0 5 0 433.529 7 Cclccc(ccl) [C@H)2[C@@H](C(=0)C(=0)N2CCc3ccc(cc3)0C)C(=0)chccesd

ZINC02062436 7.8 19.07 -13.54 0 5 0 507.63 10 CCCCCLCCOC(=0)clccececcIN2C(=0)[C@@H]3[C@H](C2=0)C4c5cccec5C3cbe4cccchd

ZINC02062438 7.8 19.06 -13.39 0 5 0 507.63 10 CCCCCCCCOC(=0)clcccccIN2C(=0)[C@H]3[C@H](C2=0)C4c5ccccc5C3cbedccechd

ZINC02062437 7.8 19.05 -12.34 0 5 0 507.63 10 CCCCCCCCOC(=0)clcccccIN2C(=0)[C@@H]3[C@@H](C2=0)C4c5ccccc5C3cbe4cccch

ZINC00702588 | 4.59 0 135 1 5 0 433.529 7 Cclccc(ccl) [C@@H]2C(=C(C(=0)N2CCc3ccc(cc3)0C)0)C(=0)checest

7ZINC00702588 | 4 ~0.15 2029 0 5 0 433.529 7 Cclcec(ccl) [C@@H]2[C@@H](C(=0)C(=0)N2CCc3cec(cc3)0C) C(=0)checest

7INC08440526 | 5.5 13.64 42,6 0 6 1 484.572 9 CCOclcec(cc1C)C(=0)C2=C(C(=0)N([C@H]2c3ccc(ce3)C)CCekccc(cc4)0C) [O-]

ZINC08440526 | 5.94 114 2842 1 6 0 485.58 8 CCOclLeee(cc1C)C(=C2[C@@H](N(C(=0)C2=0)CCc3ccc(cc3)0C) cdece(cc4)C)0

ZINC08440526 | 4.91 137 21.09 0 6 0 485.58 9 CCOclcec(cc1C)C(=0)[C@H]2[C@@H] (N(C(=0)C2=0)CCc3ccc(ce3)0C) cheec(ccd)C

7INC02062435 | 6.41 0.52 9.19 0 6 0 505.016 6 COclec(c(celCn2c(c(nc2C)C)CHOC)Cn3c(c(nc3CHCNCl

ZINC02062434 6.92 243 -12.34 0 4 0 467.348 6 clec(ccc1COc2cc3c(c(c2)0Cc4ccc(cc4)Cl)c5c(c(=0)03)CCC5)CL

ZINC01797481 8.2 3.25 -9.27 0 4 0 503.381 7 clcee(ccl)c2ec(=0)oc3c2c(cc(c3)0Cc4ccccc4Cl)0Ce5cccce5Cl

ZINC00702586_| 5.5 13.23 4207 0 6 1 484.572 9 CCOclcce(cc1C)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)C)Cledccc(cc4)0C)[0-]

ZINC00702586_| 5.94 0.92 27.68 1 6 0 485.58 8 CCOclcce(cc1C)C(=C2[C@H](N(C(=0)C2=0)CCc3ccc(ce3)0C) chece(cc4)C)0

ZINC00702586_| 4.91 122 2194 0 6 0 485.58 9 CCOclccc(cc1C)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCc3ccc(cc3)0C) chccc(cc4)C

ZINC02062426 7.69 2.85 -11.05 0 4 0 477343 6 clcec2e(c1)c3c(cc(ce30Cc4ccc(cc4)C)OCc5cce(cc5)Cl)oc2=0

ZINC08440524 | 1.34 159 6613 0 8 1 423.445 9 COclcce(cc1)CCN([C@H]2CC(=0)N(C2=0)c3ccece3)C(=0)CCC(=0)[0-]

ZINC00702583 | 0.86 11.99 29.94 2 7 1 469.974 3 Cclccen2elne3c(c2=0)cc(c([n+]3C4CCCC4)N)S(=0) (=0)c5ecc(ces)Cl

7INC08440522 | 6.3 124 9.84 1 4 0 458414 6 CCCSCI=NC(=C([C@@H](C1C#N)c2ccccc2Cl)C(=0)Ne3eee(ce3)C)C

7INC08440522_| 5.92 082 149 1 4 0 458414 6 CCCSCI=C([C@H](C(C(=NT)C)C(=0)Nc2cce(cc2)Cl)c3ceccc3CI)CHN

7INC08440522 | 5.92 0.69 1024 1 4 0 458414 6 CCCSC1=C([C@H]([C@H](C(=N1)C)C(=0)Nc2ccc(cc2)Cl)c3eccec3Cl) CHN

ZINC08440521 6.3 -0.98 -9.99 1 4 0 458414 6 CCCSC1=NC(=C(|[C@H](C1C#N)c2ccccc2Cl)C(=0)Nc3ccc(cc3)C)C

ZINC08440521 | 5.92 091 1292 1 4 0 458414 6 CCCSCI=C([C@@H](C(C(=N1)C)C(=0)Nc2cec(cc2)Cl)c3eccec3ClCHN

7INC08440521 | 5.92 0.86 9.8 1 4 0 458414 6 CCCSC1=C([C@@H]([C@@H](C(=N1)C)C(=0)Nc2cec(cc2)Clc3eccec3CI)CAN

ZINC08440520 6.37 -0.45 -9.18 3 5 0 491.922 6 CCOclccc(cc1)NC(=0)c2c(c3c(cc(nc3s2)c4ccc(cc4)Cl)C(F)(F)F)N

ZINC08440519 | 4.6 1232 17.84 2 5 0 433577 4 CC1=C([C@@H](C2=C(N1)CC(CC2=0)(C)C)c3ccc(cc3)SC)C(=0)Nedeccend

ZINC06444324 | 7.59 1791 2479 2 5 0 567.78 8 CclcccccINC(=0)C2=C(NC(=C([C@H]2c3cces3)C#N)SCC(=0) c4cec(cc4) C5CCCCC5)C

ZINC06444324 | 7.93 04 1225 1 5 0 567.78 8 CclcecceINC(=0)C2=C(N=C(C([C@H]2c3cces3)CHN)SCC(=0)chece(cc4)C5CCCCCE)C

ZINC06444324 | 8.11 143 1432 1 5 0 567.78 8 CclcccccINC(=0)C2[C@@H](C(C(=NC2=C)SCC(=0)c3ccc(cc3)C4CCCCC4)CHN)checess

ZINC00702582 3.75 -3.29 -11.53 2 5 0 425.941 5 clce(enc1)CNC(=0)c2c3c(sc2NC(=0)c4ccc(cc4)Cl)CCCC3

ZINC06444294 | 7.59 17.87 2284 2 5 0 567.78 8 CclcccccINC(=0)C2=C(NC(=C([C@@H]2c3cccs3)C#N)SCC(=0)checc(cc4)C5CCCCC5)C

ZINC06444294 | 7.93 04 1323 1 5 0 567.78 8 CclcecceINC(=0)C2=C(N=C(C([C@@H]2c3cccs3) CHN)SCC(=0)chece(cc4)C5CCCCCE)C

ZINC06444294 | 8.11 117 1318 1 5 0 567.78 8 CclcccccINC(=0)C2[C@H](C(C(=NC2=C)SCC(=0)c3ccc(cc3)C4CCCCC4)CHN)ceecs5

ZINC08440518 | 7.04 039 1237 1 6 0 557.741 11 CCCCelcec(ce1)C(=0)CSC2=NC(=C([C@@H](C2C#N)c3cces3)C(=0)Ncacccec40C)C

ZINC08440518 | 6.66 035 14.64 1 6 0 557.741 11 CCCCclcec(cel)C(=0)CSC2=C([C@H](C(C(=N2)C)C(=0)Nc3cccec30C) checes4)CHN

7INC08440518 | 6.66 154 1342 1 6 0 557.741 11 CCCCclcec(cc1)C(=0)CSC2=C([C@H] ([C@H](C(=N2)C)C(=0)Nc3cccec30C) checes4)CHN
7INC08440517 | 6.47 15.73 25.54 2 10 0 633.499 8 Cclcce(c(c1)[N+](=0)[0-])0Cc2cc(ccc20C) [C@H]3C4=C(CCCC4=0)NC(=C3C(=0)Nc5cec(cn5)Br)C




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08440517 | 6.59 -2.47 -15.95 1 10 0 633.499 8 Cclccc(c(c1)[N+](=0)[0-])0Cc2cc(ccc20C) [C@H]3C4C(=0)CCC=C4N=C(C3C(=0)Nc5cce(cn5)Br)C
7INC08440516 | 4.81 044 1352 1 7 0 528.428 8 CCCCOcl cee(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)Br)cdnnc(s4)C)0

ZINC08440516 | 4.23 0.6 -16.08 0 7 0 528.428 8 CCCCOclccc(ccl)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)c3nnc(s3)C)chccc(ccd)Br

ZINC08440515_| 7.04 039 1337 1 6 0 557.741 11 CCCCclcec(cc)C(=0)CSC2=NC(=C([C@H](C2C#N)c3cces3)C(=0)Ncdeccec20C)C
ZINC08440515_|_6.66 0.03 1717 1 6 0 557.741 11 CCCCclcec(cel)C(=0)CSC2=C([C@@H](C(C(=N2)C)C(=0)Nc3cccec30C) ceces4) CHN
7INC08440515 | 6.66 151 1421 1 6 0 557.741 11 CCCCelcec(ce1)C(=0)CSC2=C([C@@H] ([C@@H](C(=N2)C)C(=0)Nc3cccec30C) ceccs4) CHN
7INC08440512 | 4.81 -0.46 1349 1 7 0 528.428 8 CCCCOclcec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(ce3)Br)cdnnc(s4)C)0

7INC08440512 | 4.23 -0.54 17.72 0 7 0 528.428 8 CCCCOclcee(cc1)C(=0)[C@H]2[C@H] (N(C(=0)C2=0)c3nnc(s3)C)chccc(ccd)Br

ZINC00841851 | 5.65 2.26 1271 0 4 0 422937 5 Cclcec(o1)c2c3c(nc(c2C#N)SCC(=0)cccc(cc4)CCCCC3

7INC06444297 | 5.76 13.49 -30.05 2 6 0 515.66 8 CclcecceINC(=0)C2=C(NC(=C([C@H]2c3ccc(cc3)0C) CAN)SCL(=0)checcs4)C

7INC06444297 | 6.09 094 14.36 1 6 0 515.66 8 CclcccccING(=0)C2=C(N=C(C([C@H]2c3ccc(cc3)0C) C#N)SCC(=0) cAeccs4)C

7INC06444297 | 6.28 19 1436 1 6 0 515.66 8 CclcecceINC(=0)C2[C@@H](C(C(=NC2=C)SCC(=0)c3cces3)CH#N)cheec(cc4)0C

ZINC00702574 | 3.98 175 -19.39 1 9 0 540.569 9 CCOC(=0)clc(nc(s1)N2[C@H](C(=C(C2=0)0)C(=0)c3ccc(c(c3)F)C)ckecc(c(c4)0C)0C)C
7INC00702574 | 3.4 159 23.67 0 9 0 540.569 9 CCOC(=0)clc(nc(s1)N2[C@H]([C@@H] (C(=0)C2=0)C(=0)c3cce(c(c3)F)C)checc(c(c4)0C)0C)C
7INC08440511 | 6.47 15.71 25.25 2 10 0 633.499 8 Cclcecc(c(c1)[N+](=0)[0-])0Cc2cc(ccc20C) [C@@H]3C4=C(CCCC4=0)NC(=C3C(=0)Nc5eec(cn5)Br)C
ZINC08440511 | 6.59 25 1593 1 10 0 633499 8 Ccleee(c(c1)[N+](=0)[0-])0Cc2cc(ccc20C) [C@@H]3C4C(=0)CCC=C4N=C(C3C(=0)Nc5eec(cn5)Br)C
7INC06444263 | 5.76 13.62 2198 2 6 0 515.66 8 CclcccccINC(=0)C2=C(NC(=C([C@@H]2c3ccc(cc3)0C) C#N)SCC(=0)checes4)C

7INC06444263 | 6.09 042 135 1 6 0 515.66 8 CclcccecINC(=0)C2=C(N=C(C([C@@H]2c3ccc(cc3)0C) C#N)SCC(=0)checes4)C

ZINC06444263 | 6.28 128 1459 1 6 0 515.66 8 CclcccccINC(=0)C2[C@H](C(C(=NC2=C)SCC(=0)c3cces3)CHN) chcec(ccd) OC

ZINC08440510 442 10.18 -23.25 2 5 0 425.941 5 CC1=C([C@H](C(=C(N1)SC)C#N)c2ccccc2Cl)C(=0)Nc3ccccc30C

ZINC08440510 | 4.94 -0.87 1041 1 5 0 425941 5 COclcccccINC(=0)C2[C@H](C(C(=NC2=C)SC)C#N)c3cccec3Cl

ZINC08440510 4.94 0.94 -15.84 1 5 0 425.941 5 COclcccccINC(=0)C2[C@H]([C@H](C(=NC2=C)SC)C#N)c3cccce3Cl

ZINC08440510 | 4.76 -0.64 1156 1 5 0 425.941 5 CC1=C([C@H]([C@@H](C(=N1)SC)C#N)cZccecc2Cl)C(=0)Nc3cccce30C

ZINC08440509 442 10.14 -15.39 2 5 0 425.941 5 CC1=C([C@@H](C(=C(N1)SC)C#N)c2ccccc2Cl)C(=0)Nc3ccccc30C

ZINC08440509 | 4.94 071 891 1 5 0 425.941 5 COclcccccINC(=0)C2[C@@H](C(C(=NC2=C)SC)C#N)c3cccceCl

ZINC08440509 | 4.94 116 1636 1 5 0 425941 5 COclcccccINC(=0)C2[C@@H] ([C@@H](C(=NC2=C)SC)C#N)c3cccce3Cl

ZINC08440509 | 4.76 0.4 -8.75 1 5 0 425.941 5 CC1=C([C@@H]([C@@H](C(=N1)SC)C#N)c2ccccc2Cl)C(=0)Ne3cecec30C

ZINC00702575 | 3.98 174 19.63 1 9 0 540.569 9 CCOC(=0)clc(ne(s1)N2[C@@H](C(=C(C2=0)0)C(=0)c3ccc(c(c3)F)C)ckecc(c(c4)0C)0C)C
ZINC00702575 | 3.4 1.65 26.06 0 9 0 540.569 9 CCOC(=0)clc(nc(s1)N2[C@@H]([C@@H](C(=0)C2=0)C(=0)c3ccc(c(c3)F)C)checc(c(c4)0C)0C)C
7ZINC08440508 | 4.66 007 1157 1 6 0 453.589 8 CCOC(=0)CSC1=NC(=C([C@@H](C1C#N)c2cces2)C(=0)Ne3cceec3C)C

ZINC08440508 | 4.28 0.09 1258 1 6 0 453.589 8 CCOC(=0)CSCI=C([C@H](C(C(=N1)C)C(=0)Nc2ccecc2C)c3cces3)CAN

7ZINC08440508 | 4.28 192 1259 1 6 0 453.589 8 CCOC(=0)CSC1=C([C@H]([C@H](C(=N1)C)C(=0)Nc2cccec2C)c3eces3)CHN

ZINC08440507 | 4.66 0.07 1205 1 6 0 453.589 8 CCOC(=0)CSCI=NC(=C([C@H](C1C#N)c2cces2)C(=0)Nc3ceece3C)C

7ZINC08440507 | 4.28 0.39 15.72 1 6 0 453.589 8 CCOC(=0)CSC1=C([C@@H](C(C(=N1)C)C(=0)Nc2ccccc2C)c3eces3)CHN

ZINC08440507 | 4.28 1.83 127 1 6 0 453.589 8 CCOC(=0)CSC1=C([C@@H]([C@@H](C(=N1)C)C(=0)Nc2cccec2C)c3cces3)CHN

7INC08440504 | 3.75 10.24 5242 2 6 1 443589 9 Cclcc(cce10C(C)C)C(=0)C2=C(C(=0)N([C@H]2c3cccs3)CCC[NH+](C)C)0

ZINC08440504 | 3.17 10.96 -60.85 1 6 1 443.589 9 Cclcc(cec10C(C)C)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCC[NH+](C)C)c3cces3

7INC08440503 | 5.39 1447 2339 2 5 0 503.624 7 CclcecceINC(=0)C2=C(NC(=C([C@H]2c3cces3)CHN)SCC(=0)ceec(cc4)F)C

7ZINC08440503 | 5.73 0.05 -13.08 1 5 0 503.624 7 CclcccccINC(=0)C2=C(N=C(C([C@H]2c3cces3)CHN)SCC(=0) cecc(cc4)F)C

7ZINC08440503 | 5.91 -0.98 14.61 1 5 0 503.624 7 CcleceecINC(=0)C2[C@@H](C(C(=NC2=C)SCC(=0)c3cce(cc3)F)C#N) chccesd

ZINC08440502 | 3.75 10.04 4613 2 6 1 443.589 9 Cclcc(cec10C(C)C)C(=0)C2=C(C(=0)N([C@@H] 2c3cces3)CCC[NH+](C)C)0

ZINC08440502 | 3.17 107 554 1 6 1 443.589 9 Cclcc(ccc10C(C)C)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCC[NH+](C)C)c3cces3

ZINC08440501 | 2.56 9.64 5578 2 7 1 438.548 9 Cclcc(ccc10C(C)C)C(=0)C2=C(C(=0)N([C@H]2c3cencc3)CCC[NH+](C)C)0

7ZINC08440501 | 1.98 10.34 64.83 1 7 1 438.548 9 Cclec(cec10C(C)C)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCC[NH+](C)C)c3cence3

ZINC08440500 | 6.47 16.95 2156 2 8 0 596.687 8 CC1=C([C@@H](C2=C(N1)C[C@H](CC2=0)c3cccce3)checc(c(c4)COc5 cec(ccs) C#N)OC) C(=0)Ncbeceen6
ZINC08440500 | 6.61 153 1595 1 8 0 596.687 8 COclccc(celCOc2ccc(cc2) CHN) [C@@H]3[C@H]4C(=NC(=C)C3C(=0)Nc5cceen5)C[C@H] (CC4=0) cbeecect
ZINC08440500 | 6.61 0.46 18.12 1 8 0 596.687 8 COclcec(cc1COc2ecc(cc2)CHN) [C@@H]3C4C(=NC(=C)C3C(=0)Nc5cecen5) C[C@H] (CC4=0)cbeccect
ZINC08440499 | 2.56 9.29 4749 2 7 1 438.548 9 Cclec(cee10C(C)C)C(=0)C2=C(C(=0)N([C@@H]2c3cence3)CCC[NH+](C)C)0

7INC08440499 | 1.98 9.95 -56.89 1 7 1 438548 9 Cclcc(cec10C(C)C)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCC[NH+](C)C)c3ccnce3

7ZINC08440498 | 5.39 14.29 31.81 2 5 0 503.624 7 CcleccecINC(=0)C2=C(NC(=C([C@@H]2c3cces3)CH#N)SCC(=0)c4ccc(ccd)F)C

7INC08440498 | 5.73 0.06 -14.06 1 5 0 503.624 7 CclcccccINC(=0)C2=C(N=C(C([C@@H]2c3cccs3)C#N)SCC(=0)checc(ccd)F)C

ZINC08440498 | 5.91 072 1376 1 5 0 503.624 7 CclcecceINC(=0)C2[C@H](C(C(=NC2=C)SCC(=0)c3ccc(cc3)F)CHN) checesd

ZINC08440495 | 2.18 1.01 -18.53 1 8 0 427.453 11 COCCCN1[C@H](C(=C(C1=0)0)C(=0)c2ccco2)c3eec(c(c3)0C)0CC=C

7INC08440495 | 16 0.91 2636 0 8 0 427453 11 COCCCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccco2)c3ece(c(c3)0C)0CC=C

ZINC08440494 | 9.12 2.84 -14.37 0 4 0 546.736 11 CCCCclcec(cc1)C(=0)CSc2c(c(c3c(n2)CCCC3)c4ccc(cc4)O0Cc5ccccc5)CHN

7INC08440493 | 2.18 1.08 1835 1 8 0 427453 11 COCCCN1[C@@H](C(=C(C1=0)0)C(=0)c2ccco2)c3cec(c(c3)0C)0CC=C

ZINC08440493 | 16 0.94 2611 0 8 0 427.453 11 COCCCN1[C@@H]([C@H](C(=0)C1=0)C(=0)c2ccco2)c3eee(c(c3)0C)0CC=C

ZINC08440492 7.57 2.86 -12.86 0 5 0 520.654 10 cleec(ce1)COc2ccc(cc2)c3cde(nc(c3C#N)SCC(=0)0Cc5¢cccec5)CCCCA

ZINC02062389 6.58 -1.43 -10.71 1 4 0 461.29 3 clec(cc(c1)F)C(=0)Nc2ccc3c(c2)nc(o3)c4cccc5e4ccccSBr

ZINC08440491 | 6.47 16.96 21.83 2 8 0 596.687 8 CC1=C([C@H](C2=C(N1)C[C@@H](CC2=0)c3cccce3)checc(c(c4)COc5cee(cc5) C#N)OC)C(=0)Ncbeceenb
7INC08440491 | 6.61 0.4 17.87 1 8 0 596.687 8 COclcec(cc1COc2ecc(cc2) CHN)[C@H]3C4C(=NC(=C)C3C(=0)Nc5ceeen5) C[C@@H] (CC4=0)cbeccect
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7INC08440491 | 6.61 1.48 -15.89 1 8 0 596.687 8 COclcee(cc1COc2ccc(cc2)C#N)[C@H]3[C@@H]4C(=NC(=C)C3C(=0)Nc5cccen5) C[C@@H] (CC4=0)cbecccct
ZINC08440490 | 3.23 2.32 5655 2 8 1 471574 12 CC(C)CCOCTcec(cc10C) [C@H]2C(=C(C(=0)N2CCC[NH+](C)C)0)C(=0)c3cccod

7INC08440490 | 2.65 2.23 67.26 1 8 1 471.574 12 CC(C)CCOcTcec(cc10C) [C@H]2[C@@H](C(=0)C(=0)N2CCC[NH](C)C)C(=0)c3ccco3

ZINC08440489 5.59 -1.22 -9.21 1 3 0 540.142 4 clec(ccelCe2ceence2)NC(=0)c3cc(cee31)1

ZINC06444923 4.87 -4.39 -7.63 1 4 0 534.135 3 clec(ceccINC(=0)c2cc(ccc2))N3CCOCC3

ZINC06445251 3.85 6.93 -6.6 1 3 0 450.017 2 clce(enc1)NC(=0)c2cc(ccc2)I

ZINC02062388 6.74 -2.99 -13.94 1 4 0 506.581 3 clec(cccle2ne3cc(ccc302)NC(=0)c4cc(ccc4Cl)Br)Br

7INC08440488 | 3.23 2.39 5545 2 8 1 471574 12 CC(C)CCOCTcec(ce10C) [C@@H]2C(=C(C(=0)N2CCC[NH+](C)C)0)C(=0)c3ccco3

7INC08440488 | 2.65 2.26 -65.88 1 8 1 471.574 12 CC(C)CCOcTcec(cc10C) [C@@H]2[C@H](C(=0)C(=0)N2CCC[NH](C)C)C(=0)c3ccco3

ZINC02062387 6.09 -1.49 -14.29 1 4 0 445.675 3 clec(ceele2ne3cc(ccc302)NC(=0)c4cc(ccc4Cl)Br)F

ZINC02811423 6.04 -1.52 -13 1 4 0 445.675 3 clccc(c(c1)c2nc3cc(ccc302)NC(=0)c4cc(ccc4Cl)Br)F

7INC08440486 | 4.53 1.85 5357 2 6 1 472.005 9 Cclce(ccc10C(C)C)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)CCCCINHA](C)C)0

ZINC08440486_| 3.94 167 6259 1 6 1 472.005 9 Cclcc(cec10C(C)C)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCC[NH+](C)C)c3ccc(ce3)Cl

ZINC00841474 593 -2.23 -15.97 1 4 0 427.685 3 cleec(ccl)c2ne3cec(cec302)NC(=0)c4ec(ccc4Cl)Br

ZINC02062386 6.97 -1.37 -16.32 1 3 0 457.78 3 Cclcec(ccINC(=0)c2cc(ccc2Cl)Br)c3nc4cccecds3

7INC08440485 | 6.42 013 21.78 1 8 0 596.687 8 CC1=NC2=C([C@H](C1C(=0)Nc3cccen3)cdece(c(c4)COC5 cec(cc5)CAN)OC)C(=0)C[C@H] (C2)cbeccech
7INC08440485 | 6.42 0.26 2249 1 8 0 596.687 8 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccecd) checc(c(c4) COcseec(cc5)C#N)OC)C(=0)Nebeccenb
ZINC08440485 | 6.61 116 216 1 8 0 596.687 8 COclecc(celCOc2cec(cc2)CHN)[C@@H]3[C@H]4C(=NC(=C)C3C(=0)Nc5eccen5)C[C@@H] (CC4=0) cbeccect
7INC08440485 | 6.61 -0.07 2041 1 8 0 596.687 8 COclcec(cc1COc2ecc(cc2)CHN) [C@@H]3C4C(=NC(=C)C3C(=0)Nc5eccen5) C[C@@H] (CC4=0)cbeceect
7INC08440484 | 4.53 18 5375 2 6 1 472.005 9 Cclec(cec10C(C)C)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)CI)CCC[NH+](C)C)0

ZINC08440484 | 3.94 1.63 628 1 6 1 472.005 9 Cclcc(cec10C(C)C)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)CCC[NH+](C)C)c3cec(ce3)Cl

ZINC00841471 5.34 -0.23 -11.66 1 6 0 471.742 5 CCOclcec(ccl)n2ne3ccc(ce3n2)NC(=0)c4cc(ccc4Cl)Br

ZINC00702563 5.75 -0.28 -10.4 3 6 0 487.503 7 CCOclccc(ccl)c2ec(c3c(c(se3n2)C(=0)Nc4ccc(cc4)OC)N)C(F) (F)F

ZINC08440482_| 5.96 0.89 7.26 1 4 0 489.291 4 clcec(ccl)c2ece(cc2)C(=0)N3[C@] (CC(=N3)C(F)(F)F)(chcec(cc4)Br)0

ZINC05920825_| 4.27 1131 4322 0 6 1 436.528 10 CCOCCCN1[C@H](C(=C(C1=0)[0-])C(=0)c2ccc(c(c2)C)0CC)c3cec(cc3)C

ZINC05920825 | 4.71 03 2679 1 6 0 437.536 9 CCOCCCN1[C@H](C(=C(c2cec(c(c2)C)0CC)0)C(=0)C1=0)c3cec(cc3)C

ZINC05920825_| 3.68 0.51 -18.67 0 6 0 437.536 10 CCOCCCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(c(c2)C)0CC)c3cec(ce3)C

ZINC08440481 | 5.96 0.89 7.08 1 4 0 489.291 4 clece(cel)c2eec(cc2)C(=0)N3[C@@](CC(=N3)C(F)(F)F) (c4ccc(cc4)Br)O

ZINC05920823 | 4.27 1135 4277 0 6 1 436.528 10 CCOCCCN1[C@@H](C(=C(C1=0)[0-])C(=0)c2ccc(c(c2)C)0CC)c3ecc(cc3)C

7INC05920823 | 4.71 0.01 28.01 1 6 0 437.536 9 CCOCCCN1[C@@H](C(=C(c2ccc(c(c2)C)0CC)0)C(=0)C1=0)cBecc(cc3)C

ZINC05920823_| 3.68 0.31 23.04 0 6 0 437.536 10 CCOCCCN1[C@@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(c(c2)C)0CC)c3cec(cc3)C

ZINC08440480 | 5.66 154 17.34 0 5 0 451.607 6 CCCCOclecc(cc10C) [C@@H]2C3C(=NC4=C2C(=0)CC(C4)(C)C)CC(CC3=0)(C)C

ZINC08440480 | 5.82 0.59 1371 0 5 0 451.607 6 CCCCOcTcec(cc10C) [C@H]2C3C(=NC4=CC(CC(=0)C24)(C)C)CC(CC3=0)(C)C

ZINC00702562_| 0.38 12,58 34.86 2 7 1 457.535 4 Cclccen2elne3c(c2=0)cc(c([n+]3Ccccccc4)N)S(=0) (=0)cbeceecs

ZINC00839402 6.18 13.37 -24.2 2 6 0 461.521 7 C[C@H](C(=0)Nclccee(c1)c2[nH]c3cc(cce3n2)C(=0)c4cccced)Oc5cccecs

ZINC00839398 | 6.18 134 2421 2 6 0 461521 7 C[C@@H](C(=0)Ncceec(cl)c2[nH]c3cc(cce3n2)C(=0)checcecd)Ocseceecs

ZINC02062381 7.65 4 -9.21 0 3 0 472.584 7 CCOclcee(cc1)C(=0)/C=C/C2=C(0c3cccce3[C@H] 2c4cccec4C)c5eccees

ZINC02062383 7.65 4.01 -10.07 0 3 0 472.584 7 CCOclcec(cc1)C(=0)/C=C/C2=C(Oc3cccce3[C@@H]2c4ccccc4C)c5cccees

ZINC02062377 6.51 4.7 -15.56 0 6 0 548.635 9 Cclcecccl[C@H]2c3cccce30C(=C2/C=C/C(=0)c4ccc(c(c4)0C)0C)c5ccc(c(c5)0C)0C

7INC08440479 | 7.51 2.58 23.05 1 7 0 657.664 8 Cclcenc(c1)NC(=0)C2[C@@H](C3=C(C[C@@H](CC3=0)cdcccecd)N=C2C)c5cee(c(c5)COche(c(cc(c6F)F)F)F)OC
7INC08440479 | 7.51 2.19 2241 1 7 0 657.664 8 Cclcenc(c1)NC(=0)C2=C(N=C3C[C@@H](CC(=0)C3[C@H]2c4ccc(c(c4)COc5e(c(cc(c5F)F)F)F)OC) cbececc6)C
7INC08440479 | 7.69 135 21.05 1 7 0 657.664 8 Ccleenc(c1)NC(=0)C2[C@@H](C3C(=NC2=C)C[C@@H](CC3=0)c4cccecd)ceec(c(c5)COcbe(c(cc(c6F)F)F)F)OC
ZINC00702561 | 0.69 12.07 30 2 7 1 449,556 3 Cclccen2clnc3c(c2=0)cc(c([n+]3C4CCCCCAN)S(=0) (=0) c5eccecs

7INC02062379 | 6.51 471 13.61 0 6 0 548.635 9 Cclccceel [C@@H]2¢3ccecc30C(=C2/C=C/C(=0)checc(c(c4)0C)0C)c5eec(c(c5)0C)0C

7INC08440476_| 6.92 14.07 -18.19 1 6 0 515.224 8 CCCCOC(=0)clcc(ccc1CN/C=C/2\C(=NN(C2=0)c3c(cc(cc3CCHCC

7INC08440475 | 5.86 1249 1843 1 6 0 48717 6 CCOC(=0)cl cc(cecl CYN/C=C/2\C(=NN(C2=0)c3c(cc(cc3CI)CI)CI)C

7INC08440474 | 5.48 11.54 -18.96 1 6 0 473.143 5 CC\1=NN(C(=0)/C1=C/Nc2cce(c(c2)C(=0)0C) C)c3c(cc(ce3CCCl

7INC08440473 | 7.55 17.41 31.84 2 7 0 657.664 8 Cclcenc(c1)NC(=0)C2=C(NC3=C([C@@H] 2c4ccc(c(c4)COC5c(c(cc(cSF)F)F)F)OC)C(=0)C[C@H](C3)cbececc)C
ZINC08440473_|_7.69 1.83 1531 1 7 0 657.664 8 Cclcenc(c1)NC(=0)C2[C@H](C3C(=NC2=C)C[C@@H](CC3=0)c4cccccd)c5ece(c(c5) COcbe(c(cc(c6F)F)F)F)OC
ZINC00702555 | 4.79 12.15 1713 1 9 0 584.65 10 Cclc(sc(n1)N2[C@H](C(=C(C2=0)0)C(=0)c3ccc(cc3)0C) cheec(c(c4)0C)OCc5 eecec5)C(=0)C

ZINC00702555 | 4.2 12.82 2076 0 9 0 584.65 10 Cclc(sc(n1)N2[C@H]([C@H](C(=0)C2=0)C(=0)c3ccc(cc3)0C) chece(c(c4)0C)OCc5eccec5)C(=0)C
7ZINC00702556 | 4.79 0.37 16,62 1 9 0 584.65 10 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)0)C(=0)c3ccc(ce3)0C) chece(c(c4)0C)0Ccheccec5)C(=0)C
ZINC00702556 | 4.2 0.2 1816 0 9 0 584.65 10 Cclc(sc(n1)N2[C@@H]([C@H](C(=0)C2=0)C(=0)c3ccc(cc3)0C) checc(c(c4)0C) OCc5cecee5)C(=0)C
ZINC08440467 | 7.55 17.26 3355 2 7 0 657.664 8 Cclcenc(c1)NC(=0)C2=C(NC3=C([C@H]2c4ccc(c(c4)COc5c(c(cc(c5F)F)F)F)OC)C(=0)C[C@@H](C3)cbececc)C
ZINC08440467 | 7.69 1.83 1577 1 7 0 657.664 8 Ccleenc(c1)NC(=0)C2[C@@H](C3C(=NC2=C)C[C@H](CC3=0)c4cccccd)c5ece(c(c5)COcbe(c(cc(c6F)F)F)F)0C
7INC08440465 | 3.55 10,58 4683 0 7 1 447492 6 Cclc(sc(n1)N2[C@H](C(=C(C2=0)[0-])C(=0)c3ccc(cc3)0C) chececc4)C(=0)C

ZINC08440465 | 3.99 059 2381 1 7 0 4485 5 Cclc(sc(n1)N2[C@H](C(=C(c3ccc(cc3)0C)0)C(=0)C2=0)chcccccd)C(=0)C

ZINC08440465 | 2.96 -0.36 14.85 0 7 0 4485 6 Cclc(sc(n1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cce(cc3)0C) cAeeccc4)C(=0)C

7INC02062354 | 2.25 8.77 -14.05 2 9 0 438.465 6 CCOC(=0)clc(c(c(s1)N/C=C/2\C(=0)NC(=0)N(C2=0)c3ccc(cc3)C)CHN)C

7INC08440462_| 3.05 10.47 13.82 2 8 0 453.52 6 CCOC(=0)clc2c(sc1N/C=C/3\C(=0)NC(=0)N(C3=0)c#ccc(cc4)C)CCCC2

ZINC00702554 | 3.55 10.11 3715 0 7 1 447,492 6 Cclc(sc(n1)N2[C@@H](C(=C(C2=0)[0-])C(=0)c3ccc(cc3)0C)checcecd)C(=0)C
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ZINC00702554 | 3.99 0.6 -23.25 1 7 0 448.5 5 Cclc(sc(n1)N2[C@@H](C(=C(c3ccc(cc3)0C)0)C(=0)C2=0)ctcccccd)C(=0)C

ZINC00702554 | 2.96 037 14.72 0 7 0 448.5 6 Cclc(sc(n1)N2[C@@H]([C@H](C(=0)C2=0)C(=0)c3cce(ce3)0C) checcecd)C(=0)C
ZINC08440461 | 7.51 3.04 1376 1 7 0 657.664 8 Cclcenc(c1)NC(=0)C2[C@H](C3=C(C[C@H] (CC3=0)céccccc4)N=C2C)c5eec(c(c5)COcbe(c(cc(c6F)F)F)F)0C
7INC08440461 | 7.69 175 1543 1 7 0 657.664 8 Cclcenc(c1)NC(=0)C2[C@H](C3C(=NC2=C)C[C@H](CC3=0)cdcccecd)c5ece(c(c5)COcbe(c(cc(c6F)F)F)F)OC
ZINC08440461 | 7.51 2.69 1778 1 7 0 657.664 8 Cclcenc(c1)NC(=0)C2=C(N=C3C[C@H](CC(=0)C3[C@@H]2c4ccc(c(c4)COc5e(c(cc(c5F)F)F)F)OC) cbececc6)C
7ZINC08440459 | 3.53 457 3611 1 9 1 413.222 5 COcIc(c([n-]n1)C(=0)Nc2nc(cs2)c3ccc(c(c3)Cl)CH [N+](=0)[0-]

7INC08440458 | 2.57 6.92 13.26 2 8 0 428.857 5 COclcc(ccc1N/C=C/2\C(=0)NC(=0)N(C2=0)c3ccec(c3)CI)SCHN

ZINC08440458 2.57 6.92 -13.38 2 8 0 428.857 5 COclcc(cccIN/C=C\2/C(=0)NC(=0)N(C2=0)c3cccc(c3)Cl)SC#N

7INC08440456_| 6.56 3.08 1197 0 5 0 455.649 6 CCCn\1c(cs/c1=N\c2cceee2)c3ccc(ce3)S(=0) (=0)N4CCC(CCA)C

ZINC02062344 5.83 11.82 -10.71 2 4 0 438.98 5 clcec(cc1)CC(=0)Nc2ce(c3c¢(s2)CCCCC3)C(=0)Nedeccec4Cl

ZINC08440450 | 6.82 3.05 12.34 0 5 0 455.649 6 CCCn\1c(cs/c1=N\c2cccee2)c3cec(cc3)S(=0) (=0)N4CCCCCCA

7INC08440449 | 5.86 1171 1261 2 4 0 43898 5 clcec(ccl)CC(=0)Ne2c(c3¢(52)CCCCC3)C(=0)Netecec(c4)Cl

7INC08440448_| 3.59 22 74.94 2 9 1 555501 6 clcce2¢(c1)nc(n2CC[NH+]3CCOCC3)NC(=0)C45C[C@H]6C[C@@H] (C4)CC(C6)(C5)n7enc(n7)Br
7INC08440447 | 535 11.27 1354 2 4 0 424953 5 clcec(ccl)CC(=0)Ne2c(c3¢(s2)CCCC3)C(=0)Nekccee(c4)Cl

7INC08440446 | 5.26 3.16 12.96 0 6 0 445.61 9 CCN(CC)S(=0)(=0)clccc(ccl)c2es/c(=N\c3cceee3) /n2CCOC

ZINC00837684 3.97 -0.4 -13.55 1 7 0 481.368 7 CCOC(=0)clc2¢(scINC(=0)c3ccccc3Br)CN(CC2)C(=0)0CC

ZINC00666145 | 3.84 0.15 “13.69 1 7 0 436917 7 CCOC(=0)clc2c(scINC(=0)c3ccccc3Cl)CN(CC2)C(=0)0CC

7INC02062340 | 4.99 10.81 1207 2 4 0 455377 5 clccc(ccl)CC(=0)Ne2c(c3c(s2)CCC3)C(=0)Nckcec(cc4)Br

ZINC08440445 6.55 -2.09 -12.84 0 5 0 463.628 7 CCN(CC)S(=0)(=0)clccc(ccl)c2es/c(=N\c3cccee3) /n2c4cccccd

7INC08440444 | 9.38 22.85 1053 0 5 0 656.661 15 CCCCCCCCCCCCCOC(=0)clece(cc])N2C(=0)[C@@H]3[C@H](C2=0)C4(c5eccec5C3cbedccec6)Br
ZINC08440443 | 4.84 2097 1659 0 6 0 600.247 6 CCOC(=0)COclc(cc(ccll)Br)[C@@H]2C3C(=NC4=C2C(=0)CCC4)CCCC3=0

ZINC08440443 5 -2.44 -14.6 0 6 0 600.247 6 CCOC(=0)COcIc(cc(ccll)Br)[C@H]2C3C(=NC4=CCCC(=0)C24)CCCC3=0

7INC08440442 | 9.38 22.75 -8.86 0 5 0 656.661 15 CCCCCCCCCCCCCOC(=0)clecc(cc1)N2C(=0)[C@H]3[C@H](C2=0)C4(c5cccec5C3chcdeccct)Br
ZINC08440441 | 6.21 354 1325 0 5 0 461.612 5 clccc(cel)/N=c\2/n(c(cs2)c3ccc(cc3)S(=0) (=0)N4CCCC4)c5eceees

7INC08440440 | 9.38 22.75 9.04 0 5 0 656.661 15 CCCCCCCCCCCCCOC(=0)clccc(cc1)N2C(=0)[C@@H]3[C@@H](C2=0)C4(c5ccccc5Cachedccceh)Br
ZINC08440439 | 6.71 32 1252 0 5 0 475.639 5 clcce(cel)/N=c\2/n(c(cs2)c3ccc(cc3)S(=0)(=0)NACCCCC4)c5eceees

7INC08440438_| 9.38 22.85 -11.08 0 5 0 656.661 15 CCCCCCCCCCCCCOC(=0)clcec(cc1)N2C(=0)[C@H]3[C@@H](C2=0)C4(c5cccec5C3cbekcccct)Br
ZINC00666141 5.56 2.24 -119 1 5 0 428.271 7 cleec(cc1)C(=0)COC(=0)c2ccccc2NC(=0)c3ccc(cc3CI)Cl

ZINC08440436 5.19 -4.38 -14.2 0 6 0 457.621 8 COCCCn\1c(cs/c1=N\c2cccec2)c3ccc(ce3)S(=0)(=0)N4CCCC4

ZINC00666139 | 4.06 ~0.88 1553 2 5 0 432217 4 clcc(ocl)C(=0)Ne2eee(cc2)NC(=0)c3cec(cc3)l

7INC02062329 | 5.93 143 185 0 3 0 445.606 4 CCOclccee-2¢IN(C(c3c2¢(=5)s53)(C)C)C(=0)Ceecc(cch)F

ZINC08440435 | 7.47 35 1541 0 6 0 594.563 5 Cclccc2c(c1)N(C(C(=8)C2=C35C(=C(S3)C(=0)0C)C(=0)0C)(C)C)C(=0)checc(cc4Cl)Cl
ZINC08440434 7.48 -2.77 -11.56 0 5 0 517.72 7 CC1CCN(CC1)S(=0)(=0)c2ccc(cc2)c3cs/c(=N\c4cccee4) /n3CCc5eccees

7INC08440433 | 7 036 643 0 2 0 452453 1 Cclcce-2¢(c1)N(C(c3c2¢(=S)ss3)(C)C)C(=0)chccc(cc4Cl)Cl

ZINC00666138 | 5.46 0.6 -7.09 0 3 0 417.552 2 CC1(c2c(c(=S)ss2)-c3ccec(c3N1C(=0)chccc(cc4)F)0C)C

7INC00666136 | 5.73 ~0.05 7.85 0 4 0 443.615 4 CCOclcece-2¢IN(C(c3c2c(=S)ss3)(C)C)C(=0)checc(cc4)OC

7INC02062325 | 7.88 0.73 -8.07 0 2 0 473.688 2 Cclce-2¢(cc1ON(C(c3c2¢(=8)ss3)(C)C)C(=0)cheec(ced)c5eccecs

7INC08440432_| 6.12 272 1257 0 5 0 449.601 6 CN(C)S(=0)(=0)clcec(ccl )c2es/c(=N\c3cccec3) /n2Cedecceck

7INC08440431 | 5.85 14.19 2419 2 5 0 517.551 5 Cclcenc(c1)NC(=0)C2=C(NC3=C([C@@H]2c4ccccc4C(F) (F)F)C(=0) C[C@H] (C3)c5eceec5)C
7INC08440431 | 5.99 053 1677 1 5 0 517.551 5 Ccleenc(c1)NC(=0)C2[C@H](C3C(=NC2=C)C[C@@H](CC3=0)c4cccccd)c5eccec5C(F) (F)F
ZINC08440430 7.54 -2.99 -12.75 0 5 0 503.693 6 clcec(cc1)Cn\2c(cs/c2=N\c3cccce3)c4cec(cc4)S(=0) (=0)N5CCCCCC5

ZINC08440428 7.22 -2.14 -11.73 0 5 0 457.665 10 CCCCCn\1c(cs/c1=N\c2cccec2)c3cce(cc3)S(=0)(=0)N(CC)CC

7INC08440427 | 5.81 035 13.35 1 5 0 517.551 5 Cclcenc(c1)NC(=0)C2[C@@H] (C3=C(C[C@H](CC3=0)cdccccc4)N=C2C)c5eccec5C(F) (F)F
7INC08440427 | 5.99 155 174 1 5 0 517.551 5 Cclcenc(c1)NC(=0)C2[C@@H](C3C(=NC2=C)C[C@H] (CC3=0)c4cccccd)cSeceec5C(F) (F)F
7INC08440427 | 581 071 1599 1 5 0 517.551 5 Cclcenc(c1)NC(=0)C2=C(N=C3C[C@H](CC(=0)C3[C@H]2c4ccccc4C(F) (F)F)cheecec5)C
7ZINC08440426 | 7.09 19 2131 0 8 0 626.803 7 Cclcc2c(ccl CN(C(C(=5)C2=C3SC(=C(S3)C(=0)0C)C(=0)0C)(C)C)C(=0)COchnc5eccecss
7INC08440425 | 6.87 359 12.04 0 5 0 455.649 8 CCCCCn\Ic(cs/c1=N\c2cccee2)c3cec(cc3)S(=0)(=0)N4CCCCA

ZINC08440424 | 7.91 4.56 -11.49 0 4 0 551.734 6 Cclce(n(n1)CC(=0)N2c3cce(cc3C(=CC2(C)C)C)Cc4cccecd)(c5eccee5)cbeccec6)C
7INC02261143 | 6.47 5.4 8.38 0 4 0 433454 4 CC1=CC(N(c2clcc(cc2)0C(=0)c3ccc(ce3)F)C(=0)checc(ccd)F)(C)C

7INC08440422_| 6.73 451 1492 0 6 0 533.737 7 CCOC(=0)C1=C(SC(=C2c3cc(c(cc3N(C(C2=S)(C)C)C(=0)C(C)C)C)C)S1)C(=0)0CC
7INC08440420 | 7.26 339 206 0 7 0 628.844 7 Cclcec2c(c1)N(C(C(=S)C2=C3SC(=C(S3)C(=0)0C)C(=0)0C)(C)C)C(=0)CScanc5cececs st
ZINC08440419 7.58 -3.1 -10.5 0 5 0 495.714 5 CC1CCN(CC1)S(=0)(=0)c2ccc(cc2)c3cs/c(=N\c4ceecc4) /n3C5CCCCCS

7INC08440418 | 7.26 3.28 -18.96 0 7 0 628.844 7 Cclccc2c(c1)C(=C3SC(=C(S3)C(=0)0C)C(=0)0C)C(=S)C(N2C(=0)CScanc5eccec5s4) (C)C
ZINC08440417 6.43 -2.62 -11.18 0 5 0 441.622 5 CN(C)S(=0)(=0)clcce(ccl)c2es/c(=N\c3cccee3) /n2C4CCCCCA

ZINC08440415 | 3.27 9.59 17.43 2 7 0 484.398 3 Cclc(cn(n1)C)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)Nc4ccc(cn4)Br)C

ZINC08440415 | 3.39 319 15.69 1 7 0 484.398 3 Cclc(cn(n1)C)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)Ncdecc(cnd)Br)C)(C)C

7INC08440414 | 6.09 415 “43.66 1 7 1 541.763 8 clccc(cel)/N=c\2/n(c(cs2)c3cec(ce3)S(=0) (=0)N4CCCCCC4)CCC[NH+]5CCOCCS
7ZINC08440411 | 5.55 444 -52.49 1 7 1 527.736 7 CCICCN(CC1)S(=0)(=0)c2ccc(cc2)c3ces/c(=N\c4cccecd)/n3CC[NH+]5CCOCCS

ZINC08440410 | 3.27 10.19 18.92 2 7 0 484.398 3 Cclc(cn(n1)C)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)Ncece(cnd)Br)C

7ZINC08440409 | 0.88 -0.83 56.45 2 14 1 448397 8 COclcc(nen1)[N-]S(=0)(=0)c2cce(cc2)NC(=0)c3c(c(n[nH]3)OC)[N+](=0)[0-]

7INC08440407 | 4.4 421 44.65 1 7 1 473.644 7 CN(C)S(=0)(=0)cIccc(ccl)c2es/c(=N\c3cccee3)/n2CC[NH+]4CCOCCA
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7INC08440404 | 4.81 9.16 -38 1 7 1 499.682 7 clcec(ccl)/[NH+]=c\2/n(c(cs2)c3ccc(cc3)S(=0) (=0)N4CCCC4)CCN5CCOCCS

7INC08440404 | 4.81 115 1086 2 7 2 500.69 7 clcce(ccl)/[NH+]=c\2/n(c(cs2)c3ccc(cc3)S(=0) (=0)N4CCCC4)CC[NH+]5CCOCCS

7INC08440402 | 6.86 2.17 11.27 0 5 0 469.676 5 CC1CCN(CC1)S(=0)(=0)c2ccc(cc2)c3es/c(=N\c4cceeca) /n3C(C)(C)C

ZINC08440401 | 531 12.87 2146 1 8 0 511.578 8 CCOC(=0)[C@H]1[C@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)OCC)c3cncdcccecn3)cbeccees
ZINC08440401 | 5.43 052 1331 0 8 0 511.578 8 CCOC(=0)[C@H]1[C@H](C=C2C(C1=0)[C@@H](C(C(=N2)C)C(=0)0CC)c3cnc4cccecdn3)cbeceecs
7INC08440401 | 5.27 04 1435 0 8 0 511.578 8 CCOC(=0)[C@H]1[C@H](CC2=C(C1=0)[C@@H]([C@@H](C(=N2)C)C(=0)OCC)c3cncdcccec4n3)cbeccees
ZINC08440395 | 7.13 214 1134 0 5 0 469.676 5 CC(C)(C)n\1c(cs/c1=N\cZcccec2)c3cec(ce3)S(=0) (=0)N4CCCCCCA

7INC08440394 | 5.31 13.77 23.88 1 8 0 511.578 8 CCOC(=0)[C@@H]1[C@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)0CC)c3encdcccccdn3d)checeecs
ZINC08440394 | 5.43 0.22 1251 0 8 0 511.578 8 CCOC(=0)[C@@H]1[C@H](C=C2C(C1=0)[C@@H](C(C(=N2)C)C(=0)0CC)c3cncdcccccdn3d)cseceecs
7INC08440394 | 5.27 0.34 1426 0 8 0 511.578 8 CCOC(=0)[C@@H]1[C@H](CC2=C(C1=0)[C@@H]([C@H](C(=N2)C)C(=0)0CC)c3cncdcccecAn3)cbeccees
7INC08440394 | 543 158 2695 0 8 0 511.578 8 CCOC(=0)[C@@H]1[C@H](C=C2C(C1=0)[C@@H]([C@@H](C(=N2)C)C(=0)0CC)c3cncécccccdn3d)c5eceecs
ZINC08440392 4.35 0.36 -13.71 0 6 0 438.568 10 CCCCOclcee(cc1)C(=0)N2CCN(CC2)C(=0)c3ccc(cc3)0CCCC

ZINC00702509 4.32 -3.39 -17.17 2 6 0 490412 7 clec(enc1)CNC(=0)c2c3c(sc2NC(=0)COc4cec(cc4Cl)Cl)CCCC3

7ZINC08440388 | 5.11 0.03 5193 2 3 1 469.346 4 clccc2¢(c1)CC[NH+](C2)Cc3cce(cc3)C(=0)Nceee(ccd)l

ZINC08440387 | 5.31 13.77 24.68 1 8 0 511.578 8 CCOC(=0)[C@H]1[C@@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)0CC)c3cncdcccccdn3d)cseceecs
7INC08440387 | 543 0.14 1358 0 8 0 511.578 8 CCOC(=0)[C@H]1[C@@H](C=C2C(C1=0)[C@@H](C(C(=N2)C)C(=0)0CC)c3encécccccdn3d)checeecs
ZINC08440387 | 5.27 0.33 1555 0 8 0 511.578 8 CCOC(=0)[C@H]1[C@@H](CC2=C(C1=0)[C@@H]([C@H](C(=N2)C)C(=0)0CC)c3cnc4cccccn3)cbeceecs
7INC08440387 | 543 147 19.74 0 8 0 511.578 8 CCOC(=0)[C@H]1[C@@H](C=C2C(C1=0)[C@@H]([C@@H](C(=N2)C)C(=0)0CC)c3cncécccccdn3d)c5eceecs
ZINC00702507 | 3.88 39 1142 2 5 0 470392 5 clcc(cncl)CNC(=0)c2c3¢(sc2NC(=0) chccc(cc4)Br)CCCC3

7INC05944355 | 4.78 10.72 1179 2 5 0 447.604 6 CC(C)(C)clcce(cel)C(=0)Nc2c(c3c(s2) CCCC3)C(=0)NCehccenck

ZINC02062318 6.6 9.87 -11.39 1 4 0 461.29 3 clcc2c(cccc2Br)c(cl)c3nc4cec(ccc403)NC(=0)c5cec(cc5)F

ZINC00702501 | 4.01 079 1821 2 6 0 442.512 7 C[C@H](C(=0)Nc1c(c2c(s1)CCCC2)C(=0)NCe3ccco3)OcheccechF

7INC08440386 | 5.31 13.06 2234 1 8 0 511.578 8 CCOC(=0)[C@@H]1[C@@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)0CC)c3enchcccecdn3)c5eccecs
7INC08440386 | 543 034 12 0 8 0 511.578 8 CCOC(=0)[C@@H]1[C@@H](C=C2C(C1=0)[C@@H](C(C(=N2)C)C(=0)0CC)c3cnccccec4n3)c5eccecs
7INC08440386 | 5.27 012 1333 0 8 0 511.578 8 CCOC(=0)[C@@H]1[C@@H](CC2=C(C1=0)[C@@H]([C@H](C(=N2)C)C(=0)0CC)c3encécccccdn3d)checeecs
7INC08440386 | 543 1.04 1673 0 8 0 511.578 8 CCOC(=0)[C@@H]1[C@@H](C=C2C(C1=0)[C@@H]([C@@H](C(=N2)C)C(=0)0CC)c3cnchcccecdn3)c5eccecs
7INC08440385 | 6.14 2.8 136 0 8 0 535.666 10 CCN(CC)clcec(ccl)/C=c\2/c(=0)n3c(=NC(=C([C@H]3c4ccc(c(c4)0C)0C)C(=0)0CC)C)s2.
7INC02062317 | 6.14 3.03 141 0 8 0 535.666 10 CCN(CC)cLece(cel)/C=c\2/c(=0)n3c(=NC(=C([C@@H]3c4ccc(c(c4)0C)0C)C(=0)0CC)C)s2
ZINC00702500 | 4.01 079 1821 2 6 0 442.512 7 C[C@@H](C(=0)NclIc(c2¢(s1)CCCC2)C(=0)NCc3ccco3)OckeccccdF

ZINC05946151 5.58 11.79 -12.49 2 6 0 491.657 11 CCCCCCOcTcce(ccl)C(=0)Nc2e(c3c(s2)CCCC3)C(=0)NCeéccencd

ZINC08440383 6.07 0.94 -7.06 1 4 0 420.299 5 clcec(cc1)COc2c(cc(cc2Cl)Cl) /C=C(\C#N)/c3[nH]c4ccccc4n3

7ZINC08440382_| 7.38 0.43 9.56 1 4 0 537.255 5 Cclcec(ce1)COc2c(cc(cc2Br)/C=C(\C#N)/c3[nH]c4ccc(cc4n3)C)Br

ZINC08440381 | 9.12 2.09 -13.57 0 6 0 595.12 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(cc3)O0Cc4ccccScdecees)/s2) [C@H] 1cbecc(cc6)Cl)C
ZINC08440380 | 9.12 2.07 12.69 0 6 0 595.12 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(cc3)OCchccccsedecee5) /s2) [C@@H] Lebeee(ce6)CI)C
7INC08440379 | 7.38 2.01 1591 0 8 0 549.004 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)checc(cc4)Cl) /s2) [C@H] 1c5cecbe(c5)0C06)C
7INC08440378 | 6.15 12 1449 1 5 0 532413 4 CC1=NC2=C([C@@H](C1C(=0)Nc3ccc(cn3)Br)cdccec(c4)F)C(=0)C[C@@H](C2)c5eceecs
7INC08440378 | 6.33 0.01 1653 1 5 0 532.413 4 C=C1C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccce3)chccce(c4)F)C(=0)Ne5eec(cn5) Br
7INC02263440 | 6.42 333 169 0 8 0 517.559 8 CCclec2c(ccl0C(=0)c3ee(c(c(c3)0C)0C)OC)occ(c2=0)c4ncheccecssd

7INC08440377 | 7.38 2.05 1616 0 8 0 549.004 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)checc(cc4)Cl)/s2) [C@@H] 1c5ceche(c5)0C06)C
7INC08440376 | 8.14 2.66 166 0 8 0 633.77 10 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(c(c3)0C)OCchccecSehccecs) /s2) [C@H] Lebeee(ce6)N(C)CIC
ZINC08440375 8.14 2.64 -16.79 0 8 0 633.77 10 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(c(c3)0C)0Cc4ccce5e4ccee5)/s2)[C@@H] 1c6¢cc(cc6)N(C)C)C
ZINC02148492 5.84 3.65 -15.07 0 6 0 481.298 6 COclccc(cc10C)C(=0)0c2ccc3c(c2)occ(c3=0)c4ccc(cc4)Br

7INC08440374 | 7.48 3.01 19.87 0 10 0 593.061 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)checc(cc4Cl)[N+](=0)[0-])/s2) [C@H] Lc5cec(ce5)N(C)C)C
7ZINC08440373 | 7.48 3.07 19.32 0 10 0 593.061 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc(03)cdccc(cc4C[N+](=0)[0-])/s2) [C@@H]1c5cce(cc5)N(C)C)C
ZINC08440372 7.27 2.2 -15.98 0 8 0 609.498 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)c4ccc(cc4)Br)/s2) [C@H]1c5cce(c(c5)0C)0C)C
7ZINC00702490 | 5.87 487 -15.06 0 8 0 476.481 10 CCOC(=0)clc2ec(cccZocl c3cec(cc3)0C)OC(=0)ckecc(c(c4)0C)0C

ZINC08440371 | 7.27 2.16 1581 0 8 0 609.498 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)checc(cc4)Br)/s2) [C@@H] 1c5cec(c(c5)0C)0C)C
ZINC00659617 | 5.18 173 1376 0 7 0 470.572 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cccs3)/s2) [C@H] Lckcce(c(c4)0C)OC)C

ZINC02235961 5.88 4.04 -17.64 0 8 0 516.546 7 CCclcc2c(cc10C(=0)c3cee(c(c3)0C)0C)oc(c(c2=0)c4ccc5c(c4)0CCCO5)C

7INC00659622 | 5.18 174 1376 0 7 0 470.572 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cccs3)/s2)[C@@H] Tckcce(c(c4)0C)0C)C

ZINC06245601 | 4.98 8.84 19.21 1 6 0 476.023 9 Cclcec(ce1)S(=0)(=0)N(CC(=0)NCCSc2cccen2)c3cecc(c3)Cl

7ZINC08440370 | 6.15 159 1945 1 5 0 532413 4 CC1=NC2=C([C@H](C1C(=0)Nc3ccc(cn3)Br)ctccec(c4)F)C(=0)C[C@@H](C2)c5eceees

7INC08440370 | 6.15 146 1832 1 5 0 532.413 4 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccce3)chcccc(c4)F)C(=0)Ne5eec(en5) Br
7ZINC08440370 | 6.33 15 1727 1 5 0 532.413 4 C=C1C([C@@H](C2C(=N1)C[C@H](CC2=0)c3cccecd)checce(c4)F)C(=0)Nc5eee(cn5)Br

7INC08440370 | 6.33 -0.63 -17.96 1 5 0 532.413 4 C=C1C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccce3)chccee(c4)F)C(=0)Ne5eec(cn5) Br
ZINC08440369 7.04 10.24 -8.15 2 4 0 445.733 5 clec(cccle2e[nH]nc2c3cec(cc30)0Cc4ccc(cc4Cl)CI)Cl

7INC02062287 | 5.86 0.54 -16.56 0 3 0 432.353 3 clec(cc(cl)Cl)c2cec(02)/C=C/3\C(=0)N(C(=S)S3)cdcccc(c4)Cl

ZINC08440368 | 8.76 3.4 -13.96 0 5 0 643.95 10 clcee(c(c1)COc2ccc(cc2)c3cocdec(cc(c4c3=0)0Cc5ccccc5Cl)0Cc6ecccc6Cl)Cl

ZINC08440366 | 5.78 213 16.12 0 5 0 422.864 8 COclcec(cc10C)C(=0)0c2ecc(cc2)C(=0)/C=C/c3cccec3Cl

ZINC00659595 | 4.78 0.04 2058 1 7 0 438.867 6 COclcc(ce(c10C)0C)C(=0)Ne2ece(c(c2)c3nchccccc4o3)Cl

7INC08440365 | 6.2 14.47 1685 2 5 0 532.413 4 CC1=C([C@H](C2=C(N1)C[C@@H](CC2=0)c3ccccc3)cecee(c4)F)C(=0)Ne5eec(cn5)Br
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7INC08440365 | 6.33 -0.18 1251 1 5 0 532.413 4 C=C1C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccce3) checce(c4)F)C(=0)Nc5cec(cn5)Br
7INC08440365 | 6.33 143 1394 1 5 0 532.413 4 C=CIC([C@H](C2C(=N1)C[C@@H](CC2=0)c3ccccc3)checcc(c4)F)C(=0)Nc5eee(cn5)Br
ZINC08440365 | 6.15 -0.82 1551 1 5 0 532.413 4 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccce3)chccec(c4)F)C(=0)Ne5eec(en5) Br
7INC08440364 | 4.95 0 2029 1 7 0 432476 6 Cclec2c(celC)oc(n2)c3ccec(c3)NC(=0)chec(c(c(c4)0C)0C)0C

ZINC06159425 | 4.48 10.54 ~45.68 2 3 1 340.487 6 CC(C)(C)clcce(cc1)OC[C@H](C[NH+]2CCc3ccccc3C2)0

ZINC06159425 | 4.48 8.14 6.53 1 3 0 339.479 6 CC(C)(C)clece(cc1)OC[C@H](CN2CCc3cccec3C2)0

ZINC00659594 5.11 1 -12.53 0 3 0 409.61 3 clec2ceeenc2¢(c1)0C(=0)c3cc(cec3CNI

7INC06159424 | 4.48 10.29 ~46.03 2 3 1 340.487 6 CC(C)(C)clece(cc1)OC[C@@H](C[NH+]2CCc3cccec3C2)0

7INC06159424 | 4.48 7.83 6,51 1 3 0 339.479 6 CC(C)(C)clcce(cc1)OC[C@@H](CN2CCe3cccec3C2)0

ZINC02062267 5.99 -1.5 -17.35 1 5 0 457.711 4 COclccc(cc1)C(=0)Nc2cec3c(c2)nc(03)c4cc(ccc4Cl)Br

ZINC02062266 7.21 -1.82 -17.07 1 4 0 496.575 3 clec(c(cc1C(=0)Nc2ccc3c(c2)nc(03)c4ec(ccc4Cl)Br)Cl)Cl

ZINC08440363 6.35 -1.22 -16.52 1 4 0 441.712 3 Celccee(c1)C(=0)Nc2cce3c(c2)nc(03)cdec(ccc4Cl)Br

ZINC05917882_|_6.19 164 203 2 5 0 522.468 4 CC1(CC2=C([C@H](c3c(=0)[nH]c(nc3N2)SCc4cccccd)chece(ccs)Br)C(=0)C1)C
ZINC02062265 6.31 -2.08 -15.18 1 5 0 471.738 5 CCOclcec(cc1Br)C(=0)Nc2ccc3ce(c2)nc(03)c4ecccc4Cl

ZINC00659590 5.8 -1.29 -16.46 1 5 0 455.283 5 CCOclcce(cc1Br)C(=0)Nc2cce3c(c2)nc(o03)c4cccccaF

7INC05917844 | 6.19 164 2011 2 5 0 522.468 4 CC1(CC2=C([C@@H](c3¢(=0)[nH]c(nc3N2)SCeAcccccd)c5eec(cch)Br)C(=0)C1)C
7INC08440361 | 6.15 165 -18.96 1 5 0 532.413 4 CC1=NC2=C([C@H](CIC(=0)Nc3ccc(cn3)Br)cdcccc(c4)F)C(=0)C[C@H] (C2)c5eccecs
7INC08440361 | 6.33 145 17.46 1 5 0 532.413 4 C=CI1C([C@@H](C2C(=N1)C[C@@H](CC2=0)c3ccceed)checce(c4)F)C(=0)Ne5eee(cn5)Br
ZINC08440361 | 6.33 014 3322 1 5 0 532.413 4 C=C1C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccced) checce(c4)F) C(=0)Nc5cec(cn5)Br
7INC02225650 | 6.17 8.32 16.64 2 4 0 415301 3 clccc2e(c1)nc(s2)c3cc(ccc30)NC(=0)chec(cec4Cl)Cl

ZINC00702484 | 3.81 8.6 3577 2 7 0 441,553 5 CCScl[nH]c2c(c(=0)n1)[C@@H](C3=C(N2)CC(CC3=0)(C)C)cecc(c(c4)0C)0C
ZINC00702484 | 4.26 7.23 6343 1 7 1 440.545 5 CCScInc2¢(c(n1)[0-])[C@@H](C3=C(N2)CC(CC3=0)(C)C)c4cce(c(c4)0C)0C

ZINC02062260 717 -0.72 -20.54 1 5 0 436.511 7 CCCCOclcec(cc1)C(=0)Nc2cce3c(c2)nc(o3)c4ccce5cdececs

ZINC02062259 7.49 -2.46 -11.83 1 4 0 569.196 3 cleec2c(cl)cccc2e3ncdec(cecc403)NC(=0)c5cc(ccc51)Br

ZINC00702480 | 5.07 136 17.99 2 5 0 436.364 2 CC1(CC2=C([C@H](c3¢(=0)[nH]c(nc3N2)SC)c4ccc(c(c4)CI)CI)C(=0)CT)C

ZINC08440359 9.74 1.85 -13.06 1 3 0 535.046 5 cleec(ccl)c2e(ne([nH]2)c3c4cccecde(c5c3ecce5)Cl)ebece(ce6)C(=0)c7cccec?

ZINC08440359 | 9.74 1.94 3441 2 3 1 536.054 5 c1cec(cel)c2¢([nH+]c([nH]2)c3c4cccccdc(c5e3ccees)Cl)cbeec(cc)C(=0)c7cecec?
7ZINC08740856 | 7.82 15.26 8.24 1 3 0 422915 5 clcce(cel)c2e(ne([nH]2)c3cce(ccd)Clchecc(ccd) Ocs ceeces

ZINC08740856 | 7.82 15.64 32.91 2 3 1 423.923 5 clcec(ccl)c2e([nH]c([nH+]2)c3cce(ce3)Cl)c4ccc(ccd) Ocseccecs

7INC02062255 | 6.43 4.86 9.06 0 6 0 448563 9 CCOC(=0)C1=C(N(C(=C(C1c2cce(cc2)N(C)C)C(=0)0CC)C)c3eccce3)C

ZINC00702481 | 5.07 136 -17.98 2 5 0 436.364 2 CC1(CC2=C([C@@H](c3¢(=0)[nH]c(nc3N2)SC)céecc(c(c4)CCC(=0)C1)C

ZINC08440357 5.01 0.65 -14.68 0 6 0 450.56 11 COclccccc10CCn2c3cccce3nc2SCCOc4ccccc40C

ZINC08440356 7.7 241 -13.97 0 6 0 610.961 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(n(c3C)c4ccc(cc4)Br)C)/s2) [C@H]1c5ccece5Cl)C
ZINC08440355_| 7.32 1841 19.74 1 7 0 562.666 8 CCOC(=0)[C@H]1[C@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)0CC)c3cccdc(c3)c5eecce5n4C)cbecceeh
ZINC08440354 7.7 241 -14.77 0 6 0 610.961 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(n(c3C)c4ccc(cc4)Br)C) /s2)[C@@H]1c5ccecc5CC
7INC08440353 | 95 2.6 1147 0 6 0 735.103 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(n(c3chcccceh)c5ecc(ceS)Br)cbeecec6)/s2) [C@H] 1e7cceec7CIC
ZINC00702477 | 4.64 10.83 3395 2 6 0 438597 5 CCN(CC)cIccc(cc]) [C@@H]2c3c([nH]c(nc3=0)SC)NC4=C2C(=0)CC(C4)(C)C

7ZINC00702477 | 5.09 9.56 63.99 2 6 0 438597 5 CC[NH+](CC)cIcce(cel) [C@@H]2¢3c(nc(ne3[0-])SCINCA=C2C(=0)CC(C4)(C)C
ZINC00702477 | 5.09 9.45 6449 1 6 1 437.589 5 CCN(CC)cIccc(ccl) [C@@H]2c3c(nc(nc3[0-])SC)NC4=C2C(=0)CC(C4)(C)C

7INC00702477 | 4.64 10.94 64.89 3 6 0 439.605 5 CC[NH+](CC)cIece(cel) [C@@H]2¢3c([nH]c(nc3=0)SC)NC4=C2C(=0)CC(CA)(C)C
ZINC00702474 | 5.16 11.77 3377 2 6 0 459.571 6 CCScl[nH]c2c(c(=0)n1) [C@@H](C3=C(N2)CCCC3=0)c4ccc(cc4) OCc5cceees

7INC00702474 | 5.62 10.39 63.18 1 6 1 458.563 6 CCSclnc2¢(c(n1)[0-])[C@@H](C3=C(N2)CCCC3=0)c4cec(cc4)OCc5eccees

7INC08440352 | 9.5 2.64 14.07 0 6 0 735.103 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(n(c3ckcccccd)c5ecc(cc5)Br)cbeecec6) /s2) [C@@H] 1c7ccccc7Cl)C
7ZINC00702475 | 5.16 11.76 -33.85 2 6 0 459.571 6 CCScl [nH]c2¢(c(=0)n1)[C@H](C3=C(N2)CCCC3=0)ckccc(cc4)0Cc5eccecs

ZINC00702475 | 5.62 10.38 -63.38 1 6 1 458.563 6 CCScInc2c(c(n1)[0-])[C@H](C3=C(N2)CCCC3=0)c4ccc(cc4)0Cc5cceees

ZINC00659579 | 6.46 122 1443 0 6 0 507.793 5 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)Br)/s2) [C@H] LcdcccccACl)C

ZINC00659581 | 6.46 123 14,34 0 6 0 507.793 5 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)Br) /s2)[C@@H] Ic4ccccc4Cl)C

ZINC00823055_| 5.74 2.32 1378 0 6 0 442.924 5 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)C)/s2)[C@H] LchcccecaC)C

ZINC08440351 | 6.43 0.72 2268 2 5 0 492.044 4 Cclccec(c1) [C@H]2c3¢(=0)[nH]c(nc3NC4=C2C(=0)CC(C4)(C)C)SCe5eecec5Cl
ZINC00823057 | 5.74 231 1458 0 6 0 442.924 5 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)C) /s2)[C@@H] Lcdcccec4C)C

7INC02062206_| 7.38 2.8 2697 0 10 0 580.018 8 CCOC(=0)CI=C(N=c2n(c(=0)/c(=C/c3ccc(03)chccc(ccA[N+](=0)[0-])0C)/s2) [C@H]1c5ccecc5CIC
7INC02062208 | 7.38 2.84 2575 0 10 0 580.018 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)checc(cc4[N+](=0)[0-])0C) /52) [C@@H] 1c5cccec5CHC
ZINC08440350 | 6.43 072 23.03 2 5 0 492.044 4 Cclcccc(c1)[C@@H]2¢3¢(=0) [nH]c(nc3NC4=C2C(=0)CC(C4)(C)C)SCc5cccec5Cl
ZINC08440349 | 7.32 1933 233 1 7 0 562.666 8 CCOC(=0)[C@@H]1[C@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)0CC)c3cccéc(c3)c5ecccc5n4C)cheecect
ZINC02062198 8.25 1.63 -16.07 0 6 0 583.891 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)c4cce(cc4d)Br)/s2) [C@H]1c5ccece5C1)C
7INC02062200 | 8.25 1.68 1591 0 6 0 583.891 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)checc(ccd)Br) /s2) [C@@H] 1c5eceec5CC
ZINC02062194 | 7.26 14.18 5.87 0 2 0 424.371 2 C[C@@]1(CC(N(c2clccec2)C(=0)c3cec(ce3Cl)CI)(C)C)checccck

7INC02062195 | 7.26 14.16 5.78 0 2 0 424371 2 C[C@]1(CCN(c2cTeecc2)C(=0)c3cec(ce3C)C(C)C)checceck

ZINC05917888 7.66 -0.85 -24.06 2 6 0 584.141 7 CC1(CC2=C([C@H](c3c(=0)[nH]c(nc3N2)SCc4ccccc4Cl)c5ece(ce5)0Cc6ecccc6)C(=0)C1)C
ZINC02062192 6.97 -1.55 -12.74 1 5 0 506.183 5 CCOclccc(cc1Br)C(=0)Nc2cce3ce(c2)nc(o03)c4ecc(cc4Cl)Cl

ZINC05917848 7.66 -0.85 -24.44 2 6 0 584.141 7 CC1(CC2=C([C@@H](c3c(=0)[nH]c(nc3N2)SCc4ccccc4Cl)c5ecc(cc5)0Cc6ecccc6)C(=0)C1)C
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7INC08440347 | 7.32 19.34 -23.02 1 7 0 562.666 8 CCOC(=0)[C@H]1[C@@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)0CC)c3cccéc(c3)c5cccccsn4C)checeech
ZINC00659570 517 1.16 -12.95 0 3 0 423.637 3 Celccc2ccce(c2n1)0C(=0)c3cc(ccc3CDI

ZINC02062185 6.65 -1.97 -13.13 1 4 0 488.712 3 Cclccc2c(cl)oc(n2)c3cec(cc3)NC(=0)c4cc(cec4Cl)I

7INC00702472_| 5.92 0.14 232 2 5 0 475589 4 Cclccee(c1)[C@H]2¢3¢(=0)[nH]c(nc3NC4=C2C(=0)CC(C4)(C)C)SCe5eccecSF

ZINC08440343 4.58 9.41 -7.58 3 4 0 256.419 10 cccceecceesclng([nHn1)N

7INC00702473 | 5.92 0.13 2358 2 5 0 475.589 4 Cclccee(c1) [C@@H]2c3¢(=0)[nH]c(nc3NC4=C2C(=0)CC(C4)(C)C)SCe5eceecF

ZINC08440341 | 6.32 3.83 -15.02 0 8 0 595.479 5 CCOC(=0)C1=C(C2[C@H]3[C@H](C1([C@@H]4[C@@H]2C(=0)N(C4=0)c5ccc(c(c5)CI)C)C)C(=0)N(C3=0)cbeee(c(c6)CHC)C
7INC08440340 | 6.32 15.16 1542 0 8 0 595479 5 CCOC(=0)C1=C(C2[C@@H]3[C@@H](C1([C@H]4[C@@H]2C(=0)N(C4=0)c5ccc(c(c5)C1)C)C)C(=0)N(C3=0)cbeee(c(c6)CHC)C
ZINC08440339_|_6.32 4.03 1551 0 8 0 595.479 5 CCOC(=0)C1=C(C2[C@H]3[C@@H](C1([C@@H]4[C@@H]2C(=0)N(C4=0)c5ccc(c(c5)CI)C)C)C(=0)N(C3=0)cbeee(c(c6)CHC)C
7INC08440338_| 6.32 3.92 1157 0 8 0 595.479 5 CCOC(=0)C1=C(C2[C@@H]|3[C@@H](C1([C@@H]4[C@@H]2C(=0)N(C4=0)c5cce(c(c5)CNC)C)C(=0)N(C3=0)cbece(c(c6)CI)C)C
7INC08440337 | 7.32 18.62 2174 1 7 0 562.666 8 CCOC(=0)[C@@H] 1[C@@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)OCC)c3ccche(c3)cbeccecsn4C)cbeccect
ZINC00702470 | 5.31 0.12 22556 2 7 0 521.614 6 CC1(CC2=C([C@H](c3¢(=0)[nH]c(nc3N2)SCc4cceccdF)c5ecec(c50C)0C)C(=0)C1)C

ZINC08440336_| 7.23 16.82 14.24 0 8 0 582.697 7 CCOC(=0)C1=C(C2[C@@H]3[C@@H](C1([C@H]4[C@@H]2C(=0)N(C4=0)c5ccc(cc5)C(C)C)C)C(=0)N(C3=0)cbeee(cc6)C(C)C)C
7INC08440335_| 7.23 5.14 17.98 0 8 0 582.697 7 CCOC(=0)C1=C(C2[C@H]3[C@@H](C1([C@@H]4[C@@H]2C(=0)N(C4=0)c5ccc(cc5)C(C)C)C)C(=0)N(C3=0)cbeec(cc6)C(C)C)C
ZINC00702471 | 5.31 0.13 231 2 7 0 521.614 6 CC1(CC2=C([C@@H](c3c(=0)[nH]c(nc3N2)SCc4cccccF)c5ecec(c50C)0C)C(=0)C1)C

ZINC02062178 5.48 11.96 -26.37 1 5 0 371.525 11 CCCCCCCCCCC(=0)Nclc(n(n(c1=0)c2ccccc2)C)C

7INC08440334 | 5.55 5.99 17.47 0 10 0 699.8 9 Cclcc2c(cc1C)N(C(C3=C2C4(C(=C(S3)C(=0)0C)C(=0)0C)SC(=C(S4)C(=0)0C)C(=0)0C) (C)C)C(=0)c5ecec(c5)F
ZINC05917880 | 6.66 117 17.87 2 5 0 512462 4 CC1(CC2=C([C@H](c3¢(=0)[nH]c(nc3N2)SCcdcccecd)csece(c(c5)CHCI)C(=0)C1)C

ZINC05917841_|_6.66 116 -17.93 2 5 0 512.462 4 CC1(CC2=C([C@@H](c3¢(=0)[nH]c(nc3N2)SCcécccced)c5ece(c(c5)Cl)CI)C(=0)C1)C

7ZINC00702469 | 3.59 8.51 1456 3 7 0 426542 4 CC1(CC2=C([C@@H](c3¢(nc(nc3N2)SC)N)ceec(c(c4)0C)0C)C(=0)C1)C

ZINC00659550 4.35 1.81 -17.87 0 7 0 445.537 9 COclcc(cec10C(=0)c2cc(c(c(c2)0C)0C)0C)C(=S)N3CCCCC3

ZINC00702465 | 4.49 063 27.09 2 7 0 493.56 6 COclccc(cc10C) [C@@H]2¢3¢(=0) [nH]c(nc3NC4=C2C(=0)CCC4)SCe5ccecc5F

ZINC08440332 | 4.17 2.67 -15.1 0 6 0 423.472 3 Cclccc2c(cl)/C(=C/c3nc4ccccc4c(=0)n3c5ccc(cc5)0C) /C(=0)N2C

ZINC08440331 413 249 -15.12 0 6 0 423.472 4 CCN1c2ccecc2/C(=C/c3ncdeccec4e(=0)n3c5ccc(cc5)0C)/C1=0

ZINC08440330 5.74 2.8 -16.67 0 5 0 435.527 4 Cclccec(cl)n2c(nc3cccce3c2=0)/C=C/c4c(n(c5c4cc(cc5)0C)C)C

7ZINC08440329 | 6.62 3.18 6006 0 4 1 430.789 4 Cclcec2e(cl)c(ce(n2)c3ccc(o3)cdecc(c(c4)C(F) (F)F)CI)C(=0)[0-]

ZINC08440328 6.44 3.19 -12.74 0 4 0 453.545 5 clcec(ccl)Cn2cc(c3c2ccce3) /C=C\c4ncSceccc5¢c(=0)n4c6eccechd

7INC02840318 | 5.79 344 1649 1 5 0 450372 6 clccc2c(c1)nc(02)SCC(=0)Ne3ncc(s3) Cedecc(cc4CCl

ZINC08974968 6.92 11.32 -15.63 2 6 0 445.544 8 Ccleec2¢(c1)sc(n2)NC(=0)[C@H](Cc3ccccc3)NC(=0)0Cc4cccecd

7INC08440326 | 5.84 ~0.03 1201 1 2 0 562.112 5 CCL([C@@]2(CC[C@]1([C@@H]2Br)C(=0)Ne3cec(cc3)SC(F)F)C(Br)Br)C

7INC08440325 | 5.13 12 -10.63 0 7 0 496.398 11 CCCOclcc(c(cc10C) [C@@H]2C(C(=NC(=C2C(=0)0CC)C)C)C(=0)0CC)Br

7INC08440325 | 5.13 117 -10.73 0 7 0 496.398 11 CCCOclce(c(cc10C)[C@H]2C(C(=NC(=C2C(=0)0CC)C)C)C(=0)0CC)Br

7INC08440325 | 5.31 -0.04 8.94 0 7 0 496.398 11 CCCOcTcc(c(cc10C)[C@H]2C(C(=NC(=C)C2C(=0)0CC)C)C(=0)OCC)Br

7ZINC08974967 | 6.92 11.32 15.64 2 6 0 445544 8 Cclece2e(cl)sc(n2)NC(=0)[C@@H](Cc3ccece3)NC(=0)OCcdcccecd

ZINC08440323_| 5.84 022 816 1 2 0 562.112 5 CC1([C@]2(CC[C@@]1([C@@H]2Br)C(=0)Nc3ccc(cc3)SC(F)F)C(Br)Br)C

ZINC08440321 | 6.19 16.14 37.99 2 6 1 572.925 6 Cclccc(ccl)C2=NN([C@H](C2)c3ccc(cc3)Cl)C(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5cec(c(c5)ChCl
7INC08440320 | 6.19 16.12 -40.08 2 6 1 572.925 6 Cclcec(cel)C2=NN([C@@H](C2)c3ccc(cc3)Cl)C(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5cce(c(c5)CCl
7INC08440319 | 5.41 137 741 1 3 0 549.916 3 CCL([C@@)]2(CC[C@]1([C@@H]2Br)C(=0)Nc3c(cc(cn3)CCHC(Br)Br)C

7INC08440318 | 5.69 15.79 -36.69 2 6 1 582.931 6 Cclcec(cel)C2=NN([C@H](C2)c3cec(cc3)CI)C(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5ccec(c5)Br
7INC08440317 | 5.69 15.77 38.81 2 6 1 582.931 6 Cclccc(ccl)C2=NN([C@@H](C2)c3ccc(ce3) CI)C(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5ccec(c5) Br
ZINC08440316 | 5.62 13.36 -18.84 2 7 0 574.475 6 CC1=C([C@H](C2=C(N1)C[C@H](CC2=0)c3cccce3)checc(cc40C)0C)C(=0)Nc5ece(cn5) Br

7INC08440316 | 5.76 067 1211 1 7 0 574475 6 COclcce(c(c1)0C) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)Nc4ccc(cn4) Br)C[C@H](CC3=0)c5eccecs
ZINC08440315_| 5.41 138 -6.05 1 3 0 549.916 3 CC1([C@]2(CC[C@@]1([C@@H]2Br)C(=0)Nc3c(cc(cn3)CHC)C(Br)Br)C

7INC08440314 | 6.19 16.19 3712 2 6 1 572.925 6 Cclccc(ccl)C2=NN([C@H](C2)c3ccc(cc3)Cl)C(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5cc(ce(c5)ChCl
7INC08440313 | 6.19 16.17 39.01 2 6 1 572.925 6 Cclcec(cel)C2=NN([C@@H](C2)c3ccc(cc3)C)C(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5cc(ce(c5)CCl
7INC08440312_| 5.14 2.68 -8.29 1 3 0 541.147 3 CCL([C@@)2(CC[C@]1([C@@H]2Br)C(=0)Nc3nc4c(s3)CCCC4)C(Br)Br)C

7INC08440311 | 5.71 158 3723 2 6 1 582.931 6 Cclcec(cel)C2=NN([C@H](C2)c3ccc(cc3)CI)C(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5ccc(cc5)Br
ZINC08440310 | 5.71 15.78 39 2 6 1 582.931 6 Cclcec(ccl)C2=NN([C@@H](C2)c3cce(cc3)CHC(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5ccc(cc5)Br
ZINC08440308_| 4.94 162 104 1 3 0 524.091 5 CC1([C@@]2(CC[C@]1([C@@H]2Br)C(=0)NCc3ccc(cc3)0C)C(Br)Br)C

7INC08440307 | 5.07 15.22 3951 2 6 1 522.025 6 Cclece(ccl)C2=NN([C@@H](C2)c3ccc(ce3) C)C(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5cec(cc5)F
ZINC08440307 | 5.07 1531 1451 1 6 0 521.017 6 [H]/N=C(/N1[C@@H](CC(=NT)c2ccc(cc2)C)c3cec(ce3)Cl)\S[C@@H]4CC(=0)N(C4=0)c5ecc(cch)F
ZINC08440305 | 5.62 13.35 -18.61 2 7 0 574.475 6 CC1=C([C@@H](C2=C(N1)C[C@H](CC2=0)c3cccce3)cecc(cc#0C)0C)C(=0)Ne5eee(cn5)Br

ZINC08440305 | 5.76 -0.63 1311 1 7 0 574.475 6 COclcee(c(c1)0C) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)Nc4cee(cn4) Br) C[C@H] (CC3=0)c5eccecs
ZINC08440305 | 5.76 187 1315 1 7 0 574475 6 COclece(c(c1)0C) [C@@H]2C3C(=NC(=C)C2C(=0)Nc4cce(cnd)Br)C[C@H](CC3=0)c5eceecs

ZINC02666668 | 4.94 182 -6.41 1 3 0 524.091 5 CC1([C@]2(CC[C@@]1([C@@H]2Br)C(=0)NCc3ccc(cc3)0C)C(Br)Br)C

ZINC08440303_| 5.56 15.69 36.7 2 6 1 538.48 6 Cclccc(ccl)C2=NN([C@H](C2)c3ccc(cc3)Cl)C(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5cccc(c5)Cl
ZINC08440301 | 5.56 15.67 -38.85 2 6 1 538.48 6 Cclcec(cel)C2=NN([C@@H](C2)c3ccc(cc3)C)C(=[NH2+])S[C@@H]4CC(=0)N(C4=0)c5ccec(c5)Cl
ZINC08440299 | 6.28 17.32 -34.83 2 7 1 555.724 12 CCCCCCOc cec(cc1)N2C(=0)C[C@@H] (C2=0)SC(=[NH2+])N3[C@@H](CC(=N3)ckcccccd)c5eecees
ZINC08440297 | 5.69 12.17 -7.85 0 2 0 540.178 2 C[C@@]12C[C@@H](CC(C1)(C)C)N(C2)C(=0)[C@@]34CC[C@@]([C@@H]3Br)(C4(C)C)C(Br)Br
7INC08440296 | 5.62 13.35 18.92 2 7 0 574.475 6 CC1=C([C@H](C2=C(N1)C[C@@H](CC2=0)c3cccce3)cecc(cc40C)OC)C(=0)Ne5eee(cn5)Br

7INC08440296 | 5.76 067 1198 1 7 0 574.475 6 COclcee(c(c1)0C)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)Nc4cee(cn4) Br)C[C@@H] (CC3=0)c5cceec5,
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ZINC08440295 | 5.06 1491 -35.09 2 6 1 524.453 6 clcce(cc1)[C@H]2CC(=NN2C(=[NH2+])S[C@@H]3CC(=0)N(C3=0)cécec(c(c4)Cl)Cl)c5eceecs
7INC08440294 | 5.06 1491 3677 2 6 1 524.453 6 clcec(cc1)[C@@H]2CC(=NN2C(=[NH2+])S[C@@H]3CC(=0)N(C3=0)cécec(c(c4)CCl)c5eccecs
7INC08440293 | 5.69 11.98 854 0 2 0 540.178 2 C[C@]12C[C@H](CC(C1)(C)C)N(C2)C(=0)[C@@]34CC[C@@] ([C@@H]3Br)(C4(C)C)C(Br)Br
7INC02666666 | 4.36 191 437 1 2 0 446.021 4 CCCNC(=0)[C@]12CC[C@]([C@@H]1Br)(C2(C)C)C(Br)Br

7INC08440288 | 5.06 14.95 3421 2 6 1 524.453 6 clcce(cc1)[C@H]2CC(=NN2C(=[NH2+])S[C@@H]3CC(=0)N(C3=0)c4cc(cc(c4)Cl)Cl)checeecs
7INC08440287 | 5.06 14.95 3574 2 6 1 524.453 6 clcec(cc1)[C@@H]2CC(=NN2C(=[NH2+])S[C@@H]3CC(=0)N(C3=0)cécc(cc(c4)CCl)c5eccecs
ZINC08440286_| 5.58 181 1191 1 7 0 574.475 6 CC1=NC2=C([C@H](C1C(=0)Nc3ccc(cn3)Br)cdcec(cc40C)0C) C(=0)C[C@H] (C2)c5ececcs

7INC08440286 | 5.76 033 1939 1 7 0 574.475 6 COclcee(c(c1)0C) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)Nc4ecc(cnd) Br)C[C@@H] (CC3=0)c5eceecs
ZINC08440286 | 5.76 158 1353 1 7 0 574.475 6 COclcee(c(c1)0C) [C@@H]2C3C(=NC(=C)C2C(=0)Nccec(cn4)Br)C[C@@H] (CC3=0)c5eccecs
ZINC00659536 4.77 -1.09 -9.04 1 5 0 496.304 5 cleec(ce1)COc2ccccc2/C=C\3/C(=0)NN(C3=0)c4ccc(ccd)l

7INC08440285 | 4.36 17 8.53 1 2 0 446,021 4 CCCNC(=0)[C@@]12CC[C@@]([C@@H] 1Br)(C2(C)C)C(Br)Br

ZINC00659531 | 6.43 3.34 -18.09 0 5 0 550.433 4 CCOclcc(cc(c10C))C2C3=C(CC(CC3=0)(C)C)0C4=C2C(=0)CC(C4)(C)C

ZINC02062159 8.18 0.58 -8.58 1 3 0 528.479 4 CC1(CC2=C([C@H](Nc3c2c4cccccdec3)c5eee(cc5)0Cc6ecc(cc6Cl)CC(=0)C1)C

7INC02062160 | 8.18 0.57 8.93 1 3 0 528.479 4 CC1(CC2=C([C@@H](Nc3c2c4ccecchcc3)c5ecc(ce5)0Cehecc(cc6ChCNC(=0)C1)C

ZINC08440284 5.24 0.85 -27.41 2 5 0 438.474 9 CCCCOclcee(cc1)C(NC(=0)c2ccccc2F)NC(=0)c3ccccc3F

7INC08440282 | 53 058 10.89 1 5 0 517.15 4 CCOclcc(cc(c10)1)/C=C/2\C(=NN(C2=0)c3cce(c(c3)C)CC

7INC05946144 | 6.1 16 12.79 3 4 0 478.795 12 CCCCCCC(=0)N[C@H](C(CI)(CI)CNNC(=S)NcIccee(c1)C(F) (F)F

7INC05946142 | 6.1 10.61 1698 3 4 0 478.795 12 CCCCCCC(=0)N[C@@H](C(CD)(CHCNC(=S)Nelceee(c)C(F)(F)F

ZINC00659496 | 4.58 0.23 -17.88 1 6 0 518.742 3 Cclc(c(n(n1)c2ccc(cc2)1)0)/C=C\3/C(=NN(C3=0)c4cccc(c4)CI)C

ZINC08440274 | 4.56 9.24 1843 2 8 0 511.003 7 CclcccccINS(=0)(=0)c2cee(c(c2)OC)N/C=C/3\C(=NN(C3=0)c4ccc(cc4)CI)C

7INC08440274 | 4.56 921 22.37 2 8 0 511.003 7 CclcccccINS(=0) (=0)c2cec(c(c2) 0C)N/C=C\3/C(=NN(C3=0)c4ccc(cc4)CI)C

ZINC08440274 | 4.56 9.27 5312 1 8 1 509.995 7 =0)(=0)c2ccc(c(c2)0C)N/C=C\3/C(=NN(C3=0)c4ccc(cc4)C)C

7INC08440274 | 4.56 9.29 49.42 1 8 1 509.995 7 )(=0)c2cec(c(c2)0C)N/C=C/3\C(=NN(C3=0)c4ccc(cc4)CI)C

7INC08440273 | 4.61 917 1859 2 8 0 511.003 7 Cclccc(ccl)NS(=0) (=0)c2cec(c(c2)0C)N/C=C/3\C(=NN(C3=0) chccc(cc4)CHC

7INC08440273 | 4.61 9.14 23.08 2 8 0 511.003 7 Cclcec(ccl)NS(=0)(=0)c2cec(c(c2) 0C)N/C=C\3/C(=NN(C3=0)c4ccc(cc4)CI)C

ZINC08440273 | 4.61 9.19 53.84 1 8 1 509.995 7 Cclcec(ccl)[N-]S(=0) (=0)c2cce(c(c2)OC)N/C=C\3/C(=NN(C3=0)ckccc(cc4)CI)C

7INC08440273 | 4.61 921 50.11 1 8 1 509.995 7 Cclcec(ccl)[N-]S(=0)(=0)c2cec(c(c2)OC)N/C=C/3\C(=NN(C3=0)c4ccc(cc4)CI)C

ZINC08440272_| 5.92 2.66 1539 3 4 0 596.627 8 clce(ce(cD)I)C(=0)N[C@H](C(C)(CNCINC(=S)Ne2ccec(c2) C(F) (F)F

ZINC00659475 | 4.39 0.32 182 1 6 0 518.742 3 Cclc(c(n(n1)c2ccc(cc2)1)0)/C=C\3/C(=NN(C3=0)c4ccc(cc4)CI)C

ZINC08440271 6.19 -1.01 -22.24 1 7 0 544.051 7 CclccencINC(=0)C2[C@@H](C3=C(CCCC3=0)N=C2C)c4ccc(c(c4)COc5ccc(cc5)Cl)0C

7INC08440271 | 6.19 139 2217 1 7 0 544.051 7 CclccencING(=0)C2=C(N=C3CCCC(=0)C3[C@H]2c4ccc(c(c4)COc5ccc(cc5)CI)0C)C

ZINC08440271 6.37 -2.24 -20.73 1 7 0 544.051 7 CclceencINC(=0)C2[C@@H](C3C(=NC2=C)CCCC3=0)c4ccc(c(c4)COc5ccc(cc5)Cl)0C

ZINC08440270 | 5.92 2.66 116 3 4 0 596.627 8 cIcc(ce(c1)I)C(=0)N[C@@H] (C(CI)(C CNC(=S)Nc2ccee(c2) C(F) (F)F

7INC08440264 | 4.85 ~0.66 -18.92 2 6 0 473356 8 CCOcTcec(cc10C)C(NC(=0)c2ccee(c2) CHNC(=0)c3ecec(c3)Cl

7INC08440259 | 6.23 14.2 3149 2 7 0 544.051 7 CclccencINC(=0)C2=C(NC3=C([C@@H]2c4ccc(c(c4)COc5cec(cc5)Cl)0C)C(=0)CCC3)C

7INC08440259 | 6.37 184 -15.82 1 7 0 544.051 7 CclccencINC(=0)C2[C@H](C3C(=NC2=C)CCCC3=0)c4cec(c(c4)COc5ece(ce5)CI)OC

7INC08440258 | 7.86 446 -17.76 1 6 0 572.686 10 clcec(ccl)Cc2cccec2)c3nc(c(03)NCeecec(c4)0c5eccecs)S(=0) (=0)cbeceect

7INC08440257 | 4.52 9.08 2518 2 8 0 490.585 7 Cclcec(cc1C)N2C(=0)/C(=C\Ne3cec(cc30C)S(=0)(=0)Nedcececd) /C(=N2)C

7INC08440257 | 4.52 921 20.96 2 8 0 490.585 7 Cclcec(cc1C)N2C(=0)/C(=C/Ne3cec(cc30C)S(=0) (=0)Nc4cceecd) /C(=N2)C

ZINC00702456 | 5.19 -3.05 15.03 3 6 0 509.242 10 CCOC(=0)clccc(cc INC(=S)N[C@H](C(CD)(CHCNC(=0)c2ccce(c2)Cl

ZINC00702455 | 5.19 -3.05 168 3 6 0 509.242 10 CCOC(=0)clcec(cc1)NC(=S)N[C@@H](C(CI)(CHCINC(=0)c2cccc(c2)Cl

7INC08440254 | 3.79 207 19.94 3 9 0 550.848 12 COcTec(cc(c10C)0C)C(=0)N[C@H](C(CH(CI)CNC(=S)Nc2cee(cc2)C(=0)0C

ZINC08440253 | 6.48 15.62 2139 1 9 0 585.653 12 CCOC(=0)[C@H] 1[C@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)OCC)c3ccc(03)COckecc(cc4)0C) cheececs
ZINC08440253 | 6.44 2.16 1333 0 9 0 585.653 12 CCOC(=0)[C@H]1[C@H](CC2=C(C1=0)[C@@H]([C@@H](C(=N2)C)C(=0)0CC)c3ccc(03)COckccc(cc4)0C) checeecs
ZINC08440253 | 6.6 3.47 1845 0 9 0 585.653 12 CCOC(=0)[C@H]1[C@H](C=C2C(C1=0)[C@@H]([C@H](C(=N2)C)C(=0)0CC)c3ccc(03)COckccc(cc4)0C)checcecs
7INC08440253 | 6.6 2.06 13.05 0 9 0 585.653 12 CCOC(=0)[C@H]1[C@H](C=C2C(C1=0)[C@@H](C(C(=N2)C)C(=0)0CC)c3ccc(03)COchccc(ccd) OC) c5eccecs
7INC08440248 | 3.79 207 -19.84 3 9 0 550.848 12 COclcc(cc(c10C)0C)C(=0)N[C@@H](C(CI)(CHCINC(=S)Nc2cec(cc2)C(=0)0C

7INC08440246 | 4.33 9.39 2055 2 8 0 490.585 7 Cclcec(ccl)N2C(=0)/C(=C/Nc3cec(cc30C)S(=0)(=0)Nedeceec4C) /C(=N2)C

7INC08440246 | 4.33 937 -25.05 2 8 0 490.585 7 Cclcec(cc1)N2C(=0)/C(=C\Nc3cec(ce30C)S(=0) (=0)Nceccec4C) /C(=N2)C

7INC08440246 | 4.33 9.42 -55.65 1 8 1 489577 7 Cclcec(cc)N2C(=0)/C(=C\Nc3cec(cc30C)S(=0)(=0)[N-]checcccaC) /C(=N2)C

7INC08440246 | 4.33 9.45 519 1 8 1 489577 7 Cclcec(cc1)N2C(=0)/C(=C/Nc3cec(cc30C)S(=0) (=0)[N-]chcccec4C) /C(=N2)C

7ZINC00702452_| 5.05 34 -17.88 3 5 0 494.831 8 CC(=0)clccc(cc1)NC(=S)N[C@H](C(CI)(CHCINC(=0)c2cccc3c2eceed

7INC08440243 | 3.99 10.08 134 1 5 0 450.134 3 Cclcec(cc1)N2C(=0)/C(=C\Nc3c(cc(cn3)Br)Br) /C(=N2)C

7ZINC08440243 | 3.99 10.11 1291 1 5 0 450.134 3 Cclcec(cc1)N2C(=0)/C(=C/Nc3c(cc(cn3)Br)Br) /C(=N2)C

ZINC00830700 3.55 0.78 -16.5 1 7 0 494.576 4 Cclcec(ccl)n2c¢(c(c(n2)C)C=C3C(=0)N(C(=S)N(C3=0)c4ccccc4)cSccece5)0

7INC08440241 | 6.48 16.45 21.34 1 9 0 585.653 12 CCOC(=0)[C@@H]1[C@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)0CC)c3ccc(03)COckecc(cc4)0C) ceceecs
ZINC08440241 | 6.6 4.14 276 0 9 0 585.653 12 CCOC(=0)[C@@H]1[C@H](C=C2C(C1=0)[C@@H]([C@@H](C(=N2)C)C(=0)0CC)c3ccc(03) COchcec(cc4)OC) c5eccecs
7INC08440241 | 6.6 25 127 0 9 0 585.653 12 CCOC(=0)[C@@H]1[C@H](C=C2C(C1=0)[C@@H](C(C(=N2)C)C(=0)0CC)c3ccc(03)COckeec(cc4)0C) ceceecs
ZINC00702451 | 5.05 344 -18.13 3 5 0 494.831 8 CC(=0)clccc(cc)NC(=S)N[C@@H](C(CI)(CICINC(=0)c2cccc3c2ecec3

7INC08440238 | 4.63 343 1596 3 5 0 438.808 11 CCCCCC(=0)N[C@H](C(CI)(C)CINC(=S)NcLcce(cel)C(=0)C

ZINC08440235_| 4.63 343 1561 3 5 0 438.808 11 CCCCCC(=0)N[C@@H](C(CI)(CHCINC(=S)Nelcee(cc1)C(=0)C
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7INC02062113 | 4.79 -3.03 -11.63 1 7 0 424.526 7 CCCCScInc2c(nn1)-c3ccccc3N[C@H](02)cdccc(c(c4)0C)0C

7INC02062114 | 4.79 3 116 1 7 0 424.526 7 CCCCScinc2e(nnl)-c3cccce3N[C@@H](02)c4ccc(c(c4)0C)0C

ZINC00659419 6.01 1.85 -17.48 0 5 0 532.979 2 Celcee(cel)[C@@H]2C3([C@H](C4(02)C(=0)c5cccec5C4=0)c6ecee(c6)Cl)C(=0)c7ccccc7C3=0
ZINC00659421 | 6.01 1.84 17.61 0 5 0 532.979 2 Cclcec(ccl)[C@H]2C3([C@@H](C4(02)C(=0)c5eceec5C4=0)cbeece(c6)Cl)C(=0)c7cceec7C3=0
7INC08440232 | 6.57 515 1172 3 4 0 608.998 7 Cclcc(c(c(c1)Br)NC(=S)N[C@H](C(CI)(CI)CNC(=0)c2ccec(c2)ChBr

ZINC00659423 | 6.01 192 17.28 0 5 0 532.979 2 Cclcee(cel) [C@@H]2C3([C@@H](C4(02)C(=0)c5eccce5C4=0)cbecee(c6)CI)C(=0)c7 ceccc7C3=0
7INC00210133 | 2.66 2.39 9.87 1 4 0 310.202 4 clcc(c(cc1Cl)S(=0)(=0)NC[C@H]2CCCO2)Cl

ZINC02904726 5.59 3.27 -14.33 0 5 0 428.495 4 cleec(cel)Ce2ne3c(cnn3c4cccecd)c(=0)n2c5ccccbe5cccch

7INC00970540 | 4.8 3.26 109 2 4 0 447.379 4 clcc(sc1)C(=0)Nc2c(c3c(s2)CCC3)C(=0)Ncaccc(ccd)Br

7INC08440231 | 6.57 5.15 1177 3 4 0 608.998 7 Cclec(c(c(c1)Br)NC(=S)N[C@@H] (C(C1) (CI)C)NC(=0)c2ccec(c2)CI)Br

ZINC00659408 5.15 -1.61 -13.92 2 5 0 440.952 6 CCOclccc(cc1)NC(=0)c2c3c(sc2NC(=0)c4ccccc4Cl)CCC3

ZINC00970533 5.07 -2.45 -12.07 2 5 0 426.563 5 COclccc(cc1)NC(=0)c2c3c(sc2NC(=0)c4cccs4)CCCCC3

7INC02062105 | 6.17 129 119 2 4 0 438.98 4 Cclccec(c1)NC(=0)c2c3c(sc2NC(=0)c4ccccc4C)CCCCC3

ZINC08440230 | 6.1 23.66 14.83 3 4 0 499.678 7 Cclcec(cc1C)NC(=S)N[C@H](C(C)(CCINC(=0)c2ccc(cc2ChCl

ZINC02062103 6.19 -1.29 -11.93 2 4 0 438.98 4 Cclcec(cc1)NC(=0)c2c3c(sc2NC(=0)c4ccccc4Cl)CCCCC3

7INC02062101 | 6.55 237 1141 2 4 0 503.849 4 clcce(c(c1)C(=0)Ne2c(c3c(s2) CCCCC3)C(=0)Nc4ecc(ccd)Br)Cl

ZINC02062100 | 5.92 2.25 10.2 2 4 0 469.404 4 clccc(cel)C(=0)Nc2c(c3¢(s2)CCCCC3)C(=0)Nehccc(ccd)Br

7INC08440229 | 6.48 1571 2075 1 9 0 585.653 12 CCOC(=0)[C@@H]1[C@@H](CC2=C(C1=0)[C@@H](C(=C(N2)C)C(=0)0CC)c3ccc(03)COckecc(cc4)0C)c5eceecs
ZINC08440229 | 6.6 2 124 0 9 0 585.653 12 CCOC(=0)[C@@H]1[C@@H](C=C2C(C1=0)[C@@H](C(C(=N2)C)C(=0)OCC)c3ccc(03)COckccc(cc4)0C)c5eceecs
7INC08440229 | 6.6 3.56 1717 0 9 0 585.653 12 CCOC(=0)[C@@H]1[C@@H](C=C2C(C1=0)[C@@H]([C@@H](C(=N2)C)C(=0)0CC)c3ccc(03)COckccc(cc4)0C) checcecs
ZINC08440229 | 6.44 2.2 1211 0 9 0 585.653 12 CCOC(=0)[C@@H]1[C@@H](CC2=C(C1=0)[C@@H]([C@H](C(=N2)C)C(=0)0CC)c3ccc(03) COchecc(cc4)OC) c5eccecs
7INC08440228 | 6.1 23.66 1479 3 4 0 499.678 7 Cclecc(cclCINC(=S)N[C@@H](C(CH(CCYNC(=0)c2cec(cc2Cl)Cl

7INC02062099 | 6.42 176 1144 2 4 0 459.398 4 clecc(c(c1)C(=0)Ne2c(c3¢(s2) CCCCC3)C(=0)Nedecc(ced)CI)Cl

7INC02062098 | 5.79 164 1029 2 4 0 424953 4 clccc(cc1)C(=0)Nc2c(c3¢(s2) CCCCC3)C(=0)Nckeec(ccd)Cl

ZINC02062097 6.14 -1.07 -11.99 2 4 0 438.98 4 CclcecccINC(=0)c2c3c(sc2NC(=0)c4ccccc4Cl)CCCCC3

ZINC00659386 5.51 -1.15 -12.06 2 5 0 434.561 6 CCOclcce(cc1)NC(=0)c2c3c(sc2NC(=0)c4ccccc4)C[C@H](CC3)C

7INC08440227 | 56 414 1258 3 4 0 509.684 7 Cclcec(cc1C)NC(=S)N[C@H](C(CI)(CI)CINC(=0)c2cccc(c2)Br

7INC02062094 | 5.91 182 11.82 2 4 0 445371 4 clcce(c(c1)C(=0)Ne2c(c3c(s2) CCCC3)C(=0)Nedeec(ccd) CHCl

7INC08440226 | 4.9 10.78 “16.15 1 6 0 409.902 4 Cclc(cecc Cl)N/N=C/2\C(=NN(C2=0)c3nc(cs3)chcccecd)C

7INC08440223 | 56 414 1259 3 4 0 509.684 7 Cclecc(cclC)NC(=S)N[C@@H](C(CH(CCNC(=0)c2cccc(c2)Br

ZINC00198961 3.48 11.59 -14.78 0 5 0 322.393 3 Cn1cnnclSCC(=0)n2c3ccccc3cdc2ccccd

7INC08440222 | 55 5.39 2459 0 10 0 695.837 10 Cclce(c2c(c1)C3=C(C(N2C(=0)Cctcccccd)(C)C)SC(=C(C355C(=C(S5)C(=0)0C)C(=0)0C)C(=0)0C)C(=0)0C)C
7INC08440221 | 3.52 4.69 23.58 0 11 0 649.765 11 CCC(=0)N1c2cec(cc2C3=C(C1(C)C)SC(=C(C34SC(=C(S4)C(=0)0C)C(=0)0C)C(=0)0C)C(=0)0C)0CC
7ZINC00702450 | 4.93 272 1897 3 4 0 448.778 7 Cclcec(cc1C)NC(=S)N[C@H](C(CI)(CHCNC(=0)c2ccccc2F

ZINC08440220 | 4.64 4.95 19.17 0 11 0 683.782 10 CC1(C2=C(c3cc(ccc3N1C(=0)cdcccccd)0C)C5(C(=C(S2)C(=0)0C)C(=0)0C)SC(=C(S5)C(=0)0C)C(=0)0C)C
ZINC00970507 | 3.7 9.16 714 1 3 0 296.395 2 C[C@H]1CCc2¢(c(c(s2)NC(=0)c3cccee3) CHN)CL

7INC08440218 | 3.81 14.45 73.69 1 6 0 449.938 7 Cclcce(c(c1)C(=0)C2=C(C(=0)N([C@H]2c3ccec(c3)Cl) CCCnécc[nH+]c4)[0-])C

7INC08440218 | 3.81 13.94 6048 0 6 1 448.93 7 Cclcee(c(c1)C(=0)C2=C(C(=0)N([C@H]2c3ccec(c3)C)CCCnacencd)[0-])C

7INC00702446_| 3.81 14.06 44,82 0 6 1 448.93 7 Cclcec(c(c1)C(=0)C2=C(C(=0)N([C@@H]2c3cccc(c3)Cl)CCCn4cenc4)[0-])C

7INC00702446 | 3.23 132 3044 0 6 0 449.938 7 Cclcec(c(c1)C(=0)[C@H]2[C@H] (N(C(=0)C2=0)CCCn3cenc3)chccec(c4)CI)C

7INC00702446_| 4.25 161 4517 2 6 1 450.946 6 Cclcee(c(c1)/C(=C/2\[C@H](N(C(=0)C2=0)CCCn3ccnH+]c3)chccec(c4)Cl)/0)C

7INC00702446 | 4.25 122 5511 2 6 1 450.946 6 Cclcee(c(c1)/C(=C\2/[C@H](N(C(=0)C2=0)CCCn3cc[nH+]c3)checec(c4)Cl)/0)C

7INC00702446_| 3.23 16 5293 1 6 1 450.946 7 Cclcce(c(c1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCCn3cc[nH+]c3)c4cccc(c4)Cl)C

7INC00702446 | 3.81 14.54 5417 1 6 0 449.938 7 Cclece(c(c1)C(=0)C2=C(C(=0)N([C@@H] 2c3cccc(c3)CHCCCn4cc[nH+]c4)[0-])C

ZINC08440217 | 4.88 207 1432 1 8 0 559.42 6 CC1=NC2=C([C@@H](C1C(=0)Nc3ccc(cn3)Br)ckccc(04)COc5cec(cc5)C#N)C(=0)CCC2
7INC08440217 | 5.06 103 147 1 8 0 559.42 6 C=CIC([C@H]([C@H]2C(=N1)CCCC2=0)c3ccc(03)COckecc(cc4)CHN)C(=0)Nc5eec(en5)Br
ZINC08440217 | 5.06 214 1555 1 8 0 559.42 6 C=CI1C([C@H](C2C(=N1)CCCC2=0)c3ccc(03)COckccc(cc4)CHN)C(=0)Nc5eec(cn5) Br
7INC08440217 | 4.88 -1.66 1714 1 8 0 559.42 6 CC1=C([C@H]([C@@H]2C(=N1)CCCC2=0)c3ccc(03)COckecc(ccd) CHN)C(=0)Nc5eec(cn5)Br
ZINC04676690 | 4.78 311 1042 1 6 0 397.899 13 CCCCC(CCC(=0)NclceecclCI)(C(=0)0CC)C(=0)0CC

7INC08440216 | 5.04 13.05 4377 0 6 1 460579 5 Cclcee(c(c1)C(=0)C2=C(C(=0)N([C@H]2c3cce(cc3)C(C)(C)C)c4nnc(s4)C)[0-]1)C

ZINC08440216 | 5.48 1.74 2215 1 6 0 461.587 4 Cclcec(c(c1)/C(=C\2/[C@@H](N(C(=0)C2=0)c3nnc(s3)C)c4ccc(cc4)C(C)(C)C)/0)C
7INC08440216 | 4.45 2 1633 0 6 0 461.587 5 Cclece(c(c1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)c3nnc(s3)C)checc(ce4)C(C) (C)C)C
7INC08440215 | 7.53 1.03 -15.95 1 6 0 588.154 9 CCOC(=0)clc2¢(scINC(=0)CSc3c(c(cc(n3)cdccc(ced)Cl)c5eccecs) CHN)CCCC2

7INC08440214 | 7.93 2.07 12.03 3 6 0 588.154 7 CCOC(=0)clc2c(scINC(=0)c3c(céc(cc(nc4s3)c5ecc(ces)Cl)cbececc6)N) CCCC2

ZINC08440213 | 5.04 12.81 4397 0 6 1 460.579 5 Cclcec(c(c1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)C(C)(C)C)cAnnc(s4)C)[0-])C

7INC08440213 | 548 1.69 22.02 1 6 0 461.587 4 Cclcee(c(c1)/C(=C\2/[C@H](N(C(=0)C2=0)c3nnc(s3)C)cdecc(ccd)C(C)(C)C)/0)C

ZINC08440213 | 4.45 2.05 16,07 0 6 0 461.587 5 Cclcce(c(c1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)c3nnc(s3)C)c4ccc(cc4)C(C) (C)C)C
7INC08440206 | 4.88 233 15.86 1 8 0 559.42 6 CC1=NC2=C([C@H](CIC(=0)Nc3cce(cn3)Br)cdccc(04)COc5eec(cc5)CHN)C(=0)CCC2
ZINC08440206 | 5.06 101 -18.25 1 8 0 559.42 6 C=C1C([C@@H]([C@@H]2C(=N1)CCCC2=0)c3ccc(03)COckccc(cc4) C#N)C(=0)Nc5eee(cn5)Br
ZINC08440206 | 5.06 227 1519 1 8 0 559.42 6 C=C1C([C@@H](C2C(=N1)CCCC2=0)c3ccc(03)COckccc(cc4)CHN)C(=0)Nc5ece(cn5)Br
ZINC08440206 | 4.88 194 1684 1 8 0 559.42 6 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3ccc(03)COckecc(ccd) C#N)C(=0)Nc5eec(cn5)Br




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC00702440 | 4.72 12.19 -60.43 1 6 -1 470.545 8 CCOclcc(ccc10)[C@@H]2C(=C(C(=0)N2CCc3ccece3)[0-])C(=0) chec(cecdC)C
7ZINC00702440 | 517 -0.63 17.67 2 6 0 471.553 7 CCOclcc(ccel0)[C@@H]2/C(=C(\c3ec(cec3C)C)/0)/C(=0)C(=0)N2CCckeccech
ZINC00702440 | 4.14 048 1458 1 6 0 471.553 8 CCOclcc(ccc10)[C@@H]2[C@@H](C(=0)C(=0)N2CCc3cccce3)C(=0)chec(ccc4C)C
7INC00659345 | 4.25 3.14 -35.09 1 8 0 506.488 5 Cclcec(cel)c2ec(n3c(n2)c(cn3)C(=0)Netc(n(n(c4=0)c5cccee5)C)C) C(F) (F)F
ZINC00848684 | 4.75 1.85 -21.04 1 7 0 440.381 4 Cclccc(ccl)c2ec(n3c(n2)c(cn3)C(=0)Nc4cec5c(c4)0CO5)C(F) (F)F

ZINC00702437 | 484 13.1 5398 0 6 1 446,552 5 Cclcee(c(c1)C(=0)C2=C(C(=0)N([C@H]2c3cce(ce3)C(C)C)cAnnc(s4)C)[0-])C
ZINC00702437 | 5.29 1.74 1613 1 6 0 447.56 4 Cclcee(c(c1)/C(=C/2\[C@@H](N(C(=0)C2=0)c3nnc(s3)C)ctccc(cc4)C(C)C)/0)C
7INC00702437 | 5.29 14 2217 1 6 0 447.56 4 Cclece(c(c1)/C(=C\2/[C@@H](N(C(=0)C2=0)c3nnc(s3)C)c4ccc(cc4)C(C)C)/0)C
ZINC00702437 | _4.26 1.64 1623 0 6 0 447.56 5 Cclcee(c(c1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)c3nnc(s3)C)checc(cc4)C(C)C)C
7INC00848672_| 6.03 13.15 17.09 1 5 0 446,432 4 Cclccc(ccl)c2ec(n3c(n2)c(cn3)C(=0)Nc4cccc5cdecee5) C(F) (F)F

ZINC08440205 | 4.84 12.94 57.81 0 6 1 446.552 5 Cclcec(c(c1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)C(C)C)cannc(s4)C)[0-])C
ZINC08440205 | 5.29 174 16.09 1 6 0 447.56 4 Cclcee(c(c1)/C(=C/2\[C@H](N(C(=0)C2=0)c3nnc(s3)C)cdccc(ccd)C(C)C)/0)C
ZINC08440205 | 5.29 136 22.04 1 6 0 447.56 4 Cclcec(c(c1)/C(=C\2/[C@H](N(C(=0)C2=0)c3nnc(s3)C)cdeec(ccd)C(C)C)/0)C
7ZINC08440205 | 4.26 171 1611 0 6 0 447.56 5 Cclcec(c(c1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)c3nnc(s3)C)chccc(cc)C(C)C)C
ZINC08440204 | 6.43 16.29 -19.18 2 6 0 536.031 5 CC1=C([C@H](C2=C(N1)C[C@H](CC2=0)c3cccce)checc(o4)c5ecee(c5)Cl)C(=0)Nebeceenb
7INC08440204 | 6.57 152 12.69 1 6 0 536.031 5 C=CIC([C@H](C2C(=N1)C[C@H](CC2=0)c3cccced)checc(o4)c5ecec(c5)Cl)C(=0)Nebeeeenb
ZINC08440204 | 6.57 023 1372 1 6 0 536.031 5 C=C1C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccce3)checc(o4)c5ecee(cs)Cl)C(=0)Nebeecenb
ZINC00659343 | 4.87 144 18.84 1 9 0 520.851 6 COclcec(cc10C)c2ee(n3c(n2)c(c(n3)C(=0)Ne4cec5e(c4)0C05)CI)C(F) (F)F

ZINC00702433 | 3.74 9.15 4818 1 6 1 428.464 7 COclceec(c1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)0)CCedeccec)[0-]

ZINC00702433 | 4.18 152 293 2 6 0 429472 6 COclccec(c1)C(=C2[C@@H](N(C(=0)C2=0)CCc3cccce3)cdecc(cc4)0)0
ZINC00702433_|_3.15 123 26.08 1 6 0 429.472 7 COclceec(c1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)CCc3cccce3)checc(ccd)0
ZINC08440203 | 4.82 3.04 514 1 8 1 560.984 7 COclcce(cc10C)c2ec(n3c(n2)c(c(n3)C(=0)NACC[NH+](CC4)Ce5eccees) CHC(F) (F)F
ZINC00659339 6.14 2.63 -16.12 1 7 0 526.902 6 COclcce(cc10C)c2ec(n3c(n2)c(c(n3)C(=0)Nc4cccc5c4ccee5)Cl)C(F)(F)F

ZINC00848599 | 6.15 1343 11.56 0 6 0 520.342 4 clccc(cc1)N2CCN(CC2)C(=0)c3c(c4nc(cc(n4n3)C(F) (F)F)c5ece(ces)CHCl

7INC00702434 | 3.74 8.74 4624 1 6 1 428.464 7 COclccec(c1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)0)CCchcccecd)[0-]

7INC00702434 | 4.18 1.82 28.13 2 6 0 429472 6 COclccee(c1)C(=C2[C@H](N(C(=0)C2=0)CCe3cceced)chcce(cc4)0)0

ZINC00702434 | 3.15 158 249 1 6 0 429.472 7 COclceec(c1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCc3cccce3)checc(cc4)0

ZINC00659333 | 538 1.98 1281 0 6 0 521.877 4 cIcc(cecl c2ec(n3c(n2)c(c(n3)C(=0)N4CCN(CC4) c5ece(ccs)F)CHC(F) (F)F)F

ZINC00848555 | 5.6 9.57 12.23 1 6 0 452.864 5 COclcec(cel)c2ec(n3c(n2)c(c(n3)C(=0)NCACCCCCA)CC(F) (F)F

7ZINC00702428 | 2.39 7.48 4442 1 7 1 429.452 7 CCOclccee(c1)C(=0)C2=C(C(=0)N([C@H]2c3ccce(c3)0)Cekeenced)[0-]

ZINC00702428 | 2.84 293 2835 2 7 0 430.46 6 CCOclccec(c1)C(=C2[C@@H](N(C(=0)C2=0)Cc3cence3)cdecec(c4)0)0

7ZINC00702428 | 1.81 2.68 2822 1 7 0 430.46 7 CCOclccee(c1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)Cc3cence3)checce(c4)0
7INC08440202 | 6.39 116 174 1 6 0 536.031 5 CC1=NC2=C([C@H](CIC(=0)Nc3cccen3)chccc(o4)c5ecee(c5)Cl)C(=0)C[C@@H] (C2)cbeceech
7INC08440202 | 6.57 -1.07 1614 1 6 0 536.031 5 C=CI1C([C@@H](C2C(=N1)C[C@H](CC2=0)c3ccccc3)cecc(o4)cSecec(c5)CIC(=0)Ncbeecen6
7INC08440202 | 6.57 012 -16.65 1 6 0 536.031 5 C=C1C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccce3)checc(o4)c5ecce(c5)Cl)C(=0)Nebeecen6
ZINC00659331 | 5.57 2.32 127 1 8 0 538.935 7 CCOC(=0)clc2c(scINC(=0)c3c(c4nc(cc(n4n3)C(F)(F)F)c5ceco5)CCCCC2

ZINC08440201 5.45 3.79 -9.53 1 7 0 490.747 6 clcc(ocl)c2cc(n3c(n2)c(c(n3)C(=0)Nc4cec(cc4)OC(F) (F)F)C)C(F)(F)F

ZINC08440200 | 2.39 6.29 62.8 1 7 1 429452 7 CCOclccee(c1)C(=0)C2=C(C(=0)N([C@@H]2c3ccec(c3)0)Cedeenced)[0-]

ZINC08440200 | 2.84 2.53 2877 2 7 0 430.46 6 CCOclcecc(c1)C(=C2[C@H](N(C(=0)C2=0)Cc3cence3)ceccc(c4)0)0

ZINC08440200 | 1.81 226 2517 1 7 0 430.46 7 CCOclccee(c1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)Cc3cence3)checcc(c4)0

ZINC00659329 | 4.25 2.15 -15.78 1 6 0 449.882 7 CCOC(=0)cIc2¢(scINC(=0)Cn3c(c(c(n3)C(F)(F)F)CI)C)CCCC2

7INC00702426 | 2.93 9.67 4557 0 7 1 443479 8 CCOclccee(c1)C(=0)C2=C(C(=0)N([C@H]2c3ccee(c3)0C) Cedcenccd)[0-]

ZINC00702426_| 3.38 -0.94 2649 1 7 0 444,487 7 CCOclcccc(c1)C(=C2[C@@H](N(C(=0)C2=0)Cc3ccence3)checec(c4)0C)0

7ZINC00702426 | 2.35 -0.69 255 0 7 0 444487 8 CCOclccec(c1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)Cc3cence3)checee(c4)0C
7INC08440199 | 6.27 172 9.01 1 5 0 479.289 5 C[C@H](clccccc)NC(=0)c2cc3nc(cc(n3n2)C(F) (F)F)cecc(c(c4)CCL

7INC08440198 | 6.27 174 11.96 1 5 0 479.289 5 C[C@@H](cIcccecINC(=0)c2ec3nc(cc(n3n2)C(F) (F)F)cdece(c(c4)CI)CI

7INC00702427 | 2.93 9.69 46,4 0 7 1 443479 8 CCOclccec(c1)C(=0)C2=C(C(=0)N([C@@H]2c3cccc(c3)0C) Cedcenced)[0-]

7INC00702427 | 3.38 -0.94 27.06 1 7 0 444487 7 CCOclccee(c1)C(=C2[C@H](N(C(=0)C2=0)Cc3cence3)ceccc(c4)0C)0

ZINC00702427 | 2.35 -0.64 2492 0 7 0 444,487 8 CCOclceec(c1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)Cc3cencca)chcccc(c4)0C

7INC17160093 | 2.26 9.95 6428 0 7 1 422486 8 COclccec(c1)C(=0)C2=C(C(=0)N([C@H]2c3cces3) CCCnécenc4)[0-]

ZINC17160093 | 1.68 10.16 1842 0 7 0 423494 8 COclceec(c1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)CCCn3cenc3) cccesd

ZINC17160093 | 2.71 10.8 4124 2 7 1 424502 7 COclccec(c1)/C(=C/2\[C@@H](N(C(=0)C2=0)CCCn3cc[nH+|c3)c4cces4)/0

ZINC17160093 | 1.68 10.67 44,5 1 7 1 424,502 8 COclceec(c1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)CCCn3cc[nH+]c3)chccesd
ZINC17160093 | 2.26 10.43 77.85 1 7 0 423494 8 COclccee(c1)C(=0)C2=C(C(=0)N([C@H] 2c3cces3)CCCndcc[nH+]c4)[0-]

ZINC17160090 | 2.26 9.72 6596 0 7 1 422.486 8 COclceec(c1)C(=0)C2=C(C(=0)N([C@@H]2c3cccs3)CCCn4cencd)[0-]

ZINC17160090 | 2.71 10.18 433 2 7 1 424502 7 COclccec(c1)/C(=C/2\[C@H](N(C(=0)C2=0)CCCn3cc[nH+]c3)ccccs4) /0

ZINC17160090 | 2.26 10.2 7754 1 7 0 423494 8 COclceec(c1)C(=0)C2=C(C(=0)N([C@@H]2c3cccs3)CCCn4cc[nH+]c4)[0-]

7INC08440196 | 8.08 111 1435 1 5 0 568.913 8 CCOclcec(cel)c2ec(c(c(n2)SCC(=0)Ne3c(ce(cc3CI)CI)CI) C#N) checcccd

7INC08440195 | 6.43 16.29 -18.93 2 6 0 536.031 5 CC1=C([C@H](C2=C(N1)C[C@@H](CC2=0)c3cccce3)checc(o4)c5eccc(c5)C)C(=0)Nebeecen6
7INC08440195 | 6.57 1.67 12.62 1 6 0 536.031 5 C=CIC([C@H](C2C(=N1)C[C@@H](CC2=0)c3cccce3)cecc(o4)c5ecec(c5)CC(=0)Nebeeeen6
ZINC08440195 | 6.57 03 -13.6 1 6 0 536.031 5 C=C1C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccce3)checc(o4)c5ecee(c5)C)C(=0)Nebeceen6
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ZINC08440194 6.5 0.99 -15.57 1 5 0 485.996 7 COclcce(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3ccc(cc3)Cl)c4cccecd

7INC05918873_| 3.46 8.67 5914 1 7 1 457.506 9 CCCCOcl ceee(c1)C(=0)C2=C(C(=0)N([C@H]2c3ccce(c3)0)Cedeenccd)[0-]

ZINC05918873_| 3.9 273 -28.08 2 7 0 458514 8 CCCCOcccec(c1)C(=C2[C@@H](N(C(=0)C2=0)Cc3ccncc3)checce(c4)0)0

7INC05918873 | 2.87 248 28 1 7 0 458514 9 CCCCOcl ceec(c1)C(=0)[C@@H] 2[C@@H] (N(C(=0)C2=0)Cc3cence3)cdecec(c4)0

ZINC06442301 5.83 13.28 -17.58 1 6 0 495.604 8 Cclcccc(c1)NC(=0)CSc2c(c(cc(n2)c3cccce3)c4ecc(c(c4)0C)0C)CHN

ZINC05918870 | 3.46 7.87 6239 1 7 1 457.506 9 CCCCOclccec(c1)C(=0)C2=C(C(=0)N([C@@H]2c3ccec(c3)0)Cedeenccd)[0-]

ZINC05918870 | 3.9 234 2849 2 7 0 458514 8 CCCCOcTccec(c1)C(=C2[C@H](N(C(=0)C2=0)Cc3ccnce3)checec(c4)0)0

7INC05918870 | 2.87 2.07 2496 1 7 0 458514 9 CCCCOclccec(c1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)Cc3cence3)cdecee(c4)0

ZINC08440193 6.84 1.45 -12.8 1 4 0 469.997 6 Cclcce(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3ccccc3Cl)c4cccccd

ZINC08440192 7.02 0.67 -14.76 1 4 0 514.448 6 Cclcee(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3cce(cc3)Br)cdcccecd

ZINC08440191 6.08 1.31 -17.53 1 6 0 516.022 8 COclcec(cc10C)c2ec(ne(c2C#N)SCC(=0)Nc3ccc(ce3)Cl)c4cccccd

ZINC00848231 5.31 0.66 -10.38 0 6 0 436.464 9 cleec(ce1)COc2ccc(cc2)0C(=0)CSc3nnc(o03)c4cec(cc4d)F

7INC08738116 | 3.43 9.97 -16.25 1 8 0 478.621 7 CCOC(=0)clc(nc(s1)NC(=0)CSc2nc3c(c4c(s3)CCCC4)c(=0)n2C)C

7ZINC08440190 | 6.43 15.34 21.09 2 6 0 536.031 5 CC1=C([C@@H](C2=C(N1)C[C@@H](CC2=0)c3cccced)checc(o4)c5ecec(c5)CHC(=0)Ncbeccen6
ZINC08440190 | 6.57 -0.88 1541 1 6 0 536.031 5 C=C1C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccce)checc(o4)csecec(c5)Cl)C(=0)Nebeceenb
ZINC08440190 | 6.39 18 1548 1 6 0 536.031 5 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccecd)chccc(o4)c5ecce(c5)CI)C(=0)Nebeeeenb
ZINC08440190 | 6.57 2,12 1355 1 6 0 536.031 5 C=C1C([C@@H](C2C(=N1)C[C@@H](CC2=0)c3cccce3)cdeec(o4)c5ecec(c5)Cl)C(=0)Ncbeceen6
ZINC00970487 5.28 -2.27 -12.59 0 5 0 428.923 3 cleec(ccl)c2e3cec(cee3nc(n2)N4CCN(CC4)C(=0)c5ccccc5)Cl

ZINC08440189 | 6.52 087 1205 1 5 0 589.715 6 clcc(cccl [C@H]2CC(=NN2C(=0)CCC(=0)Nc3ccc(ced)Cl)checc(cc4) Br)Br

7INC08440188_| 6.52 ~0.88 1205 1 5 0 589.715 6 clcc(ccc[C@@H]2CC(=NN2C(=0)CCC(=0)Ne3cec(ce3)Cl)cdecc(ccd) Br)Br

ZINC13549728 | 3.5 10.25 157 1 8 0 478.621 9 CCOC(=0)clc(nc(s1)NC(=0)CSc2ne3c(c(c(s3)C)C)c(=0)n2CC=C)C

7INC06446786 | 6.98 -1.28 1218 2 5 0 602.282 5 clcce(cel)c2e3cc(cec3[nH]c(=0)c2C(=0)Nccec(cc4C(=0)c5eccec5) BrBr

ZINC01804641 6.62 0.6 -12.75 0 4 0 468.818 5 Cnlc(nnclSCC(=0)c2ccc(cc2Cl)Cl)c3c(c4ccccc4s3)Cl

ZINC00702416 6.02 0.72 -12.15 0 4 0 434373 5 Cnlc(nnc1SCC(=0)c2cce(cc2)Cl)c3c(c4ecccc4s3)Cl

7INC08440182 | 5.74 0.3 -17.59 0 6 0 533391 3 clcc(cc(c1)I)C(=0)0/N=C/2\CCCc3c2scdc3c(=0)n5c(nd)CCCCCS

ZINC06445859 | 6.6 0.31 55.8 1 6 1 548.855 5 cLcce(c(c1)[N+](=0)[0-])S[C@H]2C[C@H]3[C@@H]([C@@H]2C] cAccec(cAN[C@@H]3c5ccc(ce5CICHC(=0)[0-]
7INC00702413 | 4.56 2.08 14.78 0 7 0 468362 8 Cnlc(nnclSCC(=0)c2ccc(cc2Cl)Cl)c3ec(c(c(c3)0C)0C)0C

ZINC06445776 | 6.6 011 75.03 1 6 1 548.855 5 clece(c(c1)[N+](=0)[0-])S[C@@H]2C[C@H]3[C@@H] ([C@@H]2Cl) c4ccec(c4N[C@@H]3c5ccc(cc5Cl)CI)C(=0)[0-]
ZINC06445810 | 6.6 -0.26 53.53 1 6 1 548.855 5 cIcce(c(c1)[N+](=0)[0-])S[C@H]2C[C@@H]3[C@@H]([C@@H]2Cl) c4ccec(c4N[C@@H]3c5ccc(cc5Cl)Cl)C(=0)[0-]
ZINC06445741 | 6.6 012 59.64 1 6 1 548.855 5 clcce(c(c1)[N+](=0)[0-])S[C@@H]2C[C@@H]3[C@@H] ([C@@H]2CI)c4ccec(cAN[C@@H]3c5ccc(cc5 CCI)C(=0)[0-]
ZINC00702412 5.07 2.88 -15.43 0 7 0 475.57 9 Cnlc(nnclSCC(=0)c2ccc(cc2)c3cecce3)c4ec(c(c(c4)0C)0C)0C

7INC02062063 | 4.34 0.29 247 2 10 0 509.54 9 COC(=0)clc2c(sc1NC(=0)COc3cccc(c3)NC(=0)cAeec(ccd) [N+](=0)[0-])CCCC2

ZINC08440179 6.84 -0.49 -13.04 3 7 0 523.614 7 Cclccc(ccl)c2ec(c3c(c(sc3n2)C(=0)Nc4ccc(cc4)C(=0)OC)N)c5ccc(cc5)0C

ZINC00702411 5.33 1.24 -15.24 0 6 0 429.501 6 Cnlc(nnc1SCC(=0)c2cce(cc2)c3cccce3)cdecc5¢(c4)0CO5

ZINC08440177 7.21 -0.53 -12.8 3 7 0 537.641 8 CCOC(=0)clccc(cc1)NC(=0)c2c(c3c(cc(ne3s2)c4ecc(cc4)C)cScec(cc5)0C)N

ZINC02617389 5.42 2.02 -12.91 0 5 0 448.551 7 cleec(cel)c2eec(cc2)C(=0)CSc3nnc(n3c4cccccd)c5eenccs

ZINC02690519 | 3.95 2.2 -14.03 0 7 0 433917 8 Cnlc(nnclSCC(=0)c2cec(cc2)Cl)c3ec(c(c(c3)0C)0C)0C

ZINC08440172_| 2.69 6.85 2011 4 11 0 547.593 10 C[C@H](C(=0)NNC(=0)CSclnc2ccccc201)NC(=0)c3ccccc3NC(=0) ceec(cc4)0C

7INC08440171 | 2.69 -6.85 2034 4 11 0 547.593 10 C[C@@H](C(=0)NNC(=0)CScInc2ccccc201)NC(=0)c3cccec3NC(=0)checc(cc4)0C

ZINC08440170 4.53 2.21 -11.28 0 4 0 424.234 6 COclcc(cc(c10C)0C)/C=C/C(=0)c2ccc(cc2)l

ZINC08440169 | 6.07 14.81 2053 2 6 0 541.449 3 CC1=C([C@H](C2=C(N1)CCCC2=0)c3ccchc(c3)c5eccecsn4C)C(=0)Nebeee(cn6)Br

ZINC01771078 6.49 15.29 -11.82 0 6 0 446.51 5 Cclccee(c10Cc2nc3c4c(c(oc4ncn3n2)c5eccee5)cbeccec)C

7INC08440168 | 5.91 -0.68 “43.56 2 5 1 433.388 1 CC1(Ce2c3cAnc(nndenc3sc2C([NH2+]1)(C)C)c5eec(cc5CHCIC

ZINC08440167 4.54 244 -12.12 0 4 0 424.234 6 COclcee(c(c10C)0C)/C=C/C(=0)c2ccc(cc2)l

ZINC08440166 4.86 -0.45 -11.01 0 6 0 456.369 4 C/C(=N\0Cclnc2c3c4c(sc3ncn2n1)CCCC4) /c5cee(cc5)Br

ZINC02290294 5.64 1.36 -14.37 0 7 0 462.509 6 COclccc(cc10C)Ce2ne3cde(c(oc4ncn3n2)c5eccee5)cbeccech

7INC08440165 | 4.85 1.29 1057 1 7 0 423494 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3ccc[nH]3)/s2) [C@H] Ic4ccc(cc4)0C)C

7ZINC08440164 | 5.68 036 44.02 2 6 1 450.632 4 Cclcec(c(c1)0Cc2ne3c4c5c(scncn3n2)C([NH2+]C(C5)(C)C) (C)C)C(C)C

ZINC02277437 6.79 -1.73 -14.72 0 6 0 491.601 5 clcec(ccl)c2c3c4nc(nn4cnc3oc2c5cccee5)CScbne7 ccccc7s6

7INC08440163 | 6.07 14.8 2042 2 6 0 541449 3 CCI=C([C@@H](C2=C(N1)CCCC2=0)c3cccdc(c3)c5eccec5n4C)C(=0)Nebeee(cn6)Br

ZINC01902382 6.81 0.45 -11.75 0 5 0 467.326 3 clcec(cel)c2e3c4nc(nn4enc3oc2c5cccee5)cbecccc6Br

ZINC02062059 6.1 1.01 -11.46 0 6 0 418.456 4 COclcce(ccl)e2ne3c4e(c(oc4nen3n2)c5eccee5)cbeecccod

ZINC06073489 | 5.24 0.51 15.41 2 6 0 480.659 10 C1Cc2c(sc(c2CH#N)NC(=0)CCCCCCCC(=0)Ne3c(c4c(s3)CCC4)CHN)CL

ZINC08440159 8.15 3.8 -52.33 0 4 -1 561.567 3 clcc(cec1C#Cc2ceec(cc2)F)e3c(nedec(ccc4n3)C(=0)[0-])c5ccc(cc5)CH#HCebeec(cc6)F

ZINC08440158 | 5.59 -0.85 1597 0 7 0 472.469 5 C[C@@]12[C@H] ([C@@H](c3ccecc301)ndc(=0)/c(=C\c5ece(cc5)OC(F)F)/scd=N2)C(=0)0C
ZINC08440157 | 5.71 13.96 2246 2 7 0 551.565 7 CC1=C([C@H](C2=C(N1)CC(CC2=0)(C)C)c3ecc(03)COchccce(c4)C(F)(F)F)C(=0)Nc5eceens
ZINC08440157 | 5.85 25 1741 1 7 0 551.565 7 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(03)COckccec(c4)C(F) (F)F)C(=0)Nc5cceen5)C
7INC08440157 | 5.85 149 19.07 1 7 0 551.565 7 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccc(03)COckccec(c4)C(F)(F)F)C(=0)Nc5cecen5)C
ZINC08440156 | 5.59 023 1601 0 7 0 472.469 5 C[C@@]12[C@@H]([C@@H](c3ccccc301)n4c(=0)/c(=C\c5eec(cc5)OC(F)F) /sc4=N2)C(=0)0C
ZINC08440155_| 6.34 0.18 5.62 2 2 0 446,553 2 C[C@]12CC[C@H](CC1=CC[C@@H]3[C@@H]2CC[C@@]4([C@@H]3C/C(=C\c5ece(cc5)C(F) (F)F)/[C@@H]40)C)0
ZINC08440154 5.99 1.65 -14.26 1 6 0 467.308 4 Cclc(c(nol)c2c(cccc2Cl)Cl)C(=0)Ne3cc4cSccccc50c4cc30C
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ZINC08440153 | 6.34 0.37 -5.64 2 2 0 446.553 2 C[C@@]12CC[C@H](CC1=CC[C@@H]3[C@@H]2CC[C@@]4([C@@H]3C/C(=C\c5ccc(cc5)C(F) (F)F)/[C@@H]40)C)0
ZINC08440152 5.36 1.88 -13.23 1 6 0 432.863 4 Celc(c(nol)c2ccccc2Cl)C(=0)Ne3cc4cSccccc50c4cc30C

ZINC08440151 6.76 -0.91 -11.88 3 7 0 523.614 8 CCOC(=0)clccc(cc1)NC(=0)c2c(c3c(cc(ne3s2)c4cccecd)c5cec(cc5)0C)N

ZINC08440150 | 6.34 0.02 5.99 2 2 0 446,553 2 C[C@]12CC[C@@H](CC1=CC[C@@H]3[C@@H]2CC[C@@]4([C@@H]3C/C(=C\c5ecc(cc5)C(F) (FIF)/[C@@H]40)C)0
ZINC08440149 | 5.67 117 -15.65 1 7 0 551.565 7 CC1=NC2=C([C@H](CIC(=0)Nc3cccen3)checc(04)COc5ecee(c5)C(F) (F)F)C(=0)CC(C2)(C)C

7INC08440149 | 5.85 2.41 2213 1 7 0 551.565 7 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccc(03)COchccce(c4)C(F) (F)F)C(=0)Nc5cceen5)C

ZINC08440149 | 5.85 0.92 1713 1 7 0 551.565 7 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccc(03)COckcccc(c4)C(F)(F)F)C(=0)Nc5cecen5)C

7INC08440148 | 75 23 8.62 3 5 0 520.441 5 COclcec(cel)c2ec(nc3c2c(c(s3)C(=0)Ne4ec(ce(c4)CCN)cbeccecs

ZINC00845371 6.26 1.46 -15.6 1 5 0 465.578 7 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccccc3)C#N)c4ecc(cc4)0C

ZINC08440147 | 6.44 2.58 1817 1 7 0 523.614 9 Cclcee(cel)c2ec(c(c(n2)SCC(=0)Ne3cec(ce3)C(=0)OC) C#N) chece(cc4)0C

ZINC08440146 | 6.34 0.04 -6.29 2 2 0 446.553 2 C[C@@]12CC[C@@H](CCI=CC[C@@H]3[C@@H]2CC[C@@]4([C@@H]3C/C(=C\c5cec(cc5)C(F) (F)F)/[C@@H]40)C)0
ZINC08440145 | 7.71 328 732 3 4 0 579.317 4 clecc(ccl)c2ec(nc3c2c(c(s3)C(=0)Nc4ccc(cc4Br)Br)N)cseccecs

ZINC02062041 8.22 1.45 -16.85 0 3 0 449.509 3 clcec(cc1)Oc2cecec(c2)c3c4c(c5cbeccecbece5n3)-c7cccec7C4=0

7INC08440144 | 6.34 033 -17.85 1 9 0 622.699 11 CCOclccc2e(cl)sc(n2)N3[C@H](C(=C(C3=0)0)C(=0)chccc(ccd)0C)c5ece(c(c5)0C)OCc6eccect

ZINC08440144 5.75 -0.44 -22.26 0 9 0 622.699 11 CCOclcec2e(c1)sc(n2)N3[C@H]([C@H](C(=0)C3=0)C(=0)c4ccc(cc4)0C)c5eec(c(c5)0C)0Ccheccece

7INC08440143 | 3.86 0.19 6228 0 6 1 496.008 4 Cclcc2c3c(c]) [C@HJ4[C@H](C[C@@H]([C@@H]4CI)Sc5ccecc5[N+](=0)[0-]) [C@@H](N3C[C@@H]6[C@@H]2C=CC6)C(=0)[0-]
ZINC08440142 6.34 -0.41 -17.78 1 9 0 622.699 11 CCOclcec2e(c1)sc(n2)N3[C@@H](C(=C(C3=0)0)C(=0)c4ccc(cc4)0C)c5ccc(c(c5)0C)0Ccbeccechd

7INC08440142 | 5.75 049 2207 0 9 0 622.699 11 CCOclccc2e(cl)sc(n2)N3[C@@H] ([C@@H](C(=0)C3=0)C(=0)ckcce(cc4)0C) c5ece(c(c5)0C) OCcbeceech
ZINC06194705 | 3.86 0.18 57.67 0 6 1 496.008 4 Cclcc2c3c(c1) [C@@H]4[C@H](C[C@@H]([C@@H]4CI)Sc5ccecc5[N+](=0)[0-]) [C@@H] (N3C[C@@H]6|[C@@H] 2C=CC6)C(=0)[0-]
7INC05928972 | 6.42 14.37 5957 0 5 1 467.57 5 CCclcec(cc)[C@H]2C(=C(C(=0)N2c3ncéceec(cc4s3)C)[0-])C(=0)c5eec(cc5)C

ZINC05928972 6.87 13.29 -25.92 1 5 0 468.578 4 CCclcec(cc1)[C@H]2C(=C(c3cec(ce3)C)0)C(=0)C(=0)N2c4nc5ccc(cc5s4)C

7INC05928972_| 5.84 14.29 1532 0 5 0 468.578 5 CCclcee(cc])[C@H]|2[C@@H](C(=0)C(=0)N2c3ncdecc(ccds3)C)C(=0)ceec(cc5)C

ZINC05928795 6.42 14.37 -59.44 0 5 -1 467.57 5 CCclccc(ccl)[C@@H]2C(=C(C(=0)N2c3nc4ccc(cc4s3)C)[0-])C(=0)c5cee(cc5)C

7INC08440141 | 3.86 001 5641 0 6 1 496.008 4 Cclcc2c3c(cl) [C@H]4[C@@H] (C[C@@H]([C@@H]4CI)Sc5cccec5[N+](=0)[0-]) [C@@H] (N3C[C@@H]6[C@@H] 2C=CC6)C(=0)[0-]
ZINC08440140 | 4.53 11.22 1626 2 5 0 472.408 3 CC1=C([C@H](C2=C(N1)CC(CC2=0)(C)C)c3ccc(s3)Br)C(=0)Nceccend

ZINC08440140 | 4.67 9.6 1352 1 5 0 472408 3 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cce(s3)Br)C(=0)NcAcecen4)C

ZINC08440140 | 4.67 1049 1635 1 5 0 472.408 3 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(s3)Br)C(=0)Nedcceen4)C

ZINC06194703 | 3.86 -0.03 5323 0 6 1 496.008 4 Cclec2c3c(cl) [C@@H]4[C@@H] (C[C@@H] ([C@@H]4Cl)Sc5cccce5[N+](=0)[0-]) [C@@H] (N3C[C@@H]6[C@@H] 2C=CC6)C(=0)[0-]
7INC08440139 | 3.33 8.98 17.3 2 6 0 458.643 8 C[C@]12CC[C@](C1(C)C)(CC2=0)C(=0)NCCCCCNC(=0)[C@@]34CC[C@@](C3(C)C)(C(=0)C4)C

7INC06194074 | 6.4 0.38 1879 1 7 0 574.884 5 Cclec(cc2cIN[C@H] ([C@H]3[C@@H]2[C@@H] ([C@@H](C3)Sc4ccecc4[N+](=0)[0-])Cl)c5ecc(cc5)Br)[N+](=0)[0-]
ZINC06194059 | 6.4 0.74 1511 1 7 0 574.884 5 Cclec(cc2cIN[C@@H]([C@H]3[C@@H]2[C@@H]([C@@H](C3)ScAccccc4[N+](=0)[0-]) Cl)c5ece(ce5)Br) [N+] (=0)[0-]
7INC06194066 | 6.4 0.38 21.61 1 7 0 574.884 5 Cclec(cc2cIN[C@H]([C@@H]3[C@@H]2[C@@H]([C@@H](C3)ScAccecc4[N+](=0)[0-])Cl)c5ece(ce5)Br) [N+] (=0)[0-]
7INC08440138 | 3.33 8.98 17.37 2 6 0 458.643 8 C[C@]12CC[C@](C1(C)C)(CC2=0)C(=0)NCCCCCNC(=0)[C@]34CC[C@](C3(C)C)(C(=0)C4)C

7INC06194053 | 6.4 0.51 16.87 1 7 0 574.884 5 Cclec(cc2cIN[C@@H] ([C@@H]3[C@@H]2[C@@H]([C@@H](C3)Sc4cccce4[N+](=0)[0-])C)c5ece(cc5) B [N+](=0)[0-]
ZINC08440137 | 4.48 107 -17.95 1 5 0 472.408 3 CC1=C([C@@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3cce(s3)Br)C(=0)NcAcceend

7INC08440136 | 5.15 12.38 1574 2 8 0 600.756 7 C[C@]12CC[C@](C1(C)C)(CC2=0)C(=0)Nc3cec(cc30C)cdecc(c(c4)0C)NC(=0)[C@@]56CC[C@@](C5(C)C)(C(=0)C6)C
ZINC00842712 | 3.33 0.27 2971 3 8 0 459.502 6 Cclccc(cc1)NC(=0)COc2ccc(cc20C) [C@H]3C(=C(0C4=C3C(=0)CCC4)N)CHN

ZINC00842713 | 3.33 0.27 29.84 3 8 0 459.502 6 Ccleec(cc1)NC(=0)COc2ccc(cc20C) [C@@H]3C(=C(0C4=C3C(=0)CCC4)N)CHN

ZINC08440135_| 5.15 12.39 1561 2 8 0 600.756 7 C[C@]12CC[C@](C1(C)C)(CC2=0)C(=0)Nc3ccc(cc30C)checc(c(c4)OC)NC(=0)[C@]56CC[C@](C5(C)C) (C(=0)C6)C
7INC08440134 | 4.66 11 -11.83 0 6 0 438318 8 CCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0)0CC)c2cc(ccc2Br)0C

ZINC08440134 | 4.66 0.77 1072 0 6 0 438318 8 CCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)0CC)c2cc(cce2Br)OC

7INC08440134 | 4.84 027 93 0 6 0 438318 8 CCOC(=0)C1[C@H](C(C(=C)N=C1C)C(=0)0CC)c2cc(ccc2Br)OC

ZINC00702388_| 4.59 111 1037 0 4 0 481.184 3 C[C@@]12CC[C@@](C1(C)C)(CC2=0)C(=0)0c3c(cc(c4c3ncccd)Br)Br

7INC02062020 | 1.73 719 2123 6 8 0 450.586 9 Cclc(sc(c1C(=0)N)NC(=0)CCCCC(=0)Ne2e(c(c(s2)C)C)C(=0)N)C

7INC08440133 | 2.61 11.68 -18.18 2 10 0 604.7 7 C[C@]12CC[C@](C1(C)C)(0C2=0)C(=0)Nc3cee(cc30C) chece(c(c4)OC)NC(=0) [C@@]56CC[C@@](C5(C)C)(C(=0)06)C
7INC00298314 | 3.31 8.36 5854 1 4 1 313.16 3 cloc(c(cc1CNC(=0)[C@@H]2CC=CC[C@H]2C(=0)[0-])CI

ZINC00854709 | 4.94 234 13.54 1 6 0 419.264 6 CCOC(=0)clccc(cc1)NC(=0)c2c(onc2c3c(ccec3C)CI)C

7INC08440132 | 5.1 13.12 -19.69 2 6 0 465553 5 CC1=C([C@H](C2=C(N1)C[C@H](CC2=0)c3cccce3)cdeccc(c4)0C)C(=0)Nc5ceeens

7INC08440132 | 5.25 12.26 17.44 1 6 0 465.553 5 COclccec(c1)[C@H]2[C@H]3C(=NC(=C)C2C(=0)Nc4cceen4) C[C@H] (CC3=0)c5eccecs

ZINC08440132_| 5.25 11.34 1413 1 6 0 465553 5 COclccec(c1)[C@H]2C3C(=NC(=C)C2C(=0)Nc4cccen4) C[C@H](CC3=0)cbeccecs

ZINC08440132_|_5.25 12.23 1256 1 6 0 465.553 5 COclceec(c1)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)Nc4cccen4) C[C@H] (CC3=0)c5eececs

ZINC08440131 | 2.61 11.69 -17.85 2 10 0 604.7 7 C[C@]12CC[C@](C1(C)C)(0C2=0)C(=0)Nc3ccc(cc30C) chece(c(c4)OC)NC(=0)[C@]56CC[C@](C5(C)C)(C(=0)06)C
ZINC00142373 3.14 6.62 -10.54 0 3 0 257.314 2 cleec(cc1)S(=0)(=0)n2ccc3c2ecee3

7INC02062009 | 6.86 0.95 1014 0 4 0 424496 6 clcce(cel)c2ceec(cc2)O[C@@H]3[C@H](0CCO3)Oc4cec(ccd)cbeccees

ZINC02062010 6.86 1.06 -9.99 0 4 0 424496 6 cleee(cel)c2ecc(cc2)O[C@H]3[C@@H](0CCO3)Oc4ccc(cc4)c5eececs

ZINC00828732 49 -2.66 -10.42 2 4 0 450.332 2 COclcc(ce(c10)Br)[C@@H]2C3=C(CCCC3=0)c4c5ccccc5ecc4N2

ZINC08440129 | 7.55 521 -19.33 0 7 0 562.798 16 CCCCN(CCCC)S(=0)(=0)clecc-2¢(c1)C(=0)c3c2ccc(c3)S(=0)(=0)N(CCCC)CCCC

ZINC08440128 | 5.11 13.12 1946 2 6 0 465553 5 CC1=C([C@@H](C2=C(N1)C[C@H](CC2=0)c3cccce3)checce(c4)0C) C(=0)Nc5eceens

ZINC08440128 | 5.25 11.05 19.12 1 6 0 465.553 5 COclceec(c1)[C@@H]2C3C(=NC(=C)C2C(=0)Nc4cccen4) C[C@H] (CC3=0)c5cccecs

ZINC08440128 | 5.25 11.87 3347 1 6 0 465.553 5 COclecee(c])[C@@H]2[C@H]3C(=NC(=C)C2C(=0)Nc4cceen4) C[C@H] (CC3=0)c5eccees

7INC01306294 | 3.68 12.89 45.77 0 5 1 4325 3 Cclcec(cel)n2c(cc(c2C)/C=C/3\C(=NC(=5)N(C3=0)c4ccc(ccd)F)[0-])C
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ZINC00849729 | 4.6 0.95 -11.73 1 5 0 461.301 3 clcc(cccIN2C(=0)/C(=C/c3ccc(03)chccc(c(c4)C)CI)/C(=0)NC2=S)F

7INC02061992_| 6.84 2.36 9.86 1 5 0 479.289 4 Cclcec(cc1C)NC(=0)c2ec3nc(cc(n3n2) C(F) (F)F)checc(c(c4) CHCl

7INC08440126 | 6.03 14.72 59.6 0 5 1 468573 10 CCCOclccc(cc])C(=0)C2=C(C(=0)N([C@H]2c3ccc(ce3)CC)CCedcccecd)[0-]

7INC08440126 | 6.48 0.95 27.09 1 5 0 469.581 9 CCCOclece(ccl)C(=C2[C@@H](N(C(=0)C2=0)CCc3ccecc3)checc(cc4)CC)0

ZINC08440126 | 5.45 117 19.22 0 5 0 469.581 10 CCCOclccc(ccl)C(=0)[C@H]2[C@@H] (N(C(=0)C2=0)CCc3cccce3)checc(ccd)CC
7INC08440125 | 5.35 136 1178 1 7 0 528.399 6 CCI=NC2=C([C@@H](C1C(=0)0C)c3cc(c(c(c3)Br)0)0C)C(=0)C[C@@H](C2) chccc(cc4)OC
ZINC08440125 | 5.54 112 1289 1 7 0 528.399 6 COclcee(ccl)[C@@H]2CC3=NC(=C)C([C@H](C3C(=0)C2)c4cc(c(c(c4)Br)0)0C)C(=0)0C
ZINC08440125 | 5.54 014 1215 1 7 0 528.399 6 COclcce(cc1)[C@@H]2CC3=NC(=C)C([C@H]([C@H]3C(=0)C2)c4cc(c(c(c4)Br)0)0C)C(=0)0C
ZINC08440125 | 5.35 124 1447 1 7 0 528.399 6 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)0C)c4ec(c(c(c4)Br)0)OC)C(=0)0C
7INC08440124 | 535 125 1375 1 7 0 528.399 6 CCI=NC2=C([C@H](CIC(=0)0C)c3cc(c(c(c3)Br)0)0C)C(=0)C[C@@H](C2)chccc(cc4)0C
ZINC08440124 | 5.54 112 1354 1 7 0 528.399 6 COclcee(ccl) [C@@H]2CC3=NC(=C)C([C@@H](C3C(=0)C2) chcc(c(c(c4)Br)0)OC)C(=0)0C
7INC08440124 | 5.54 0.26 -25.83 1 7 0 528.399 6 COclcce(cc1)[C@@H]2CC3=NC(=C)C([C@@H] ([C@@H]3C(=0)C2)c4cc(c(c(c4)Br)0)0C)C(=0)0C
ZINC08440124 | 5.35 139 -15.02 1 7 0 528399 6 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)0C) chec(c(c(c4)Br)0)OC)C(=0)0C
7INC08440123 | 5.11 13.11 -19.65 2 6 0 465553 5 CC1=C([C@H](C2=C(N1)C[C@@H](CC2=0)c3cccce3)checcc(c4)0C) C(=0)Nc5eceens
7INC08440123 | 5.25 11.23 20 1 6 0 465.553 5 COclcccc(c1) [C@H]2C3C(=NC(=C)C2C(=0)Nc4cccen4) C[C@@H] (CC3=0)c5eccccs
7INC08440123 | 5.25 12.17 2254 1 6 0 465.553 5 COclccee(c])[C@H]2[C@@H]3C(=NC(=C)C2C(=0)Nc4cecen4) C[C@@H](CC3=0)c5eceecs
ZINC08440122_| 5.35 137 1098 1 7 0 528399 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3cc(c(c(c3)Br)0)0C)C(=0)C[C@H](C2)cAccc(cc4)0C
ZINC08440122_| 5.54 0.1 16.62 1 7 0 528.399 6 COclccc(ccl) [C@H]2CC3=NC(=C)C([C@H]([C@H]3C(=0)C2)c4cc(c(c(c4)Br)0)0C)C(=0)0C
ZINC08440122_| 5.35 135 -15.06 1 7 0 528399 6 CC1=C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)0C) chec(c(c(c4)Br)0)OC)C(=0)0C
7ZINC08440121 | 535 125 13.04 1 7 0 528.399 6 CC1=NC2=C([C@H](C1C(=0)0C)c3cc(c(c(c3)Br)0)0C)C(=0)C[C@H](C2)c4ccc(cc)OC
ZINC08440121 | 5.54 121 1346 1 7 0 528.399 6 COclcee(ccl)[C@H]2CC3=NC(=C)C([C@@H](C3C(=0)C2)c4cc(c(c(c4)Br)0)OC)C(=0)0C
7ZINC08440121 | 5.54 0 1358 1 7 0 528.399 6 COclccc(ccl) [C@H]2CC3=NC(=C)C([C@@H] ([C@@H]3C(=0)C2)c4cc(c(c(c4)Br)0)0C)C(=0)0C
ZINC08440121 | 5.35 147 -15.08 1 7 0 528399 6 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)0C) chec(c(c(c4)Br)0)0C)C(=0)0C
ZINC08440120 | 6.03 14.33 59.81 0 5 1 468573 10 CCCOclcce(ccl)C(=0)C2=C(C(=0)N([C@@H]2¢c3ccc(ce3)CC) CCeéeccecd)[0-]
ZINC08440120 | 6.48 0.7 2692 1 5 0 469.581 9 CCCOcTccc(ccl)C(=C2[C@H](N(C(=0)C2=0)CCc3cccce)checc(cc4)CC)0

7ZINC08440120 | 545 0.99 2068 0 5 0 469.581 10 CCCOclcce(ce1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCc3cccec3)chece(ccd)CC
ZINC08440119 | 6.19 119 1911 2 7 0 590.898 9 CCOclcc(cc(c10)Br)[C@H]2C3=C(C[C@H](CC3=0)cccc(cc4)CNC(=C2C(=0)0CCOC)C
ZINC08440119 | 6.15 217 11.28 1 7 0 590.898 9 CCOclcc(cc(c10)Br) [C@@H]2C(C(=NC3=C2C(=0) C[C@@H](C3)c4ccc(cc4)CHC)C(=0)0CCOC
ZINC08440118 | 6.19 11.84 -19.33 2 7 0 590.898 9 CCOclcc(cc(c10)Br) [C@@H]2C3=C(C[C@H](CC3=0)c4ccc(cc4) CNC(=C2C(=0)0CCOC)C
7INC08440118 | 6.15 203 1221 1 7 0 590.898 9 CCOclcc(cc(c10)Br) [C@H]2C(C(=NC3=C2C(=0)C[C@@H](C3)c4ccc(cc4)CI)C)C(=0)0CCOC
7INC08440117 | 6.13 1441 59.72 0 5 1 468.573 9 CCOclcce(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)C(C)C)CCcéeccccd)[0-]

ZINC08440117 | 6.57 119 273 1 5 0 469.581 8 CCOclcce(ccl)C(=C2[C@@H](N(C(=0)C2=0)CCc3cccec3)cheec(cc4)C(C)C)0

ZINC08440117 | 5.54 141 1946 0 5 0 469.581 9 CCOclcec(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCc3ccece3)checc(ccd)C(C)C
7INC08440116 | 6.19 11.89 1895 2 7 0 590.898 9 CCOclcc(cc(c10)Br)[C@H]2C3=C(C[C@@H](CC3=0)cdccc(cc4)CNC(=C2C(=0)0CCOC)C
ZINC08440116 | 6.31 347 9.9 1 7 0 590.898 9 CCOclcc(cc(c10)Br) [C@H]2C3C(=0)C[C@H] (C=C3N=C(C2C(=0)0CCOC)C) cccc(cc)Cl
ZINC08440115 | 5.11 13.11 1945 2 6 0 465.553 5 CCI=C([C@@H](C2=C(N1)C[C@@H](CC2=0)c3cccce3)checce(c4)0C)C(=0)Nc5eceens
ZINC08440115 | 5.25 11.39 13.94 1 6 0 465.553 5 COclceec(c1)[C@@H]2C3C(=NC(=C) C2C(=0)Nc4cceend) C[C@@H] (CC3=0)c5eccccs
7ZINC08440115_| 5.25 12.27 1453 1 6 0 465.553 5 COclccee(c1)[C@@H]2[C@H]3C(=NC(=C)C2C(=0)Nc4cecen4)C[C@@H](CC3=0)c5eccees
ZINC08440114 | 6.19 11.84 19.44 2 7 0 590.898 9 CCOclcc(cc(c10)Br) [C@@H]2C3=C(C[C@@H] (CC3=0)céccc(cc4) CHNC(=C2C(=0)0CCOC)C
7INC08440114 | 6.15 2.06 1197 1 7 0 590.898 9 CCOclcc(cc(c10)Br) [C@H]2C(C(=NC3=C2C(=0)C[C@H](C3)chccc(cc4)CHC)C(=0)0CCOC
7INC08440113 | 6.13 14.02 -60.24 0 5 1 468.573 9 CCOclcce(cc1)C(=0)C2=C(C(=0)N([C@@H] 2c3ccc(cc3)C(C)C)CCedcccccd)[0-]
7INC08440113 | 6.57 0.94 2716 1 5 0 469.581 8 CCOclccc(cc1)C(=C2[C@H](N(C(=0)C2=0)CCe3cccecd)checc(cc4)C(C)C)0

ZINC08440113 | 5.54 124 -20.88 0 5 0 469.581 9 CCOclcec(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCc3cccce3)cdecc(cc4)C(C)C
7INC02061975 | 5.99 0.65 161 1 6 0 454917 6 clcec(cel)COc2ecec(c2)C(=0)Nc3ecchc(c3)nn(n4)c5ecec(c5)Cl

ZINC08440108 5.86 1.02 -17.57 1 7 0 563.65 12 CCOclcee(cc1)C(=0)C2=C(C(=0)N([C@H]2c3cce(c(c3)0C)OCc4cccce4)CCc5cceec5)0
7INC08440108_| 5.27 0.87 234 0 7 0 563.65 12 CCOclcce(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCe3cccced)chece(c(c4)0C)OC5 cecees
ZINC02061964 6.82 -1.32 -13.62 1 5 0 454.913 6 clcec(cc1)COc2eccc(c2)C(=0)Ne3ccc4c(c3)nc(04)c5ccc(cc5)Cl

7INC08440106 | 5.86 1.07 1749 1 7 0 563.65 12 CCOcloec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(c(c3)0C) OCc4cccecd)Clc5eccec5)0
ZINC08440106 5.27 0.96 -25.12 0 7 0 563.65 12 CCOclcec(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCc3cccce3)c4ecc(c(c4)0C)0Cc5cccecs
ZINC08440105 6.97 -0.52 -17.74 1 5 0 448.522 6 Cclec(c2¢(c1)nc(02)c3ccc(cc3)NC(=0)c4cccc(c4)0Cc5cccce5)C

ZINC02061963 6.14 -1.16 -22.07 1 5 0 420.468 6 clcec(cc1)COc2eccc(c2)C(=0)Ne3ccec(c3)c4nc5eccecc504

ZINC02061962 7.53 -0.73 -18.28 1 5 0 428.532 10 CCCCCCCOcIcec(cc1)C(=0)Nc2ccce(c2)c3ncdccccc4do3

ZINC08440104 6.27 0.73 -15.18 1 6 0 533.624 11 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(cc3)OCc4cccced)CCe5ecccc5)0
7INC08440104 | 5.68 0.58 21.25 0 6 0 533.624 11 CCOclccc(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCc3ccecc3)checc(ccd)OCc5eececs
ZINC00441990 1.01 0.02 -51.41 1 5 1 312393 4 COclcec(cc1)C[NH+]2CCN(CC2)C(=0)c3ccenc3

7INC08440103 | 5.76 12.75 2123 2 5 0 461.562 3 CC1=C([C@H](C2=C(N1)CC(CC2=0)(C)C)c3ccec(c3)F)C(=0)Neanc5ececchsd

ZINC08440103 | 59 187 1296 1 5 0 461.562 3 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cccc(c3)F)C(=0)NeAncSeccecss4)C

ZINC08440103 | 59 046 1843 1 5 0 461562 3 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccce(c3)F)C(=0)NeAnc5eecec5s4)C
ZINC08440102 7.16 -1.68 -11.09 1 6 0 523.77 5 COclcce(cclBr)c2ne3cc(ccc302)NC(=0)c4ccc(04)c5ccc(cc5)Cl

ZINC08440101 | 6.27 07 1513 1 6 0 533.624 11 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)0Cc4cccecd) CCceccee5)0
ZINC08440101 5.68 0.62 -22.99 0 6 0 533.624 11 CCOclcec(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCc3ccccc3)cdecc(cc4)0Cc5cccees
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ZINC02061961 7.75 1.04 -11.88 0 4 0 468.372 6 CCOclccc(cclBr)C(=0)0c2ccc(cc2)c3nc4ccc(cc4s3)C

ZINC02061959 | 7.64 0.84 9.58 0 3 0 471.319 4 Cclcec2e(c1)se(n2)c3cec(ce3)0C(=0)checec(c)l

ZINC02061958 7 -2.96 -10.9 1 5 0 583.607 4 COclcec(cc1Br)e2ne3cec(ccc302)NC(=0)cdec(cec4C)l

ZINC08440100 | 6.11 14.36 59.76 0 6 1 498.599 12 CCCCOcl cec(ce)[C@H]2C(=C(C(=0)N2CCc3cccecd)[0-])C(=0)checc(cc4)0CC
ZINC08440100 | 6.55 0.64 27.7 1 6 0 499.607 11 CCCCOclcec(ccl)[C@H]2C(=C(c3cec(cc3)0CC)0)C(=0)C(=0)N2CCehccceck
7ZINC08440100 | 5.53 0.86 2048 0 6 0 499.607 12 CCCCOclcec(ccl)[C@H]2[C@@H](C(=0)C(=0)N2CCc3cccec3)C(=0)c4ecc(cc4)0CC
ZINC00659045 1.75 -0.77 -43.38 1 5 1 391.289 4 COclcec(cc1C[NH+]2CCN(CC2)C(=0)c3ccenc3)Br

7INC02061955 | 6.55 1.02 135 0 4 0 454.345 6 Cclcec2e(cl)sc(n2)c3cec(cc3)0C(=0)COckecc(ccd)Br

ZINC00659037 | 6.43 -0.98 10.74 1 6 0 144.874 5 COclcec(ccl)c2ne3cc(ccc302)NC(=0)checc(04)c5eec(cc5)Cl

ZINC08440099 | 5.76 12.75 2112 2 5 0 461.562 3 CC1=C([C@@H](C2=C(N1)CC(CC2=0)(C)C)c3ccec(c3)F)C(=0)Neanc5ceccebsd
ZINC08440099 | 59 -1.83 -14.85 1 5 0 461.562 3 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccec(c3)F)C(=0)Ncanc5ececc5s4)C
ZINC08440099 | 59 2094 1617 1 5 0 461.562 3 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccec(c3)F)C(=0)Ncanc5cccec5s4)C
ZINC08440098 | 6.11 13.93 6011 0 6 1 498.599 12 CCCCOcIccc(ccl) [C@@H]2C(=C(C(=0)N2CCc3cceced)[0-])C(=0)chccc(cc4)0CC
ZINC08440098 | 6.55 0.55 2814 1 6 0 499.607 11 CCCCOclcce(cc)[C@@H] 2C(=C(c3cec(cc3)0CC)0)C(=0)C(=0)N2CCcéccceck
ZINC08440098 | 5.53 0.84 2226 0 6 0 499.607 12 CCCCOclccc(ccl) [C@@H]2[C@@H] (C(=0)C(=0)N2CCc3cccec3)C(=0) checc(ccd)OCC
ZINC00659030 | 6.13 14 1212 1 5 0 451.32 4 Cclcec(cc1C)C(=0)Ne2eecdc(c2)nc(03)cdeec(c(c4)Br)OC

ZINC02061954 | 6.08 -1.69 -14.29 1 6 0 481.346 6 CC(C)Oc1ceec(c1)C(=0)Nc2cce3c(c2)nc(o03)c4cec(c(c4)Br)OC

ZINC02061953 7.77 -1.84 -10.32 1 6 0 558.215 5 COclccc(ccBr)c2nc3cec(cce302)NC(=0)c4ccc(04)c5ec(ccc5CICL

ZINC08440097 6 -1.85 -14.11 1 6 0 479.33 6 COclccc(ccl)/C=C\C(=0)Nc2ccc3c(c2)nc(o03)c4cec(c(c4)Br)OC

ZINC00702370 | 3.33 11.14 3877 0 6 1 42748 8 CCOclcec(ce1)C(=0)C2=C(C(=0)N([C@H]2c3cence3)CCedcccecd)[0-]
ZINC00702370 | 3.77 0.7 27.72 1 6 0 428.488 7 CCOclcec(ccl)C(=C2[C@@H](N(C(=0)C2=0)CCc3cccec3) chcence4)0
ZINC00702370 | 2.74 047 21.26 0 6 0 428488 8 CCOclccc(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCc3ccece3)checnccd
ZINC02061951 6.56 -2.25 -22.79 1 6 0 522.182 6 COclcec(cc1Br)c2ne3cc(ccc302)NC(=0)COc4ccc(cc4Cl)Cl

ZINC00659023 | 5.73 -1.68 1591 1 6 0 467.319 6 Cclcec(cc1)OCC(=0)Nc2cec3e(c2)nc(03)chcce(c(c4)Br)OC

7INC08440096 | 3.33 10.73 -38.66 0 6 1 427.48 8 CCOclccc(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccncc3)CCedcccecd)[0-]
ZINC08440096 | 3.77 049 28.68 1 6 0 428488 7 CCOclcce(cc1)C(=C2[C@H](N(C(=0)C2=0)CCc3ccceed)checnccd)0
ZINC08440096_| 2.74 022 23.64 0 6 0 428.488 8 CCOclcec(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCc3cccced)cheenccd:
ZINC08440095 4.62 -1.04 -16.44 0 5 0 474.395 6 CCCCOclcc(c(cc10C)[C@@H]2C3C(=NC4=C2C(=0)CCC4)CCCC3=0)Br
ZINC08440095 4.78 -2.46 -13.04 0 5 0 474.395 6 CCCCOclcc(c(cc10C)[C@H]2C3C(=NC4=CCCC(=0)C24)CCCC3=0)Br
ZINC00659022 5.77 -2.77 -9.05 1 6 0 539.123 4 COclccc(cc1Br)c2nce3cec(cce302)NC(=0)c4ccc(04)]

ZINC02061950 6.72 -2.88 -11.21 1 5 0 536.607 4 COclcec(cc1Br)c2nce3cc(cce302)NC(=0)c4ec(ccc4Cl)Br

7ZINC00702368 | 3.95 1021 4248 1 7 1 472517 9 CCOclccc(cc1)C(=0)C2=C(C(=0)N([C@H]2c3cec(c(c3)0C)0)CCedcccccd)[0-]
ZINC00702368 | 4.4 148 2991 2 7 0 473525 8 CCOclcec(ccl)C(=C2[C@@H](N(C(=0)C2=0)CCc3cccee3) cheec(c(c4)0C)0)0
7ZINC00702368_| 3.37 124 2216 1 7 0 473525 9 CCOclcec(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCc3ccece3)chece(c(c4)0C)0
ZINC02061949 6.48 -2.64 -14.61 1 6 0 546.215 6 CCOclcce(cc1Br)C(=0)Nc2cce3c(c2)nc(o03)c4cce(c(c4)Br)0C

ZINC08440094 4.93 -0.99 -6.23 1 3 0 479.055 3 COclcccccINC(=0)c2cc(ccc2l)l

ZINC02061946 | 7.34 2.46 12.24 0 6 0 477.582 10 CCOclcc(cc(c10CC)0CC)C(=0)0c2ccc(cc2)cancecc(ccs3)C

7INC02061944 | 7.53 135 1025 0 3 0 414313 4 Cclcec2e(cl)se(n2)c3ccc(cc3)0C(=0)cdecc(cc4CCl

7INC00702369 | 3.95 1021 4244 1 7 1 472.517 9 CCOclcec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(c(c3)0C)0)CCeéeccecd)[0-]
7INC00702369 | 44 142 29.82 2 7 0 473525 8 CCOclccc(cc1)C(=C2[C@H](N(C(=0)C2=0)CCc3ccceed)checc(c(c4)0C)0)0
ZINC00702369 | 3.37 119 23.19 1 7 0 473.525 9 CCOclcec(cc1)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)CCc3ccece3)checc(c(c4)0C)0
ZINC02061941 7.28 0.86 -10.97 0 3 0 471319 4 Cclccc2¢(cl)sc(n2)c3cec(cc3)0C(=0)c4eccecdl

7INC08440092 | 6.32 14.81 -59.85 0 5 1 482.6 9 CCOclcce(ce1)C(=0)C2=C(C(=0)N([C@H]2c3ccc(ce3)C(C)(C)C)CCcéeccecd)[0-]
ZINC08440092 | 6.77 131 27.08 1 5 0 483.608 8 CCOclcce(ccl)C(=C2[C@@H](N(C(=0)C2=0)CCe3ccece3)checc(ccd)C(C)(C)C)0
ZINC08440092_| 5.74 155 -19.13 0 5 0 483.608 9 CCOclcec(cc1)C(=0)[C@H]2[C@@H] (N(C(=0)C2=0)CCc3cccce3)checc(cc4)C(C)(C)C
7ZINC00659009 | 3.88 0.03 1643 2 7 0 440,978 7 CCOC(=0)clc2¢(scINC(=S)NC(=0)c3c(cn(n3)C)CHC[C@H](CC2)C

7INC02779333 | 3.88 0.03 1644 2 7 0 440.978 7 CCOC(=0)clc2c(scINC(=S)NC(=0)c3c(cn(n3)C)C)C[C@@H](CC2)C
ZINC08440091 | 6.01 1459 1672 0 5 0 464594 5 Cclcec(cel)c2esc(n2)N3C(=0)/C(=C/chccc(cc4)N(C)C)/C(=N3)c5eccecs
7INC08440089 | 6.32 1441 -60.33 0 5 1 482.6 9 CCOclccc(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)C(C)(C)C) CCetcccecd)[0-]
ZINC08440089 | 6.77 147 2747 1 5 0 483.608 8 CCOclcec(cel)C(=C2[C@H](N(C(=0)C2=0)CCc3cccced)checc(cc4)C(C)(C)C)O
ZINC08440089 | 5.74 176 2129 0 5 0 483.608 9 CCOclcec(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCcBcccec3)ceec(cc4)C(C) (C)C
7INC00702366 | 5.06 13,59 4145 0 5 1 440519 8 CCOclcce(cc1)C(=0)C2=C(C(=0)N([C@H]2c3cec(cc3)C)CCceccecd)[0-]
ZINC00702366 | 5.51 0.73 275 1 5 0 441,527 7 CCOclccc(ccl)C(=C2[C@@H](N(C(=0)C2=0)CCc3ccecc3)checc(cc4)C)0
7INC00702366 | 4.48 1.01 2141 0 5 0 441.527 8 CCOclcce(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)CCc3cccce3)cdecc(cc4)C
7INC08440086_| 6.36 9.95 -18.39 0 10 0 658.744 16 Celce(c(cc1C2(c3ccecc3C(=0)02) chec(c(cc4C)0C(=0)CCC(=0)0C)C(C)C)C(C)C)OC(=0)CCC(=0)0C
ZINC08440085 | 3.61 034 1454 1 7 0 467573 4 Cclecc(nc1)NC(=0)C2[C@H](C3=C(C[C@@H](CC3=0)ccccec4)N=C2C)c5enn(c5C)C
ZINC08440085 | 3.79 158 18 1 7 0 467.573 4 Cclecc(ncl)NC(=0)C2[C@H](C3C(=NC2=C)C[C@@H](CC3=0)c4cccccd)c5enn(c5C)C
ZINC08440084 | 4.74 1159 1227 1 8 0 419.828 5 clccc(cc1)C\2=NN(C(=0)/C2=N/Nc3cec(c(c3)[N+](=0)[0-])Clckcccecd
ZINC08440084 | 4.74 11.9 -13.08 1 8 0 419.828 5 clccc(cc1)C\2=NN(C(=0)/C2=N\Nc3cce(c(c3) [N+](=0)[0-])Cl) cAcccccd
ZINC00702367 | 5.06 13.19 41 0 5 1 440519 8 CCOclcce(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3cce(cc3)C)CCedeccecd)[0-]
ZINC00702367 | 5.51 0.64 2778 1 5 0 441,527 7 CCOclcec(ccl)C(=C2[C@H](N(C(=0)C2=0)CCc3cccce)checc(cc4)C)0
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ZINC00702367 | 4.48 0.93 2148 0 5 0 441.527 8 CCOclcec(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)CCcBcccec3)cdeec(cc)C

7INC04458647 | -2.54 -13.69 6823 3 10 0 582.751 12 [H]/N=C(/Cc1 [n+](c2ccccc2s1)CCCS(=0) (=0)[0-])\C=C/3\N(c4cccec4S3) CCCS(=0) (=0)ON
ZINC08440083 | 7.61 14.64 1167 1 6 0 660.189 5 clccc(ccl)c2esc(n2)N3C(=0)/C(=N\Nc4c(cc(cc4Br)Br)Br) /C(=N3)c5cccecs

ZINC08440081 | 3.87 11.19 42.88 0 8 1 502.543 10 COclcee(cc1)C(=0)C2=C(C(=0)N([C@H]2c3cc(c(c(c3)0C)0C)0C) CCedeccecd)[0-]
ZINC08440081 | 4.32 125 30.7 1 8 0 503.551 9 COclcee(cc1)C(=C2[C@@H](N(C(=0)C2=0)CCcBcccec3)cdec(c(c(c4)0C)0C)0C)0
ZINC08440081 | 3.29 146 2493 0 8 0 503.551 10 COclcee(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CCc3ccece3)chec(c(c(c4)0C)0C)0C
ZINC08440080 | 4.94 3.09 -19.36 0 6 0 508.533 4 clcec2c(cl)-c3cccec3C2(c4cec(cc4)N5C(=0)C=CC5=0)c6eec(cc6)N7C(=0)C=CC7=0
7ZINC08440078 | 1.89 2.94 19.72 2 7 0 305.363 5 CCOclccc(ccl)/N=N/[C@@H]2C(=NN(C2=0)C(=5)N)C

ZINC08440077 | 3.87 10.75 4097 0 8 1 502.543 10 COclcec(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3cc(c(c(c3)0C)0C)0C) CCekcccecd)[0-]
7INC08440077 | 4.32 136 3147 1 8 0 503.551 9 COclcec(ce1)C(=C2[C@H](N(C(=0)C2=0)CCe3cccecd)chec(c(c(c4)0C)0C)0C)0
ZINC08440077 | 3.29 157 23.99 0 8 0 503.551 10 COclcee(cc1)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)CCc3cccce3)chec(c(c(c4)0C)0C)0C
7INC08440075 | 5.22 13.69 61.22 0 6 1 483.588 10 CCCOcLece(ccl)C(=0)C2=C(C(=0)N([C@H]2c3ccc(ce3)N(C)C)CCcéeccecd)[0-]

ZINC02061504 7.54 2.4 -15.62 1 3 0 428.535 7 clcec(ccl)/C=C/C(=NNC(=0)c2ccc(cc2)c3ccece3)/C=C/c4cccccd

7ZINC08440073 | 5.22 133 6161 0 6 1 483.588 10 CCCOcLece(ccl)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(ce3)N(C)C)CCedeccecd)[0-]
ZINC08440072 8.19 1.67 -10.96 1 2 0 398.679 15 CCCCCCeeeeceeeeenle2e(c(=N)e3c1CCC3)CCC2

7ZINC08440071 | 5.96 15.46 “44.68 0 5 1 474536 7 Cclcec(cc1)C(=0)C2=C(C(=0)N([C@H]2c3cccc(c3)Ockeccced)CeSeceec5)[0-]

ZINC08440071 6.4 0.76 -25.7 1 5 0 475.544 6 Celcee(cc1)C(=C2[C@@H](N(C(=0)C2=0)Cc3cccee3)c4ccee(c4)Oc5eccec5)0

ZINC08440071 | 5.37 1.02 2021 0 5 0 475544 7 Ccleee(cel)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)Cc3cccced)checee(c4)Oc5ceeees
ZINC08440070 | 5.09 4.46 26.86 0 2 1 457.641 2 CC\1(c2ccc3ccccc3c2N(/C1=C/C=C/C4=[N+](c5cccbececcbe5C4(C)C)C)C)C

ZINC08440068 | 5.96 1459 4396 0 5 1 474536 7 Cclcec(cel)C(=0)C2=C(C(=0)N([C@@H] 2c3ccce(c3) Ockeccecd) Ceeceee5)[0-]
ZINC08440068 6.4 0.77 -25.08 1 5 0 475.544 6 Celeee(cc1)C(=C2[C@H](N(C(=0)C2=0)Cc3cccce3)c4ccce(c4)Oc5eccec5)0

ZINC08440068 | 5.37 1.02 21.04 0 5 0 475544 7 Cclcee(cc1)C(=0)[C@H] 2[C@H](N(C(=0)C2=0)Cc3cccce3)céecce(c4)Ocheecees
ZINC03176061 6.51 1.14 -8.57 1 5 0 424.696 3 clcc(c(cc1Cl)C)Ne2nnc(s2)c3cc4ec(ccc4oc3=0)Cl

ZINC02061497 6.68 1.75 -11.38 1 6 0 461.374 6 CCN(CC)clccc2ec(c(=0)oc2c1)c3nnc(s3)Nedeee(cc4Cl)CL

ZINC00847183 5.96 -1.33 -26.84 1 6 0 429.863 4 COclcc2ccccc2ecl1C(=0)Ne3cce(c(c3)c4nc5c(04)ccen5)Cl

ZINC08440067 | 5.93 1449 621 0 4 1 438.547 6 Cclcee(cc1)C(=0)C2=C(C(=0)N([C@H]2c3cee(cc3)C(C) (C)C) Cekeccecd)[0-]

ZINC08440067 | 6.38 177 267 1 4 0 439.555 5 Cclcec(ccl)C(=C2[C@@H](N(C(=0)C2=0)Cc3ccccc3)checc(cc4)C(C)(C)C)0

ZINC08440067 | 5.35 2.06 1917 0 4 0 439.555 6 Ccleee(ccl)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)Cc3cccce3)cdece(cc4)C(C)(C)C
ZINC01954273 6.64 0.53 -8.4 1 5 0 469.147 3 clcc(c(cc1Cl)C)Ne2nnc(s2)c3cc4ec(ccc4oc3=0)Br

7ZINC08440066 | 5.63 129 1042 0 7 0 452.894 5 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(cc3)[N+](=0)[0-])C(=0)C[C@@H](C2)cAccc(cc4)Cl
ZINC08440066 | 5.81 152 1147 0 7 0 452.894 5 COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)Cl)chccc(cc4) [N+](=0)[0-]
ZINC08440066 | 5.81 2.74 1698 0 7 0 452.894 5 COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)Cl)chccc(ccA) [N+](=0)[0-]
ZINC08440066 | 5.63 14 1402 0 7 0 452.894 5 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)Cl)chccc(cc4) [N+](=0)[0-])C(=0)0C
ZINC08440065 | 5.93 13.62 6202 0 4 1 438.547 6 Cclcee(ce1)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(ce3)C(C)(C)C) Cedeccecd)[0-]

ZINC08440065 | 6.38 128 26.64 1 4 0 439.555 5 Cclccc(ccl)C(=C2[C@H](N(C(=0)C2=0)Cc3cccced)checc(cc4)C(C)(C)C)O

ZINC08440065 | 5.35 158 21.16 0 4 0 439.555 6 Cclcec(cc1)C(=0)[C@H] 2[C@H](N(C(=0)C2=0)Cc3cccced)checc(cc4)C(C)(C)C

ZINC08440064 | 5.63 14 12.79 0 7 0 452.894 5 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(ce3)[N+](=0)[0-])C(=0)C[C@@H] (C2)c4ccc(cc4)Cl
ZINC08440064 | 5.81 151 1313 0 7 0 452.894 5 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)Cl)checc(cc4) [N+](=0)[0-]
ZINC08440064 | 5.81 2.65 1319 0 7 0 452.894 5 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)Cl)cheec(ccd) [N+](=0)[0-]
7INC08440064 | 5.63 126 14.99 0 7 0 452.894 5 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)Cl)chccc(ccd)[N+](=0)[0-])C(=0)0C
ZINC08440063 | 5.63 131 -10.34 0 7 0 452.894 5 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(ce3)[N+](=0)[0-])C(=0)C[C@H] (C2)chccc(cc4)Cl
7INC08440063 | 5.81 134 121 0 7 0 452.894 5 COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cce(ce3)Cl)cece(cc4) [N+](=0)[0-]
ZINC08440063 | 5.81 2.62 1121 0 7 0 452.894 5 COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3ccc(cc3)Cl)chccc(cc4) [N+](=0)[0-]
7INC08440063 | 5.63 135 1396 0 7 0 452.894 5 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)Cl)chccc(ccd)[N+](=0)[0-])C(=0)0C
7INC08440062 | 5.63 128 1058 0 7 0 452.894 5 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(cc3)[N+](=0)[0-])C(=0) C[C@H](C2) c4ccc(ccd)Cl
7INC08440062 | 5.81 151 121 0 7 0 452.894 5 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cce(ced)Clcéeec(cc4)[N+](=0)[0-]
ZINC08440062 | 5.81 2.5 -10.88 0 7 0 452.894 5 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3ccc(cc3)Clchccc(ccd) [N+] (=0)[0-]
7INC08440062 | 5.63 14 14.35 0 7 0 452.894 5 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3ccc(ce3)Cl)chcce(ccd) [N+](=0)[0-])C(=0)OC
ZINC08440061 | 6.45 2.13 11.03 0 6 0 499.607 7 CC1=NC2=C([C@@H](C1C(=0)0C3CCCCC3)cdccc(ce4)0C(=0)C)C(=0)C[C@@H](C2)c5cccces
7ZINC08440061 | 6.63 2.36 1228 0 6 0 499.607 7 CC(=0)OcTcce(cc)[C@H]2C3C(=NC(=C)C2C(=0)0C4CCCCC4)C[C@H](CC3=0)c5cceecs
7INC08440061 | 6.63 3.58 -18.68 0 6 0 499.607 7 CC(=0)Oclccc(ccl) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C4CCCCC4)C[C@H](CC3=0)c5eccecs
7INC08440061 | 6.45 2.24 1491 0 6 0 499.607 7 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccce3)chece(cc4)0C(=0)C)C(=0)0C5CCCCCS
ZINC08440060 | 6.45 2.02 116 0 6 0 499.607 7 CC1=NC2=C([C@H](CIC(=0)0C3CCCCC3)cAccc(cc4)0C(=0)C)C(=0)C[C@R@H](C2)c5eccecs
7INC08440060 | 6.63 2.09 1325 0 6 0 499.607 7 CC(=0)0clcce(cc1)[C@@H]2C3C(=NC(=C)C2C(=0)0C4CCCCCHC[C@H](CC3=0)c5eccecs
ZINC08440060 | 6.63 3.44 19.2 0 6 0 499.607 7 CC(=0)Oclccc(ccl) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C4CCCCC4)C[C@H] (CC3=0)c5eccecs
ZINC08440060 | 6.45 2.12 1541 0 6 0 499.607 7 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccced)checc(cc4)0C(=0)C)C(=0)0C5CCCCCS
ZINC08440059 | 5.99 1 -18.43 1 5 0 427595 8 Cclcec(ccl)CSc2nnc(s2)NC(=0)COc3ccc(cc3)C(C)(C)C

7INC08440058 | 6.45 2.13 1153 0 6 0 499.607 7 CC1=NC2=C([C@@H](C1C(=0)0C3CCCCC3)céecc(cc4)0C(=0)C)C(=0)C[C@H](C2)c5eccecs
ZINC08440058 | 6.63 2.27 1242 0 6 0 499.607 7 CC(=0)Oclccc(ccl)[C@H]2C3C(=NC(=C)C2C(=0)0C4CCCCC4)C[C@@H] (CC3=0)c5cceecs
ZINC08440058 | 6.63 36 17.77 0 6 0 499.607 7 CC(=0)0clcec(cc1)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C4CCCCC4)C[C@@H](CC3=0)c5eccecs
ZINC08440058 | 6.45 217 1376 0 6 0 499.607 7 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccccd)checc(ccd) 0C(=0)C)C(=0)OC5CCCCCS
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ZINC08440057 | 6.45 211 -11.23 0 6 0 499.607 7 CC1=NC2=C([C@H](C1C(=0)0C3CCCCC3)chcce(ccd)0C(=0)C)C(=0)C[C@H] (C2)c5eccecs
7ZINC08440057 | 6.63 2.17 -13.33 0 6 0 499.607 7 CC(=0)O0clcce(cc)[C@@H]2C3C(=NC(=C)C2C(=0)0C4CCCCCHC[C@@H](CC3=0)c5eccecs
ZINC08440057 | 6.63 3.59 -18.06 0 6 0 499.607 7 CC(=0)Oclccc(cc)[C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C4CCCCCA)C[C@@H](CC3=0)c5eccecs
7ZINC08440057 | 6.45 2.05 -15.92 0 6 0 499.607 7 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccceed)checc(cc4)0C(=0)C)C(=0)0C5CCCCCH
ZINC08440056 | 6.81 03 -14.73 1 5 0 441,622 11 CCCCCCOcTecc(cc1)C(=0)Ne2nnc(s2)SCe3cec(ce3)C

ZINC08440055 | 6.69 0.23 -10.95 0 6 0 507.586 7 CC1=NC2=C([C@@H](C1C(=0)0CCc3cccce3)ceec5e(c4)0C05)C(=0)C[C@@H](C2)cbececct
ZINC08440055 | 6.87 0.18 -11.06 0 6 0 507.586 7 C=C1C([C@H](C2C(=N1)C[C@H](CC2=0)c3cccee3)cdece5e(cd)0C05)C(=0)0CCcbeceech
ZINC08440055 | 6.87 121 1114 0 6 0 507.586 7 C=C1C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccce3)ceecse(c4)0C05)C(=0)0CCcbecccch
ZINC08440055 | 6.69 0.29 -13.82 0 6 0 507.586 7 CC1=C([C@H] ([C@@H]2C(=N1)C[C@H](CC2=0)c3cccee3)checcse(c4)0C05)C(=0)0CCcbecccch
7ZINC04391432_|_6.69 14.89 -13.77 0 6 0 507586 7 CC1=NC2=C([C@H](C1C(=0)0CCc3cccce3)cdecc5e(c4)0C05)C(=0)C[C@@H](C2)cbecccch
7ZINC04391432 | 6.87 14.65 -12.96 0 6 0 507.586 7 C=C1C([C@@H](C2C(=N1)C[C@H](CC2=0)c3ccece3)ceecse(c4)0C05)C(=0)0CCcbeccech
7INC04391432_|_6.87 1555 -14.39 0 6 0 507.586 7 C=C1C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccce3)checcsc(c4)0C05)C(=0)0CCcbecccch
ZINC04391432 | 6.69 14.87 -14.93 0 6 0 507.586 7 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccee3)checcse(c4)0C05)C(=0)0CCcbecccch
ZINC08440054 | 6.55 118 -13.87 1 4 0 446,022 5 Cclcec(cc1)CSc2nnc(s2)NC(=0)c3c(cdecc(ccds3)C)CI

ZINC08440053 | 6.69 0.26 -10.48 0 6 0 507.586 7 CC1=NC2=C([C@@H](C1C(=0)0CCc3ccece3)cheec5e(c4)0C05)C(=0)C[C@H](C2)cbeccech
7ZINC08440053 | 6.87 0.39 11.23 0 6 0 507.586 7 C=CIC([C@H](C2C(=NT)C[C@@H](CC2=0)c3ccccc3)checc5e(c4)0C05)C(=0)0CCcbeeccch
ZINC08440053 | 6.87 167 112 0 6 0 507.586 7 C=C1C([C@H] ([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccecd)checc5e(c4)0C05)C(=0)OCCebeeeect
ZINC08440053 | 6.69 045 -13.19 0 6 0 507.586 7 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccce3)chcecse(c4)0C05)C(=0)0CCcbeccech
ZINC08440052 | 6.69 0.46 -14.36 0 6 0 507.586 7 CC1=NC2=C([C@H](C1C(=0)0CCc3cccee3)chece5e(c4)0C05)C(=0)C[C@H](C2)cbeccech
ZINC08440052 | 6.87 049 -13.18 0 6 0 507.586 7 C=CI1C([C@@H](C2C(=N1)C[C@@H](CC2=0)c3cccecd)checc5e(c4)0C05)C(=0)OCCcbeceect
ZINC08440052 | 6.87 17 -14.94 0 6 0 507.586 7 C=C1C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccecd)checc5e(c4)0C05) C(=0)OCCbeceect
ZINC08440052 | 6.69 0.23 15.1 0 6 0 507.586 7 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccecd)checc5e(c4)0C05)C(=0)OCCebeceeet
ZINC08440048 | 6.17 052 -19.47 1 5 0 448,013 8 CC(C)(C)clecc(ce1)OCC(=0)Ne2nnc(s2)SCe3ccece3Cl

ZINC08440047 | 7 -0.18 -15.65 1 5 0 462.04 11 CCCCCCOcTcee(cc1)C(=0)Ne2nnc(s2)SCe3ccecc3Cl

ZINC08440045 | 6.8 1.07 1091 0 5 0 514.021 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccccc30CcAcccecd)C(=0)C[C@@H](C2)c5eee(cc5)Cl
7ZINC08440045 | 6.98 113 11.84 0 5 0 514.021 7 COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccc(cc3)Clcheccec40Cc5eceecs
ZINC08440045 | 6.98 2.46 12,92 0 5 0 514.021 7 COC(=0)C1|C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cec(ce3)Cl)checcec0Ccheccees
7ZINC08440045 | 6.8 101 -14.25 0 5 0 514.021 7 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)Cl)cdeccec40Cc5eccec5)C(=0)0C
ZINC08440044 | 6.8 11 -11.02 0 5 0 514.021 7 CC1=NC2=C([C@H](C1C(=0)0C)c3ccccc30Cccccecd) C(=0)C[C@@H](C2)c5ecc(cc5)Cl
7ZINC08440044 | 6.98 0.85 -11.66 0 5 0 514.021 7 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cce(ce3)Cl)chcccec0Ccheccees
ZINC08440044 | 6.98 23 -18.52 0 5 0 514.021 7 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3ccc(ce3)Cl)checcec0Ccheccees
7ZINC08440044 | 6.8 12 -14.53 0 5 0 514.021 7 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)Cl)cececc40Cc5eccec5)C(=0)0C
7ZINC08440043 | 6.8 1 -10.78 0 5 0 514.021 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccccc30Cchcccecd)C(=0)C[C@H](C2)c5ece(cc)Cl
7ZINC08440043 | 6.98 113 -11.97 0 5 0 514.021 7 COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccc(ce3)Cl)chcccec0Ccheccees
ZINC08440043 | 6.98 2.25 -12.04 0 5 0 514.021 7 COC(=0)C1|C@H]([C@@H] 2C(=NC1=C)C[C@@H](CC2=0)c3ccc(ce3)Cl)ceccccdOCc5eceecs
7ZINC08440043 | 6.8 114 -14.36 0 5 0 514.021 7 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)Cl)cdecceca0Cc5eccec5)C(=0)0C
ZINC00702349 | 3.92 9.67 -18.84 1 6 0 419915 5 clccc(c(c1)CSc2nnc(s2)NC(=0)[C@H]3COckccccc403)Cl

7ZINC00702349 | 4.11 6.94 -49.65 0 6 1 418.907 5 clcec(c(c1)CSc2nnc(s2)/N=C(/[C@H]3COc4cccec403)\[0-])CL

7ZINC08440042 | 6.8 12 -15.15 0 5 0 514.021 7 CC1=NC2=C([C@H](C1C(=0)0C)c3ccecc30Cchcccecd)C(=0)C[C@H](C2)c5ece(ccs)Cl
ZINC08440042 | 6.98 123 -14.93 0 5 0 514.021 7 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccc(cc3)Cl)cdecceca0Cc5eccech
ZINC08440042 | 6.98 2.44 -15.96 0 5 0 514.021 7 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3ccc(cc3)Cl)checcccdOCc5eceecs
7INC08440042 | 6.8 0.97 -16.52 0 5 0 514.021 7 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)Cl)ceccec40Cc5eceec5)C(=0)0C
ZINC08440041 | 5.08 0.95 1117 0 6 0 433.504 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3cccc(c3)0C)C(=0)C[C@@H](C2)cdece(ccd)0C
7ZINC08440041 | 5.26 101 -12.05 0 6 0 433.504 6 COclecc(ccl)[C@@H]2CC3=NC(=C)C([C@H](C3C(=0)C2)cAccee(c4)0C)C(=0)0C
ZINC08440041 | 5.26 2.34 -13.38 0 6 0 433.504 6 COclecc(cc)[C@@H]2CC3=NC(=C)C([C@H] ([C@H]3C(=0)C2)chcccc(c4)0C) C(=0)0C
ZINC08440041_| 5.08 0.89 -14.63 0 6 0 433,504 6 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)0C) checee(c4)0C)C(=0)0C
ZINC08440040 | 5.08 1.06 -15.52 0 6 0 433.504 6 CC1=NC2=C([C@H](C1C(=0)0C)c3ccec(c3)0C)C(=0)C[C@@H](C2)checc(ccd)0C
7ZINC08440040 | 5.26 118 -14.92 0 6 0 433.504 6 COclecc(cc])[C@@H]2CC3=NC(=C)C([C@@H](C3C(=0)C2)chccec(c4)0C)C(=0)0C
ZINC08440040 | 5.26 232 -16.25 0 6 0 433.504 6 COclecc(cc))[C@@H]2CC3=NC(=C)C([C@@H] ([C@@H]3C(=0)C2)cAccec(c4)0C)C(=0)0C
7ZINC08440040_| 5.08 093 -16.69 0 6 0 433,504 6 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)0C) checee(c4)0C) C(=0)0C
ZINC08440039 | 5.08 0.85 -11.33 0 6 0 433.504 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3cccc(c3)0C)C(=0)C[C@H](C2)cheee(ccd)0C
7ZINC08440039 | 5.26 0.92 -12.05 0 6 0 433.504 6 COclecc(ccl)[C@H]2CC3=NC(=C)C([C@H](C3C(=0)C2)c4ccce(c4)0C)C(=0)0C

ZINC08440039 | 5.26 2.18 -13.58 0 6 0 433.504 6 COclecc(cc)[C@H]2CC3=NC(=C)C([C@H]([C@H]3C(=0)C2)cécccc(c4)0C) C(=0)0C
7ZINC08440039 | 5.08 0.96 -14.49 0 6 0 433,504 6 CC1=C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cce(cc3)0C) cdecce(c4)0C)C(=0)0C
ZINC08440038 | 5.08 1.07 -15.33 0 6 0 433.504 6 CC1=NC2=C([C@H](C1C(=0)0C)c3ccec(c3)0C)C(=0)C[C@H] (C2)chccc(cc4)OC

7ZINC08440038 | 5.26 128 -14.95 0 6 0 433.504 6 COclccc(cc)[C@H]2CC3=NC(=C)C([C@@H](C3C(=0)C2)c4ccce(c4)0C)C(=0)0C
ZINC08440038 | 5.26 2.58 2893 0 6 0 433.504 6 COclecc(cc)[C@H]2CC3=NC(=C)C([C@@H] ([C@@H]3C(=0)C2)chccec(c4)0C)C(=0)0C
7ZINC08440038 | 5.08 1.03 -16.48 0 6 0 433,504 6 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)0C) cecee(c4)0C)C(=0)0C
ZINC00702350 | 3.92 9.67 -18.78 1 6 0 419915 5 clcec(c(c1)CSc2nnc(s2)NC(=0)[C@@H]3COckccccc403)Cl

ZINC00702350 | 4.11 6.93 -49.68 0 6 1 418.907 5 clece(c(c1)CSe2nne(s2)/N=C(/[C@@H]3COc4ccccc03)\[0-])CI

ZINC08440037 | 6 0.16 -6.54 1 2 0 283415 8 CCCCCCCCelece(nel)c2eec(cc2)0
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ZINC00702345 | 5.38 0.39 -13.96 1 4 0 432.373 6 CC1([C@H]([C@H] 1C(=0)Nc2nnc(s2)SCc3ccccc3F)C=C(CCI)C

7INC08440036 | 5.01 ~0.83 11.05 1 6 0 453.922 5 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)0C)0)C(=0)C[C@@H](CZ)cdccc(cc4)Cl
7INC08440036_| 5.19 077 1213 1 6 0 453.922 5 COclcc(cec10)[C@H]2C3C(=NC(=C)C2C(=0)0C)C[C@H](CC3=0)ckccc(cc4)Cl
7INC08440036 | 5.19 0.55 1296 1 6 0 453.922 5 COclec(cccl0)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C)C[C@H](CC3=0)céccc(cc4)Cl
ZINC08440036_| 5.01 0.9 14.8 1 6 0 453.922 5 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)Clc4ccc(c(c4)0C)0)C(=0)0C
ZINC08440035 | 5.01 091 1332 1 6 0 453.922 5 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(c(c3)0C) 0)C(=0)C[C@R@H](C2)chccc(cc4)Cl
ZINC08440035_| 5.19 0.78 1392 1 6 0 453.922 5 COclcc(ccc10)[C@@H]2C3C(=NC(=C)C2C(=0)0C)C[C@H](CC3=0)c4ccc(ccd)Cl
ZINC08440035_| 5.19 0.36 13.87 1 6 0 453.922 5 COclec(cccl0)[C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C)C[C@H](CC3=0)céecc(cc4)Cl
ZINC08440035_| 5.01 -0.87 1618 1 6 0 453.922 5 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccc(cc3)Clc4ccc(c(c4)0C)0)C(=0)0C
7INC00702347 | 5.38 0.51 1511 1 4 0 432373 6 CC1([C@@H]([C@H]1C(=0)Nc2nnc(s2)SCc3eccec3F)C=C(CHCC

ZINC08440034 | 5.01 -0.94 1141 1 6 0 453.922 5 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)0C)0)C(=0)C[C@H](C2)chccc(ccd)Cl
7INC08440034 | 5.19 ~0.86 1266 1 6 0 453.922 5 COclcc(cec10)[C@H]2C3C(=NC(=C)C2C(=0)0C)C[C@@H](CC3=0)c4ecc(cc4)Cl
7INC08440034 | 5.19 0.46 1845 1 6 0 453.922 5 COclcc(cec10)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C)C[C@@H](CC3=0)c4ccc(ccd)Cl
7INC08440034 | 5.01 ~0.82 1477 1 6 0 453.922 5 CC1=C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)Cl)c4eec(c(c4)0C)0)C(=0)0C
ZINC08440033 | 5.01 2072 1361 1 6 0 453.922 5 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(c(c3)0C)0)C(=0)C[C@H](C2)c4ccc(cc)Cl
7ZINC08440033_| 5.19 -0.51 1416 1 6 0 453.922 5 COclcc(cee10)[C@@H]2C3C(=NC(=C)C2C(=0)0C)C[C@@H](CC3=0)ckccc(ccd)Cl
7INC08440033 | 5.19 0.79 2611 1 6 0 453.922 5 COclcc(cec10)[C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C)C[C@@H](CC3=0)cccc(ccd)Cl
ZINC08440033_| 5.01 ~0.75 1591 1 6 0 453.922 5 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3ccc(cc3)Cl)checc(c(c4)0C)0)C(=0)0C
7INC08440032 | 4.31 167 1581 0 15 0 576.522 8 COclcec(cc1)C2=NN([C@H](C2)c3ccec(c3)[N+](=0)[0-]) C(=0) chcc(c(c(c4) [N+](=0)[0-])N5CCOCC5) [N+](=0)[0-]
7INC00702346 | 5.38 0.51 1511 1 4 0 432373 6 CC1([C@H]([C@@H]1C(=0)Nc2nnc(s2)SCc3ccccc3F)C=C(CI)CHC

ZINC08440031 | 4.31 1.63 1547 0 15 0 576.522 8 COclcec(cc1)C2=NN([C@@H](C2) c3cccc(c3)[N+](=0)[0-]) C(=0) c4cc(c(c(c4) [N+] (=0)[0-])N5CCOCC5) [N+] (=0)[0-]
ZINC08440030 | 5.93 043 1179 0 11 0 659.291 6 clcc(cecl[C@H]2CC(=NN2C(=0)c3cc(c(c(c3) [N+](=0) [0-])N4CCOCC4)[N+](=0)[0-] c5ccc(ce5)Br) Br
ZINC08440029 | 5.93 041 1177 0 11 0 659.291 6 cloc(cccl [C@@H]2CC(=NN2C(=0)c3cc(c(c(c3) [N+](=0)[0-])NACCOCCA) [N+](=0)[0-])c5ecc(cc5)Br)Br
7ZINC00702348 | 5.38 0.39 1411 1 4 0 432373 6 CC1([C@@H]([C@@H]1C(=0)Nc2nnc(s2)SCe3ccccc3F) C=C(CHCHC

ZINC08440028 | 10.75 2.82 -9.1 0 2 0 446.723 18 CCccecccccccccececinlc2eccec2nelcdeccec3

ZINC08440026 9.93 -0.03 -10.28 1 3 0 428.705 20 Ccceececcceecceeclnlc2eccec2nelCCCO

7INC00702344 | 5.33 20.01 -19.05 1 5 0 419.959 7 Cclcec(cc1C)0CC(=0)Ne2nnc(s2)SCc3cce(cc3)Cl

ZINC08440023 6.39 -0.88 -10.37 1 3 0 330.516 13 Ccceececceenlc2eccec2nclCCCO

ZINC08440022 5.38 -1.12 -10.48 1 3 0 302.462 11 CCccececinlc2eccec2ncl1CCCO

ZINC08440021 4.37 -1.36 -10.51 1 3 0 274.408 9 CCCCCCCnlc2ccecc2ncl1CCCO

ZINC00702343 | 5.7 0.29 1824 1 5 0 433.986 7 Cclccc(cc1C)O[C@H](C)C(=0)Ne2nnc(s2)SCe3ccc(cc3)Cl

ZINC08440020 5.89 -1 -10.44 1 3 0 316.489 12 Cccceeeceinlc2ecccc2nclCCCO

ZINC08440019 | 7.78 0.43 1439 1 8 0 662.327 5 clcce(cel)c2e3cc(cec3[nH]c(=0)c2C4=NN([C@H](C4)c5cccc(c5) [N+] (=0)[0-])C(=0)cbeec(cc6Cl)C)Br
ZINC00702342 57 0.35 -18.46 1 5 0 433.986 7 Cclcee(ccl1C)0[C@@H](C)C(=0)Nc2nnc(s2)SCe3ccc(cc3)Cl

ZINC08440018 7.78 0.44 -14.73 1 8 0 662.327 5 clecc(ccl)c2e3cc(cee3[nH]c(=0)c2C4=NN([C@@H](C4)c5ccee(c5)[N+](=0)[0-])C(=0)c6ecc(cc6Cl) Cl)Br
ZINC08440017 | 3.35 334 1717 1 4 0 425354 3 clcce(c(c1)C(=0)NN2C(=0)/C(=C\c3cccs3)/SC2=8)Br

ZINC08440016 | 7.73 1.99 1421 0 5 0 508.984 5 COclcce(cc1)C2=NN([C@H](C2)c3ccc(ccd) F)cdnc5cec(ce5c(nd)cbeeeec6)Cl

7ZINC08440015_| 7.73 1.98 1417 0 5 0 508.984 5 COclcce(cc1)C2=NN([C@@H](C2)c3ccc(ce3)F)cancsece(ce5e(nd)cbeecee6)Cl
7INC00702340 | 4.57 20.63 20.22 1 6 0 421931 8 COclcec(cc1)0CC(=0)Nc2nnc(s2)SCe3cec(ce3)Cl

7ZINC08440014 | 7.85 ~0.06 1458 1 6 0 647.356 5 COcleccec] [C@H]2CC(=NN2C(=0)c3ccc(cc3Cl)Clcke(c5ec(cee5 [nH]c4=0)Br)cbeccec
ZINC08440010 6.78 -1.65 -13.84 1 4 0 466.44 5 Cclccc2c(cl)sc(c2Cl)C(=0)Ne3nnc(s3)SCc4ccc(cc4)Cl

ZINC08440009 | 6.2 1.99 1201 0 3 0 457.73 3 clccc(c(c1)C(=0)N2[C@H](CC(=N2)c3ccc(ce3) Br)cdece(ccd)F)CI

ZINC08440008 | 6.2 1.99 1199 0 3 0 457.73 3 clccc(c(c1)C(=0)N2[C@@H](CC(=N2)c3ccc(cc3)Br)cdecc(cc4) F)CI

ZINC08440007 6.26 -0.76 -14.37 1 4 0 449.985 5 Celccc2c(cl)sc(c2Cl)C(=0)Ne3nnc(s3)SCcéccc(cc4)F

ZINC13108926 5.18 11.25 -42.04 0 3 -1 410.114 2 clcc(cccle2nne(n2c3ccc(cc3)Br)[S-])Br

ZINC00276456 3.26 -4.95 -9.28 0 4 0 316.426 3 Celccec(c1)N2CCN(CC2)S(=0)(=0)c3cccce3

ZINC08440006 | 5.43 0.43 1276 1 4 0 432.373 6 CC1([C@H]([C@H]1C(=0)Nc2nnc(s2)SCec3ccc(cc3)F)C=C(CI)CI)C

ZINC08440005 | 43 145 1519 0 7 0 443.521 6 Cclc(c2ec(ccc201)N(C(=0)C)S(=0) (=0)c3ecc(ce3)C(C)(C)C)C(=0)0C

ZINC08440004 5.63 1.27 -19.14 0 7 0 491.565 7 CCclcee(cc1)S(=0)(=0)N(c2ccc3c(c2)c(c(03)C)C(=0)0C)C(=0)c4ccc(cc4)C

ZINC08440003 | 4.9 12.23 1892 0 8 0 479.51 7 Cclcec(cc1)S(=0) (=0)N(c2cce3c(c2)c(c(03)C)C(=0)0C)C(=0)Ockccccck

ZINC08440002 5.35 1.44 -21.91 0 7 0 489.549 7 Cclcec(cc1)S(=0)(=0)N(c2ccc3c(c2)c(c(03)C)C(=0)0C)C(=0)/C=C/c4cccccd
7INC00702335_| 5.43 0.55 1392 1 4 0 432373 6 CC1([C@@H]([C@H]1C(=0)Nc2nnc(s2)SCe3cce(cc3)F)C=C(CHCHC

7INC02061447 | 6.25 172 1163 0 6 0 575.786 7 COclcc(cc(c10Cc2ccccc2Cl)0C)/C=C\3/C(=0)OC(=N3)cdcec(ccd)l

7INC02061445 | 6.85 412 1035 0 5 0 524.734 6 COclcc(ce(c10Cc2eccec2C)CI) /C=C\3/C(=0)OC(=N3)cdcc(c(cc4CF)F

ZINC00702334 | 5.43 0.55 1393 1 4 0 432.373 6 CC1([C@H]([C@@H]1C(=0)Nc2nnc(s2)SCc3ccc(cc3)F)C=C(CHCHC

ZINC02061443 6.15 3.04 -10.11 0 5 0 472.299 6 COclcc(cc(c10Cc2ccccc2Cl)Cl)/C=C\3/C(=0)0C(=N3)c4ccc(cc4)F

ZINC08440001 | 5.43 0.43 1273 1 4 0 432.373 6 CC1([C@@H]([C@@H]1C(=0)Nc2nnc(s2)SCc3cec(ce3)F)C=C(CHCC

ZINC08440000 | 4.88 0.81 1993 0 10 0 528.926 7 Cclc(c2cc(ccc201)N(C(=0)c3cecc(c3)[N+](=0)[0-])S(=0) (=0)chccc(cc4)CHC(=0)0C
ZINC08439999 3.65 -0.49 -18.1 0 8 0 484.917 6 Cclc(c2cc(ccc201)N(C(=0)c3cence3)S(=0)(=0)c4ccc(cc4)Cl)C(=0)0C

ZINC08439998 | 5.45 2.67 1611 1 5 0 438332 3 CC1(Cc2¢(c3cc(ccc302)NS(=0)(=0) cec(ccc4CCHC(=0)C1)C

ZINC08439997 6.48 0.68 -16.32 1 5 0 445.585 11 CCCCCCOclcce(cc1)C(=0)Ne2nnc(s2)SCe3ccccc3F
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ZINC15906697 3.51 12.46 -35.1 1 8 0 480.524 5 Cclc(c(=0)n(n1C)c2ccccc2)N/C=C/3\c4ccecc4C(=0)N(C3=0)c5ccccc50C
ZINC15906697 3.51 12.35 -23.94 1 8 0 480.524 5 Cclc(c(=0)n(n1C)c2ccccc2)N/C=C\3/c4ccccc4C(=0)N(C3=0)c5ccccc50C
ZINC08439995 7.65 -0.32 -14.8 1 5 0 496.485 11 CCCCCCOcTccc(cc1)C(=0)Ne2nnc(s2)SCe3ccc(cc3Cl)Cl

7INC08439994 | 4.33 14.76 316 1 7 0 478.552 4 Cclcee(c(c1)C)N2C(=0)c3cccced/C(=C\Ncc(n(n(c4=0)c5ccccc5)C)C)/C2=0
7INC08439994 | 4.33 14.64 -20.86 1 7 0 478552 4 Cclcec(c(c1)C)N2C(=0)c3cccce3/C(=C/Neac(n(n(c4=0)c5cccec5)C)C)/C2=0
ZINC08439993 6.09 -0.45 -12.06 1 5 0 450.372 5 Cclc2ccccc20c¢1C(=0)Ne3nnc(s3)SCe4ccc(cc4Cl)Cl

ZINC00651676 5.58 0 -21.18 1 7 0 466.921 6 Cclcc(c2c(c1)nc(02)c3cc(ccc3CINC(=0)c4cc(c(c(c4)0C)0C)0C)C
ZINC00702330 | 5.7 141 -18.82 1 5 0 431.558 8 CC(C)(C)clccc(cc1)0CC(=0)Ne2nnc(s2)SCe3ccc(cc3)F

ZINC00651674 6 0.42 -16.83 1 7 0 460.53 8 CC[C@H](C)clccc2¢(c1)nc(02)c3cce(cc3)NC(=0)c4cc(c(c(c4)0C)0C)0C
ZINC00651672 | _6 0.42 -16.82 1 7 0 460.53 8 CC[C@@H](C)cLccc2¢(c1)nc(02)c3cce(cc3)NC(=0)chec(c(c(c4)0C)0C)0C
ZINC00702328 5.82 0.26 -20.29 1 5 0 435.574 7 Celee(cc(c1)0CC(=0)Nc2nnc(s2)SCe3ccccde3ccecd)C

ZINC02061423 5.31 3.29 -12.5 0 6 0 467.88 7 COclcc(cc(c10Cc2ccccc2Cl)0C)/C=C\3/C(=0)O0C(=N3)c4cccc(c4)F
ZINC02061421 7.65 2.43 -11.82 0 5 0 562.847 7 CCOclcc(cc(c10Cc2ccccc2Cl)Br) /C=C\3/C(=0)0C(=N3)c4cccc5c4ccces
ZINC08439992 6.27 -0.31 -19.02 1 4 0 441.581 6 clecc2¢(cl)ceccc2CC(=0)Ne3nnc(s3)SCe4cccc5c4ecccs

ZINC02061419 6.12 1.71 -10.71 0 5 0 498.76 6 COclcc(ce(c10Cc2ccccc2Cl)Br)/C=C\3/C(=0)0C(=N3)c4ccecccd
ZINC02061417 59 0.72 -11.02 0 5 0 504.789 6 COclcc(ce(c10Cc2ccccc2Cl)Br) /C=C\3/C(=0)0C(=N3)c4dcccs4
7INC08439991 | 8.11 2.18 8.56 3 5 0 554.886 5 COclcec(ccl)c2ec(ne3c2¢(c(s3)C(=0)Nedc(cc(cc4Cl)CICIN) c5eccecs
ZINC00702327 5.45 -0.36 -16.32 1 5 0 421.547 7 CCOclcce(cc1)C(=0)Nc2nnc(s2)SCc3ccccde3ccccd

ZINC08439990 7.47 2.26 -14.78 1 4 0 477.633 7 CC(C)(C)clcec(ccl)c2ec(nc(c2C#N)SCC(=0)Ne3cccce3)c4cccecd
ZINC08439989 | 8.29 312 1476 1 4 0 505.687 7 Cclcec(c(c1)C)NC(=0)CSc2c(c(cc(n2)c3cccce3) chece(cc4)C(C)(C)C)CHN
ZINC08439988 7.47 -2.39 -9.29 3 5 0 544.474 5 Cclcec(ccl)c2ec(c3c(c(sc3n2)C(=0)Nc4ccc(cc4)Br)N)c5ccc(cc5)0C
ZINC08439987 6.84 1.45 -12.7 1 4 0 469.997 6 Cclcee(ccl)c2ec(c(c(n2)SCC(=0)Ne3ccccc3Cl)C#N)c4eccecd
ZINC00702325 | 5.15 0.35 20.77 1 5 0 42551 7 clccc2c(cl)cccc2CSc3nnc(s3)NC(=0)COckecc(cch)F

ZINC08439986 7.96 242 -13.72 1 4 0 511.65 7 Celcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccccc3c4eccecd)CH#N)c5eececs
7INC08439985 | 6.82 0.37 18,6 1 5 0 482.458 8 CC(C)(C)clecc(cc1)OCC(=0)Ne2nnc(s2)SCe3cec(ce3Cl)Cl

7INC08439984 | 5.83 2.2 1344 1 5 0 480.618 6 Cclc(sc(c1CHNINC(=0)CSc2c(c(cc(n2)c3eccec3) checcccd) CHN)C
ZINC08439983 6.57 0.35 -14.8 1 4 0 500.421 6 clccc(ccl)c2cc(nc(c2C#N)SCC(=0)Nc3ccc(cc3)Br)c4ccccct
7INC08439982 | 6.28 0.2 1828 1 5 0 468431 7 Cclcece(c1C)O[C@H](C)C(=0)Ne2nnc(s2)SCe3cce(ce3CHCl
ZINC00844003 | 4.34 0.75 15.45 2 8 0 472925 10 CCOclce(cc(c10CC)0CC)C(=0)Nezeee(c(c2)CHNC(=0)c3ccco3
ZINC02061403 7.02 -1.16 -14.89 1 5 0 449.293 4 clec(ce(c1)NC(=0)c2ccc(02)c3ccc(ce3)Cl)c4nc5cec(ccc504)Cl
ZINC00651666 | 6.11 0.42 21.78 2 8 0 496.306 6 clcc(cc(c1)[N+](=0)[0-])c2ccc(02) C(=0)Ne3ecc(cc3)NC(=0) chccc(cc4Cl)Cl
ZINC08439981 6.28 0.2 -18.31 1 5 0 468.431 7 Cclceee(c1C)0[C@@H](C)C(=0)Nc2nnc(s2)SCe3ccc(cc3CNCl
ZINC02061400 | 6.61 1.18 827 0 4 0 515.734 5 clcec(c(c1)COc2ccccc2/C=C\3/C(=0)0C(=N3)chccec(c4)T)Cl
ZINC02409214 | -0.97 10.64 -30.57 3 8 1 432.504 7 Celcec(ccl)Cn+]2¢(c(cc3c2nc4eccen4c3=0)C(=0)NCCCOC)N
7INC08439980 | 7.83 114 1115 0 5 0 659.101 6 COclce(cc(c10Cc2ecec(c2)Br)Cl)/C=C\3/C(=0)OC(=N3)chcc(ccc4Ch)I
ZINC00651665 | 4.87 15 1042 0 5 0 434311 6 CC(=C)COclc(ce(cc1Br)/C=C\2/C(=0)OC(=N2)c3cccs3)0C

ZINC02061394 | 6.14 1.66 -10.01 0 5 0 554.178 6 CC(=C)COcIc(cc(cclBr)/C=C\2/C(=0)0C(=N2)c3ccec(c3)1)0C
ZINC08439979 | -1.06 12.06 32 3 8 1 451.51 5 Cclcec(cel)Cln+]2¢(c(cc3c2nchcccen4c3=0)C(=0)NCc5ccencs)N
ZINC08439978 6.76 14.87 -12.46 0 3 0 460.377 5 clccc2c(c1)c(=0)n(c(n2)/C=C/c3cccc(c3)C(F)(F)F)c4ccec(c4)C(F)(F)F
ZINC02061390 6.63 245 -11.18 0 5 0 530.777 7 CCOclce(cc(c10Cc2ccccc2Br)Cl)/C=C\3/C(=0)0C(=N3)c4cccc(c4)F
ZINC02061388 | 6.44 177 -10.09 0 5 0 561.201 6 COclcc(cc(c10Cc2cccc(c2)Br)Br)/C=C\3/C(=0)OC(=N3)c4ccc(cc4)F
ZINC02061386 6.27 2.63 -10.55 0 5 0 478.342 6 CC(=C)COclc(cc(cc1Br)/C=C\2/C(=0)0C(=N2)c3cccéecccc4c3)0C
7INC08439977 | 7.77 154 772 0 4 0 621.212 5 CC(=C)COclc(ce(ccll)/C=C\2/C(=0)0C(=N2)c3ccchecceccd)l
7INC08439976 | 6.28 -0.87 1141 3 6 0 510.644 5 Cclc(sc(c1CHN)NC(=0)c2c(c3c(ce(nc3s2)checcccd)c5ecc(ce5)0C)N)C
ZINC08439975 7.66 0.25 -9.26 3 4 0 523.967 5 clccc(ccl)c2cc(ne3c2c(c(s3)C(=0)Nc4cc(ccc4Cl)C(F) (F)F)N)c5cceees
ZINC00651655 5.27 9.23 -20.94 1 7 0 446.503 9 CCOclce(cc(c10CC)0CC)C(=0)Nc2ccce(c2)c3ncdceccccdo3

ZINC00651654 | 5.04 3.02 121 0 8 0 473279 7 CC(=C)COclc(cc(cc1Br)/C=C\2/C(=0)OC(=N2)c3ccc(cc3)[N+](=0)[0-])OC
ZINC08439974 | -0.2 239 865 4 10 2 475553 6 Cclccen2elne3c(c2=0)cc(c(=[NH2+])n3Cc4cenccd)C(=0)NCC[NH+]5CCOCCS
7INC02061378_| 6.23 2.28 7.99 0 4 0 479.701 5 CC(=C)COclccec(cl)/C=C\2/C(=0)0C(=N2)c3cc(cec3CI

ZINC00651647 | 3.93 25 23.82 1 9 0 486.48 9 COclcc(cecl0CC(=0)NeZece(cc2)C(=0)0C)/C=C\3/C(=0)OC(=N3) chccccck
ZINC08439973 | -2.4 10.33 3533 3 9 1 452.498 5 Cclccen2elne3c(c2=0)cc(c([n+]3Ccdcence4)N)C(=0)NCc5eeencs
ZINC08439972_| 7.03 277 9.26 3 5 0 530.447 5 COclccc(ccl)c2ec(ne3c2e(c(s3) C(=0)Nedeec(ccd)Br)N)cseececs
7INC06177695 | 5.88 13.47 1421 1 6 0 510.644 7 Cclc(sc(c1C#N)NC(=0)CSc2c(c(ce(n2)c3eccec)cdcec(ccd)OC)CHN)C
7ZINC08439971 | 5.38 2.06 51.06 2 6 1 479.641 12 CC[NH+](CC)CCCN1[C@H](C(=C(C1=0)0)C(=0)c2ccc(cc2)0CC)c3cec(cc3)C(C)C
7INC08439971 | 4.79 19 60.1 1 6 1 479.641 12 CC[NH+](CC)CCCN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2)0CC)c3eec(cc3)C(C)C
ZINC00074217 443 10.08 -9 0 2 0 296.679 2 clcee(ccl)c2en3ce(ce(c3n2)CY)C(F) (F)F

7INC04002657 | 4.48 938 959 0 3 0 326.705 3 COclccc(ccl)c2en3cc(cc(c3n2)ClC(F) (F)F

7INC05728874 | 4.76 9.42 1011 1 4 0 407.701 4 cIec(ce(c1)NC(=0)c2en3cc(cc(c3n2)ClC(F) (F)F)C(F) (F)F

ZINC05728903 3.59 7.64 -8.25 2 5 0 339.157 3 clce(cccINNC(=0)c2cn3cc(cc(c3n2)CI)CHF

ZINC00984064 1.42 4.22 -891 1 4 0 242.278 4 COclccc(cc1)CNC(=0)c2cccen2

ZINC00448009 33 -2.6 -12.31 2 4 0 253.733 2 clee(ncclCI)NC(=0)NC2CCCCC2
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ZINC00480133 3.89 -2.38 -7.33 2 4 0 282.13 2 cleec(cc1)NC(=0)Nc2cee(nc2Cl)Cl

ZINC09089086 2.29 4.51 -41.47 1 5 -1 228.231 1 CCclc([nH]c2nc3cccce3n2¢1=0)[0-]

ZINC09089086 2.29 -191 -32.04 3 5 1 230.247 1 CCclc(=0)[nH]c2[nH+]c3ccecce3n2¢10

ZINC09089086 2.75 344 -115.83 0 5 -2 227.223 1 CCclc(nc2nc3cccece3n2¢1[0-])[0-]

ZINC18085164 | 5.43 13.04 19.31 2 7 0 445.519 4 CclcccccINC(=0)C2=C(NC3=C([C@H]2c4ccc(cc4)[N+](=0)[0-])C(=0)CC(C3)(C)C)C
ZINC18085164 | 5.55 14.02 219 1 7 0 445519 4 CclcecceINC(=0)[C@@H]2[C@@H] ([C@@H]3C(=0)CC(C=C3N=C2C) (C)C)chccc(ccd) [N+](=0)[0-]
ZINC18085164 | 5.38 13.09 5704 1 7 0 445519 4 CclcccccINC(=0)[C@@H]2[C@H](C3=C(CC(CC3=0)(C)C)N=C2C)cAccc(cc4) [N+](=0)[0-]
ZINC00471779 23 4.66 -8.62 2 4 0 261.712 3 clcee(c(c1)NC(=0)NCc2cccen2)Cl

ZINC06443371 7.69 18.24 -13.97 1 4 0 519.714 7 Cclccee(cINC(=0)[C@H](C)Sc2c(c(cc(n2)c3cccee3)cdece(cc4)C(C)(C)C)CHN)C
7ZINC08439970 | 5.38 2.15 4442 2 6 1 479.641 12 CC[NH+](CC)CCCN1[C@@H](C(=C(C1=0)0)C(=0)c2ccc(cc2)0CC)c3ece(ce3)C(C)C
ZINC08439970 | 4.79 2.06 53.24 1 6 1 479.641 12 CC[NH+](CC)CCCN1[C@@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2)0CC)c3ece(cc3)C(C)C
ZINC06443308 | 7.69 18.28 1404 1 4 0 519.714 7 Cclccee(cINC(=0)[C@@H](C)Sc2c(c(cc(n2)c3eceecd)chece(cc4)C(C)(C)C)CHN)C
7INC08439969 | 8.11 0.58 911 3 4 0 537.994 5 Cclcec(ccl)c2ec(c3c(c(sc3n2)C(=0)Nedec(cec4ChC(F) (F)F)N)c5eccecs
ZINC08439968 6.86 1.27 -16.6 1 4 0 469.997 6 Cclecc(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccee(c3)Cl)C#N)c4cccecd

7INC08439967 | 4.71 12.15 4076 0 5 1 426,492 8 CCCOclccc(cc])C(=0)C2=C(C(=0)N([C@H]2c3cccce3) Cedeccecd)[0-]
ZINC08439967 | 5.16 -0.05 2686 1 5 0 4275 7 CCCOclece(ccl)C(=C2[C@@H](N(C(=0)C2=0)Cc3cccec3) checcccd)0
ZINC08439967 | 4.13 0.2 2244 0 5 0 4275 8 CCCOclccc(ccl)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)Cc3cccce3)checceck
ZINC00651640 | 4.36 137 289 3 8 0 501.583 6 Cclcee(cc1C)NC(=0)COc2cec(cc20C) [C@H]3C(=C(0C4=C3C(=0)CC(C4)(C)C)N)CEN
ZINC00651643 | 4.36 137 2898 3 8 0 501.583 6 Cclcec(cc1C)NC(=0)COc2ecc(cc20C) [C@@H]3C(=C(0C4=C3C(=0)CC(C4)(C)C)N)CHN
ZINC08439966 | 4.71 12.15 4037 0 5 1 426,492 8 CCCOclcce(ccl)C(=0)C2=C(C(=0)N([C@@H] 2c3cccec3) Ceeccecd)[0-]
ZINC08439966 | 5.16 -0.03 2757 1 5 0 4275 7 CCCOcTccc(ccl)C(=C2[C@H](N(C(=0)C2=0)Ce3cccced)checcccd)0
ZINC08439966 | 4.13 0.27 21.86 0 5 0 4275 8 CCCOclcce(cc1)C(=0)[C@H]2[C@H](N(C(=0)C2=0)Cc3cccce3)cecceck
ZINC08439965 | 8.01 2.45 -14.43 1 5 0 541.676 8 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccccc3c4cccecd) CH#N)cScee(cc5)0C
ZINC08439964 6.39 1.13 -12.77 1 4 0 455.97 6 clcce(ccl)c2ec(ne(c2C#N)SCC(=0)Nc3ccccc3Cl)c4eccecd

ZINC00702307 | 3.71 8.46 42,02 1 6 1 428.464 7 CCOclcce(ce1)C(=0)C2=C(C(=0)N([C@H]2c3ccec(c3)0)Cedeccccd)[0-]
ZINC00702307 | 415 21 27.39 2 6 0 429472 6 CCOclecc(ccl)C(=C2[C@@H](N(C(=0)C2=0)Cc3cccce3)cdecec(c4)0)0
ZINC00702307 | 3.12 -1.85 2376 1 6 0 429.472 7 CCOclcec(cc1)C(=0)[C@@H]2[C@@H](N(C(=0)C2=0)Cc3cccec3)checce(c4)0
ZINC08439963 5.94 -0.28 -15.62 1 6 0 462.571 9 CCOclcc(cc(c10CC)0CC)C(=0)Nc2cecc(cec2)c3ncdeccecds3

ZINC00651633 | 4.37 8.45 -25.57 1 8 0 447.491 9 CCOclcc(cc(c10CC)0CC)C(=0)Nc2cecee(c2)c3nc4c(o3)ccend

ZINC00702308 | 3.71 8.49 41.66 1 6 1 428.464 7 CCOclece(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccec(c3)0)Cedeccecd)[0-]
ZINC00702308 | 4.15 21 28.07 2 6 0 429.472 6 CCOclcec(ccl)C(=C2[C@H](N(C(=0)C2=0)Cc3cccce3)checcc(c4)0)0
ZINC00702308_| 3.12 186 2141 1 6 0 429472 7 CCOclcce(cc1)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)Cc3cccec3)cecec(c4)0
ZINC02061364 | 7.19 -0.37 -13.3 1 5 0 442.902 4 Cclce(c2c(c1)nc(02)c3ccc(cc3)NC(=0)c4cec(04)c5cec(cc5)CC

ZINC02061363 7.04 -0.71 -11.75 1 4 0 430916 4 clecc2c(c1)ne(s2)c3ccc(cc3)NC(=0)c4ecc(o4)c5cee(cc5)Cl

ZINC02061362 7.18 -1.78 -9.15 1 5 0 493.744 4 clec(ccclc2ccc(02)C(=0)Nc3ccc4c(c3)nc(04)c5cec(cc5)Br)Cl

ZINC02061361 6.36 1.25 -8.16 0 4 0 468.734 5 cleec(c(c1)COc2ccecc2/C=C\3/C(=0)0C(=N3)c4ccc(cc4)Br)Cl

ZINC02061359 | 6.13 2.84 -11.83 0 7 0 469.28 6 clcec(c(c1)COc2ecec(c2)/C=C\3/C(=0)0C(=N3)c4cc(ccc4Cl) [N+](=0)[0-])C1
7ZINC02061357 | 5.89 3.03 -15.48 0 8 0 492915 8 CCOclcc(cce10Cc2ecccc2Cl)/C=C\3/C(=0)OC(=N3)c4ccc(c(c4)[N+](=0)[0-])C
ZINC02061355 6.32 2.24 -11.54 0 5 0 512.787 7 CCOclcc(cec10Cc2ccccc2Cl)/C=C\3/C(=0)0C(=N3)c4ccccc4Br

ZINC00651619 5.57 1.97 -8.55 0 4 0 445.256 5 CC(=C)COclcccecl/C=C\2/C(=0)0C(=N2)c3cccc(c3)l

ZINC00651610 | 5.6 1.97 817 0 4 0 445.256 5 CC(=C)COclcccecl /C=C\2/C(=0)OC(=N2)c3cec(ce3)l

ZINC00651607 | 5.23 2.26 9.92 0 5 0 475.282 6 CC(=C)COclcec(cc10C)/C=C\2/C(=0)0C(=N2)c3cce(cea)l

ZINC02061341 | 5.61 2.27 9.71 0 5 0 489.309 7 CCOclcc(cccl0CC(=C)C)/C=C\2/C(=0)0C(=N2)c3ccc(cc3)]

ZINC08439961 | 7.3 15 154 1 6 0 567.736 9 CCOC(=0)clc2c(scINC(=0)CSc3c(c(cc(n3)cdecc(cc4)C)c5eccecs)CHN)CCCCZ
ZINC08439960 7.09 2.06 -15.82 1 5 0 493.632 7 Cclcec(ccl)c2ec(c(c(n2)SCC(=0)Nc3ccc(c(c3)C)C)C#N)c4ccc(cc4)0C
ZINC08439959 | 6.33 ~0.85 1251 3 6 0 479.561 6 COC(=0)clcec(cc1)NC(=0)c2¢(c3c(cc(nc3s2)chcccecd)c5eccecs)N
ZINC08439958 6.16 1.65 -14.99 1 4 0 435.552 6 CclcccccINC(=0)CSc2c(c(cc(n2)c3cccce3)c4cccecd) CH#N

7INC02061330 | 6.08 134 1255 1 7 0 525.399 9 CCOclcc(cc(c10CC)0CC)C(=0)Ne2ecc3c(c2)nc(03)checc(ccd)Br

ZINC02061329 5.87 2.12 -8.27 0 4 0 452.279 5 cleec(c(c1)COc2ccec(c2)/C=C\3/C(=0)0C(=N3)c4ccc(cc4)F)Br

ZINC08439957 | 6.71 171 9.77 0 5 0 608.201 6 COclcc(ce(c10Cc2cccc(c2)Br)l)/C=C\3/C(=0)OC(=N3)cdccc(cch)F
ZINC00651597 5.29 3.03 -11.38 0 5 0 442.309 7 CCOclcc(cec10CC(=C)C)/C=C\2/C(=0)0C(=N2)c3cccce3Br

ZINC08439956 7.72 0.64 -15.93 0 5 0 535.445 5 COclccc(cc1)C2=NN([C@H](C2)c3cce(cc3)Br)c4nc5ccccc5c(n4d)cbeccecd
ZINC08439955 7.72 0.63 -15.9 0 5 0 535.445 5 COclcec(cc1)C2=NN([C@@H](C2)c3ccc(cc3)Br)cdncSeccec5c(n4)cbeccechd
ZINC08439954 | 9.12 029 11.86 0 4 0 618.76 4 clcce(cel)c2e3cc(cee3nc(n2)NA[C@H](CC(=N4)ceec(cc5)Br)cbece(cc6)Br)Cl
ZINC08439953 9.12 -0.3 -11.72 0 4 0 618.76 4 cleec(ccl)c2e3cc(cee3nc(n2)N4[C@@H] (CC(=N4)c5ccc(ce5)Br)cbeec(ce6)Br)Cl
ZINC02061324 7.8 -3.79 -8.53 0 4 0 514.254 3 clcee(c(c1)c2c3ec(cee3nc(n2)N4CCN(CC4)c5ceccc5CI)Br)Cl

ZINC02282159 7.25 -1.19 -14.75 2 6 0 525.406 6 COclccc(cc1)NC(=0)c2cec(cc2)Ne3nc4ecee(cc4c(n3)c5ceeec5)Br

ZINC02061320 7.72 -0.85 -13.31 2 5 0 485.374 5 cleec(cel)c2ce3cec(cee3ne(n2)Nedeee(cc4)C(=0)Ne5ceee(c5)Cl)Cl

ZINC02811564 7.12 -0.58 -14.81 2 6 0 480.955 6 COclccc(cc1)NC(=0)c2ccc(cc2)Ne3nc4ece(cc4c(n3)c5ceeec5)Cl

ZINC06443234 7.29 -3.63 -8.76 2 3 0 596.25 5 Cclccec(c1C)NC[C@H](Cn2c3ccc(cc3c4c2ccc(c4) N0

ZINC06443231 7.29 -3.57 -8.68 2 3 0 596.25 5 Cclceec(c1C)NC[C@@H](Cn2c3ccc(cc3c4c2ecc(c4)))0
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ZINC02061318 | 6.05 1.96 -14.29 1 3 0 441.275 4 clcc(ccel [C@H]2C=C(C(=0)N2c3ccc(cc3)F)Netcec(cc4)F)Br

7INC02061319 | 6.05 197 13.74 1 3 0 441.275 4 clcc(cccl [C@@H]2C=C(C(=0)N2c3ccc(cc3)F)Nekcce(cc4)F)Br

ZINC02061316 | 5.97 1311 816 0 6 0 440.286 4 clcce(c(c1)[C@H]2C/C(=N/c3ccc(cc3)Cl)/C(=0)N2cccc(cc4)CH[N+](=0)[0-]
7INC02061317 | 5.97 13.06 7.97 0 6 0 440.286 4 clcec(c(c1)[C@@H]2C/C(=N/c3ccc(cc3)C/C(=0)N2c4ccc(ccd) C[N+](=0)[0-]
ZINC02061314 6 13.43 123 0 6 0 440.286 4 clcc(ce(c1)[N+](=0)[0-]) [C@H]2C/C(=N/c3ccc(cc3)Cl)/C(=0)N2c4ccc(ccd) Cl
7ZINC02061315 |6 1343 1218 0 6 0 440.286 4 clec(ce(c))[N+](=0)[0-]) [C@@H]2C/C(=N/c3cec(ce3)Cl) /C(=0)N2c4ccc(cc4)Cl
7INC02061312 | 6.02 13.43 1684 0 6 0 440.286 4 clcc(cccl [C@H]2C/C(=N/c3cec(ce3)Cl)/C(=0)N2ckecc(cc4)CI) [N+](=0)[0-]
7INC02061313 | 6.02 13.43 1693 0 6 0 440.286 4 clcc(cecl [C@@H]2C/C(=N/c3ccc(cc3)Cl)/C(=0)N2ckecc(ccd) CH[N+](=0)[0-]
ZINC02061308_|_6.95 0.8 -13.06 1 3 0 429.734 4 clcc(cccl [C@H]2C=C(C(=0)N2c3ccc(cc3)Cl)Nedeee(ccd) )Tl

7INC02061309 | 6.95 0.82 1256 1 3 0 429.734 4 clcc(cccl [C@@H]2C=C(C(=0)N2c3ccc(cc3)CI)Nedcec(cc4) CI)CI

ZINC02061306 | 7.08 0.18 1298 1 3 0 474,185 4 clcc(cccl [C@H]2C=C(C(=0)N2c3ccc(cc3)Cl)Nedeec(cc4)Cl)Br

7INC02061307 | 7.08 0.2 1252 1 3 0 474185 4 clcc(cccl [C@@H]2C=C(C(=0)N2c3ccc(ce3)C)Nedece(ced) CBr
7INC00843897 | 5.22 1193 14.9 1 6 0 479.458 6 COclcec(cc10C) [C@H]2¢3¢(n[nH]c3C(=0)N2c4ccec(c4)C(F)(F)F)c5eceees
7INC00843898 | 5.22 11.45 13 1 6 0 479.458 6 COclcec(cc10C) [C@@H]2¢3c(n[nH]c3C(=0)N2ckccec(c4)C(F) (F)F)c5eccecs
ZINC00651584 | 5.69 12.77 -17.17 1 4 0 437.396 4 clecec(ccl)c2e3c([nH]n2)C(=0)N([C@@H]3c4ccccc4F)c5cecc(c5)C(F) (F)F
7INC00843893 | 6.26 13.25 13.01 1 4 0 453.851 4 clecc(cel)c2e3¢([nH]n2)C(=0)N([C@H]3c4ccc(cc4)Cl)c5ecee(c5)C(F) (F)F
ZINC00843894 | 6.26 12.88 -11.96 1 4 0 453.851 4 cleec(ccl)c2e3c([nH]n2)C(=0)N([C@@H]3c4ccc(ccd)Cl)c5ecee(c5)C(F) (F)F
ZINC06446775 | 6.39 13.35 12.84 1 4 0 498302 4 clccc(cel)c2e3¢([nH]n2)C(=0)N([C@H]3c4ccc(ccA)Bricsecee(c5)C(F) (F)F
ZINC06446774 | 6.39 12.98 -11.88 1 4 0 498.302 4 cleec(ccl)c2e3c([nH]n2)C(=0)N([C@@H]3c4ccc(ccd)Br)cScece(c5)C(F) (F)F
7ZINC00843889 | 5.58 12.73 1271 1 4 0 419.406 4 clecc(cel)c2e3c([nH]n2)C(=0)N([C@H]3c4cccccd)c5ecec(c5)C(F) (F)F
ZINC00843890 5.58 12.36 -12.1 1 4 0 419.406 4 clcec(ccl)c2e3c([nH]n2)C(=0)N([C@@H]3c4cccccd)cScece(c5)C(F) (F)F
ZINC08439949 | 5.76 10.93 11,66 1 5 0 532.312 6 COclcceec] [C@H]2C(=C(C(=0)N2c3ccee(c3)C(F)(F)F)0)C(=0)checc(ccd)Br
7INC08439949 | 5.18 11.67 1625 0 5 0 532.312 6 COclccecc] [C@H]2[C@@H](C(=0)C(=0)N2c3cccc(c3)C(F) (F)F)C(=0)checc(ccd)Br
7INC08439948 | 5.76 10.95 1171 1 5 0 532.312 6 COclceeec] [C@@H]2C(=C(C(=0)N2c3ccec(c3)C(F) (F)F)0) C(=0)c4ccc(ccd)Br
7INC08439948 | 5.18 11.69 1622 0 5 0 532.312 6 COclccecc] [C@@H]2[C@H](C(=0)C(=0)N2c3ccce(c3)C(F) (F)F)C(=0)checc(ccd)Br
ZINC08439947 | 6.39 11.66 1057 1 4 0 536.731 5 clcce(c(c])[C@H]2C(=C(C(=0)N2c3cece(c3)C(F) (F)F)0)C(=0)c4ccc(ccd) Br)Cl
ZINC08439947 | 58 1235 1618 0 4 0 536.731 5 clcce(c(c1)[C@H]2[C@H](C(=0)C(=0)N2c3cecc(c3)C(F) (F)F)C(=0)chccc(ccd)Br)Cl
ZINC08439946 | 6.39 12.02 945 1 4 0 536.731 5 clcce(c(c])[C@@H]2C(=C(C(=0)N2c3ccec(c3)C(F) (F)F)0)C(=0) chcec(cc4) Br)Cl
7INC08439946 | 58 12.76 1227 0 4 0 536.731 5 clcce(c(c1)[C@@H]2[C@H](C(=0)C(=0)N2c3ccec(c3)C(F) (F)F) C(=0) chccc(cc4)Br)Cl
ZINC00843877 | 5.47 13.04 1431 1 7 0 475302 4 clccc(cc1)N2[C@H] (c3c(n[nH]c3C2=0)ckccc(ccd) Br)c5ece(ccs) [N+](=0)[0-]
ZINC00843878 5.47 12.68 -12.46 1 7 0 475.302 4 cleec(cc1)N2[C@@H] (c3¢c(n[nH]c3C2=0)c4ccc(cc4)Br)cScec(ce5)[N+](=0)[0-]
7INC06446668 | 6.33 12.94 9.97 1 4 0 509.201 3 clcec(cc1)N2[C@H](c3c(n[nH]c3C2=0)c4ccc(ccd)Br)c5ecc(ce5)Br
ZINC06446667 6.33 12.59 -8.74 1 4 0 509.201 3 cleec(cc1)N2[C@@H] (c3c(n[nH]c3C2=0)c4cec(cc4)Br)cScee(cc5)Br
ZINC06406341 | 5.45 1154 6142 0 5 1 466.435 6 Cclcec(cc1)C(=0)C2=C(C(=0)N([C@H]2c3cec(cc3)0C) cecee(c4) C(F) (F)F)[0-]
ZINC06406755 | 5.45 11.62 6101 0 5 1 466.435 6 Cclcec(ccl)C(=0)C2=C(C(=0)N([C@@H]2c3ccc(cc3)0C) checec(c4)C(F) (F)F)[0-]
7INC08439934 | 4.06 4.86 7018 1 13 1 428337 4 C[NH+]1CCCC1=C2c3cc(cc(c3-c4c2ec(cc4[N+](=0)[0-])[N+](=0)[0-])[N+] (=0)[0-])[N+](=0)[0-]
7INC08439933 | 6.76 43 57,51 2 4 1 578.756 5 clcc(cccIN2CC[NH+](CC2)C[C@H](Cn3céccc(cc4c5c3ecc(c5)Br)Br)0)Cl
7INC08439932 | 6.76 434 57.65 2 4 1 578.756 5 clcc(cccIN2CC[NH+](CC2)C[C@@H](Cn3cdecc(ccde5c3cece(c5)BrBr)0)C
ZINC00843796_| 3.88 135 1627 1 4 0 427.22 4 clcc(cc(c1)NC(=0)[C@H]2CC(=0)N(C2)c3ccc(cc3)Br)C(F) (F)F

7INC00843797 | 3.88 135 2049 1 4 0 427.22 4 cloc(cc(c1)NC(=0)[C@@H]2CC(=0)N(C2) c3cec(ce3)Br)C(F) (F)F
ZINC08439931 5.27 0.4 -17.32 0 7 0 497.956 7 CCOC(=0)clc(oc2clcc(cc2)N(C(=0)c3ccecc3Cl)S(=0)(=0)c4cccec4)C
7INC08439930 | 5.32 0.31 1838 0 7 0 497.956 7 CCOC(=0)clc(oc2clec(cc2)N(C(=0)c3ccc(cc3)CHS(=0)(=0) chcccccd)C
7INC02484263 | 4.37 0.71 1481 0 6 0 427522 5 Cclc(c2ec(ccc201)N(C(=0)C)S(=0) (=0) c3ccc(cc3)C(C) (C)C)C(=0)C.
7INC08439929 | 5.88 1.01 -19.9 0 6 0 487.577 7 CCclccc(cc1)S(=0)(=0)N(c2cce3c(c2)c(c(03)C)C(=0)C)C(=0)/C=C/chccccch
ZINC08439928 5.43 1.06 -15.95 0 7 0 477.538 7 CCclcee(cc1)S(=0)(=0)N(c2ccc3c(c2)c(c(03)C)C(=0)C)C(=0)O0c4cccecd
7INC08439927 | 5.92 0.26 -16.83 0 6 0 495.984 6 CCclcec(ce)S(=0)(=0)N(c2eeede(c2)c(c(03)C)C(=0)C)C(=0)checc(cc4)Cl
ZINC08439926 5.65 0.38 -18.02 0 6 0 493.968 6 Cclc(c2cc(ccc201)N(C(=0)/C=C/c3ccccc3)S(=0)(=0)c4ccc(cc4)Cl)C(=0)C
7INC02061254 | 4.78 0.18 17.25 0 6 0 447512 5 Cclcee(cc1)S(=0)(=0)N(c2cce3c(c2)c(c(03)C)C(=0)C)C(=0) cecccck
ZINC08439925 | 4.96 -0.15 -20.47 0 6 0 467.93 5 Cclc(c2cc(ccc201)N(C(=0)c3cccee3Cl)S(=0)(=0)c4ccccc4d)C(=0)C
7INC08439924 | 5.01 022 17.69 0 6 0 467.93 5 Cclc(c2ec(ccc201)N(C(=0)c3ccc(cc3)Cl)S(=0) (=0)chcccecd)C(=0)C
ZINC08439923 | 4.33 10.23 -19.4 0 6 0 433.485 5 Cclc(c2cc(ccc201)N(C(=0)c3cccce3)S(=0)(=0)c4ccccc4)C(=0)C
7INC08439922 | 7.83 135 14.64 0 4 0 523.409 4 clcce(ccl)c2e3cccce3nc(n2)N4[C@H](CC(=N4)c5cec(cc5)Brcbece(cc6)F
7INC08439921 | 7.83 135 14.59 0 4 0 523.409 4 clcce(cel)c2e3ccceedne(n2)N4[C@@H](CC(=N4) c5ccc(ce5)Br)cbece(cc6)F
7ZINC08439920 | 4.03 043 1747 0 8 0 498.944 7 CCOC(=0)clc(oc2clec(cc2)N(C(=0)c3cencc3)S(=0)(=0) checc(ccd)CHC
ZINC08439919 5.7 0.71 -19.12 0 7 0 499.544 6 Cclc(c2cc(ccc201)N(C(=0)0c3cccce3)S(=0)(=0)c4ccc5eccee5c4)C(=0)C
ZINC08439918 | 5.51 001 18 0 6 0 483.545 5 Cclc(c2ec(ccc201)N(C(=0)c3cccec3)S(=0)(=0)checc5eccecscd) C(=0)C
ZINC02061239 6.29 -1.85 -5.01 0 3 0 355.301 8 Ccccccesclnne(ol)c2ccc(cc2)Br

ZINC02061238 6.22 -2.54 -6.01 0 3 0 416.127 4 clec(cccle2nne(02)SCe3cec(cc3Cl)CHBr

7INC08439917 | 5.62 111 8.16 0 6 0 456321 3 clcc(cc(c1)[N+](=0)[0-]) [C@H]2N3[C@@H](CC(=N3)ccces4)chec(cec502)Br
7ZINC08439916 | 5.62 -0.65 1013 0 6 0 456.321 3 cLec(cc(c1)[N+](=0)[0-]) [C@@H]2N3[C@@H](CC(=N3)c4cces4) c5ec(cec502) Br
ZINC08439915 | 6.97 -1.93 5.01 0 3 0 480.214 2 clcc(sc1)C2=NN3[C@H](C2)cécc(cccd0[C@@H]3c5ccc(cc5Cl)Cl)Br




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

7INC08439914 | 6.97 -0.66 -4.86 0 3 0 480.214 2 clcc(sc1)C2=NN3[C@@H](C2)c4cc(ccc40[C@@H]3c5ccc(cc5Cl)Cl)Br

7INC08439913 | 6.49 238 617 0 3 0 490.22 2 clcc(sc1)C2=NN3[C@H](C2)c4cc(ccc0[C@@H]3c5ccc(cc5)Br)Br

7INC08439912 | 6.49 1.93 ~4.83 0 3 0 490.22 2 clcc(sc1)C2=NN3[C@@H](C2)ctcc(ccc40[C@@H]3c5ccc(cc5)Br)Br

ZINC08439911 | 6.36 177 6.23 0 3 0 445.769 2 clcc(sc1)C2=NN3[C@H](C2)c4cc(ccc0[C@@H]3c5ccc(cc5)Cl)Br

ZINC08439910 | 6.36 132 4.9 0 3 0 445,769 2 clcc(sc1)C2=NN3[C@@H](C2)c4cc(ccc40[C@@H]3c5ccc(cc5)CBr

7INC08439909 | 6.05 22 9.26 0 4 0 518.23 3 clcc(sc1)C2=NN3[C@H](C2)c4cc(ccc40[C@@H]3C(=0)c5ecc(cc5)Br)Br

ZINC08439908 | 6.05 1.91 7.94 0 4 0 518.23 3 clcc(sc1)C2=NN3[C@@H](C2)c4cc(ccc40[C@@H]3C(=0)c5ccc(cc5)Br)Br

7INC08439907 | 6.28 3.66 851 1 4 0 461.768 2 clcc(sc1)C2=NN3[C@H](C2)c4cc(ccc40[C@@H]3c5cc(ccc50)Br)Cl

7INC08439906 | 6.28 232 -6.04 1 4 0 461.768 2 clcc(sc1)C2=NN3[C@@H](C2)c4cc(ccc40[C@@H]3c5cc(ccc50)Br)Cl

ZINC08439904 5.84 0.65 -11.75 0 5 0 434.561 10 Celcee(cc1)0CCSc2ne3cccce3n2CCOc4ccccc40C

ZINC08310925 6.6 14.31 -10.08 0 4 0 418.562 9 Cclcec(cc1C)0CCSc2nc3ccccc3n2CCOc4cccecd

7ZINC08439901 | 6.18 2.58 -16.82 2 13 0 503427 7 Cclcec(cel/N=C/2\c3ccec(c3C(=C2C(=0)C)0) [N+](=0)[0-])NcAcec(cc4[N+](=0) [0-]) [N+](=0)[0-]
7INC08439898 | 5.01 10.76 -89.44 0 6 2 442.6 13 CCC/C(=N\CCCCCC/N=C(/C1=C(CCCC1=0)[0-])\CCC)/C2=C(CCCC2=0)[0-]
ZINC08439898 5.01 10.38 -89.95 0 6 -2 442.6 13 CCC/C(=N/CccCCC/N=C(\C1=C(CCCC1=0)[0-])/CCC)/C2=C(CCCC2=0)[0-]
ZINC08439898 447 11.08 -46.62 1 6 -1 443.608 13 CCC/C(=N\CCCCCCNC(=C1C(=0)CCCC1=0)CCC)/C2=C(CCCC2=0)[0-]

ZINC08439898 447 11.07 -43.87 1 6 -1 443.608 13 CCC/C(=N/CCCCCCNC(=C1C(=0)CCCC1=0)CCC)/C2=C(CCCC2=0)[0-]

7INC13286748 | 2.57 7.04 -15.85 1 4 0 288.13 6 COC(=0)CN/C=C\C(=0)clccc(c(c1)C)Cl

ZINC13286748 2.57 6.62 -10.31 1 4 0 288.13 6 COC(=0)CN/C=C/C(=0)clccc(c(c1)C)Cl

7INC13286748 | 2.57 724 51.69 2 4 1 289.138 6 COC(=0)C[NH2+]/C=C/C(=0)clccc(c(c1)C)CL

ZINC00721236 | 4.95 1.87 1381 1 5 0 425484 6 Cclcec(cc1)N2[C@H](C(=C(C2=0)0)C(=0)/C=C/c3ccccc3)checc(cc4)0C

ZINC00721236_| 4.95 1.84 22.04 1 5 0 425.484 5 Cclcec(ccl)N2[C@H](/C(=C(\C=C\c3cceec3)/0)/C(=0)C2=0)c4ccc(cc4)0C
ZINC00721236 | 4.37 1.66 2226 0 5 0 425484 6 Cclcee(ccl)N2[C@H]([C@H](C(=0)C2=0)C(=0)/C=C/c3ccece3)checc(ccd)OC
ZINC00721238_| 4.95 1.85 13.87 1 5 0 425.484 6 Cclcec(cc])N2[C@@H](C(=C(C2=0)0)C(=0)/C=C/c3ccccc3)cheec(cc4)0C

ZINC00721238 | 4.95 1.82 22.05 1 5 0 425.484 5 Cclcee(cc1)N2[C@@H](/C(=C(\C=C\c3ccece3)/0)/C(=0)C2=0)cAece(cc4)0C
ZINC00721238_| 4.37 1.63 2226 0 5 0 425.484 6 Cclccc(ccl)N2[C@@H] ([C@@H](C(=0)C2=0)C(=0)/C=C/c3cccce3)checc(cc4)0C
ZINC09109830 | 4.09 10.08 -59.68 1 6 1 463.872 5 CC(=0)Nclcec(cc1)N2[C@H](C(=C(C2=0)[0-])C(=0)c3cce(ced)Cl)chcccccdF
ZINC09109830 | 3.5 0.45 1578 1 6 0 464.88 5 CC(=0)Nclcec(cc1)N2[C@H]([C@@H](C(=0)C2=0)C(=0)c3ccc(cc3)Cl)chcccccdF
7INC09109829 | 4.09 10.08 59.34 1 6 1 463.872 5 CC(=0)Nclcee(cc1)N2[C@@H](C(=C(C2=0)[0-])C(=0)c3cec(ce3)ClchcccecdF
ZINC09109829 | 3.5 0.19 1624 1 6 0 464.88 5 CC(=0)Nclcee(cc1)N2[C@@H] ([C@@H](C(=0)C2=0)C(=0)c3ccc(cc3)Cl)chcccccdF
ZINC09041905 | 3.4 1.01 -59.66 1 6 1 416,812 6 clcce(c(c1)[C@H]2/C(=C(/c3cec(cc3)Ch\0)/C(=0)C(=0)N2CCCC(=0)[0-])F
ZINC09041905 | 2.38 0.71 5323 0 6 1 416.812 7 clcce(c(c1)[C@H]2[C@H] (C(=0)C(=0)N2CCCC(=0)[0-])C(=0)c3ccc(cc3)CIF
7INC09122892 | 3.41 8.27 6091 1 6 1 416812 6 clcec(c(c)[C@@H]2/C(=C(/c3cce(cc3)C\0)/C(=0)C(=0)N2CCCC(=0)[0-)F
ZINC09008533_|_3.45 0.81 59.73 1 6 1 416,812 6 clcc(cecl[C@H]2/C(=C(/c3ccc(cc3)CI)\0)/C(=0)C(=0)N2CCCC(=0)[0-])F

7INC09072303_| 3.45 9.29 59.87 1 6 1 416812 6 clcc(cccl [C@@H]2/C(=C(/c3cce(cc3)CI)\0)/C(=0)C(=0)N2CCCC(=0) [0-])F
ZINC00721191 5.94 0.06 -9.37 0 3 0 437362 6 clcee(ce1)Cn2c3ccc(ce3nc2SCC(=0)c4cccecd)Br

7INC08439892 | 4.42 4 827 1 8 0 443475 6 CCN1c2cc(c(cc2N[C@H]3[C@@H]10C(=C3C(=0)0Cc4ccco4)C)F)NSCCOCLS
ZINC08439891 | 4.42 ~4.59 817 1 8 0 443475 6 CCNIc2cc(c(cc2N[C@@H]3[C@@H]10C(=C3C(=0)0Cc4ccco4)C)F)N5CCOCCS
7INC08439890 | 6.58 351 741 1 7 0 501.643 6 CCN1c2ce(c(cc2N[C@H]3[C@@H]10C(=C3C(=0)0C4CCC(CC4)C(C)(C)C)C)F)NSCCOCCS
ZINC08439889 | 6.58 -3.85 526 1 7 0 501.643 6 CCNIc2cc(c(cc2N[C@@H]3[C@@H]10C(=C3C(=0)0C4CCC(CC4)C(C)(C)C)C)F)NSCCOCCS
7INC08439888 | 7.49 13.99 4931 0 4 1 489.035 4 CC1(CC2=C([C@H](C3=C(CC(CC3=N2)(C)C)[O-])chccc(cc4)OCc5ece(ce5)CI)C(=0)CT)C
ZINC08439888_| 7.07 0.82 13.04 0 4 0 490.043 4 CC1(CC2=NC3=CC(CC(=0)C3[C@@H](C2C(=0)C1)c4ccc(cc4)0Cc5ece(cc5)C(C)C)C
7INC08439888 | 7.07 2.04 2069 0 4 0 490.043 4 CC1(CC2=NC3=CC(CC(=0)C3[C@@H]([C@@H]2C(=0)C1)c4ccc(ccd)0Cc5ece(cc5)C)(C)C)C
ZINC08439888_| 6.91 1.07 1578 0 4 0 490.043 4 CC1(CC2=NC3=C([C@@H]([C@H]2C(=0)C1)c4ccc(cc4)0Cc5ccc(cc5)CI)C(=0)CC(C3)(C)C)C
7ZINC00720885_| 4.58 179 1285 2 8 0 470.529 6 CC1=C([C@@H](Nc2n1c3ccecc3n2)checc(ce4)0C)C(=0)Nc5eec(cc50C)0C

ZINC00717892_| 4.1 1133 3822 0 6 1 477.718 7 CCOC(=0)CN1[C@H](C(=C(C1=0)[0-])C(=0)c2ccc(cc2)Cl)c3ece(ce3) Br

ZINC00717892_| 4.55 018 -30.79 1 6 0 478.726 6 CCOC(=0)CN1[C@H](C(=C(c2cce(cc2)CHO)C(=0)C1=0)c3cec(cc3)Br
ZINC00717892_|_3.52 0.08 2508 0 6 0 478.726 7 CCOC(=0)CN1[C@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2)Cl)c3ecc(cc3)Br
7INC00717893 | 4.1 1137 37.54 0 6 1 477.718 7 CCOC(=0)CN1[C@@H](C(=C(C1=0)[0-])C(=0)c2cce(ce2)Cl)cBecc(cc3)Br
ZINC00717893_|_4.55 016 3118 1 6 0 478.726 6 CCOC(=0)CN1[C@@H](C(=C(c2ccc(cc2)Cl)0)C(=0)C1=0)c3ccc(cc3)Br

7ZINC00717893 | 3.52 0.08 2535 0 6 0 478.726 7 CCOC(=0)CN1[C@@H]([C@H](C(=0)C1=0)C(=0)c2ccc(cc2)Cl)c3ecc(ce3)Br
7INC08439886 | 3.4 2.62 17.49 1 12 0 503519 8 Cnlc2c(ncIN(CC(=0)Nc3cecee3C(=0)0C) /N=C/cdcccced)n(c(=0)n(c2=0)C)C
7INC08439886 | 3.4 2.87 37.22 2 12 1 504.527 8 Cn1c2c([nH+]cIN(CC(=0)Nc3cccec3C(=0)0C)/N=C/chcccccd)n(c(=0)n(c2=0)C)C
ZINC00717758 | 4.71 -0.02 1117 1 4 0 423.921 6 clcce(cc1)CCNZ[C@H](C(=C(C2=0)0)C(=0)c3cces3) checcecéll

ZINC00717758 | 4.13 02 1491 0 4 0 423921 6 clcce(cc1)CCN2[C@H]([C@@H](C(=0)C2=0)C(=0)c3cces3)cdeceecdCl

ZINC00717759 | 4.71 012 1092 1 4 0 423.921 6 clcce(cc1)CCNZ[C@@H](C(=C(C2=0)0)C(=0)c3cccs3)checcecdCl

ZINC00717759 | 413 ~0.09 1714 0 4 0 423921 6 clcec(cc1)CCN2[C@@H] ([C@H](C(=0)C2=0)C(=0)c3cces3)checcec4Cl

7INC08439885 | 5.06 1.66 13.02 0 8 0 567.704 12 CCSCCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3ccccc30C)N=C1C)chec(c(c(c4)0C)0C)0C
ZINC08439885 | 5.06 131 1662 0 8 0 567.704 12 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H] Tc3cc(c(c(c3)0C)0C)OC) chcccccd0C)C
ZINC08439885_| 5.24 0.39 14.4 0 8 0 567.704 12 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccccc30C) chec(c(c(c4)0C)0C)0C
7INC08439884 | 5.06 1.69 1298 0 8 0 567.704 12 CCSCCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3ccccc30C)N=C1C)c4ec(c(c(c4)0C)0C)0C
ZINC08439884 | 5.06 143 1521 0 8 0 567.704 12 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H] 1c3cc(c(c(c3)0C)0C)0C) checcccOC)C
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ZINC08439884 | 5.24 0.56 -13.68 0 8 0 567.704 12 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccccc30C)cdec(c(c(c4)0C)0C)OC
7INC08439883 | 5.06 1.65 155 0 8 0 567.704 12 CCSCCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3ccccc30C)N=C1C)cec(c(c(c4)0C)0C)0C,
7INC08439883 | 5.06 136 1645 0 8 0 567.704 12 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]1c3cc(c(c(c3)0C)OC)0C) chcccccdOC)C
7INC08439883_| 5.24 0.35 1424 0 8 0 567.704 12 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccecc30C)chec(c(c(c4)0C)0C)0C
ZINC08439882_|_5.06 1.68 -13.68 0 8 0 567.704 12 CCSCCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3ccccc30C)N=C1C)c4cc(c(c(c4)0C)0C)0C
7INC08439882_| 5.06 133 1673 0 8 0 567.704 12 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H] Lc3cc(c(c(c3)0C)0C)OC) cdecccc40C)C
ZINC08439882 | 5.24 0.45 -14.86 0 8 0 567.704 12 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccccc30C) chec(c(c(c4)0C)0C)0C
7INC08439881 | 4.82 2.87 1446 0 7 0 489.568 8 CC1=NC2=C([C@@H](C1C(=0)0C(C)C)c3ccc(ce3)0C(=0)C)C(=0)C[C@@H](C2)c4ccccc40C
ZINC08439881 5 2.93 1529 0 7 0 489.568 8 CC(C)OC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccccc30C) checc(cc4)OC(=0)C
ZINC08439881 5 433 21.04 0 7 0 489.568 8 CC(C)OC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cccec30C) checc(ccd)0C(=0)C
7INC08439881 | 4.82 2.8 1676 0 7 0 489.568 8 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3ccccc30C)checc(ccd)0C(=0)C)C(=0)0C(C)C
7INC08439880 | 4.82 2.85 1274 0 7 0 489.568 8 CC1=NC2=C([C@H](C1C(=0)0C(C)C)c3cec(cc3)0C(=0)C)C(=0)C[C@@H](C2)c4cccccd0C
ZINC08439880 5 2.98 -13.82 0 7 0 489.568 8 CC(C)OC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3ccccc30C) cdecc(cc4)0C(=0)C
7INC08439880 | 5 425 1515 0 7 0 489.568 8 CC(C)OC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3ccecc30C) checc(cc4)0C(=0)C
7INC08439880 | 4.82 2.87 1624 0 7 0 489.568 8 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccccc30C)checc(ccd) 0C(=0)C)C(=0)0C(C)C
7INC08439879 | 4.82 2.79 13.76 0 7 0 489.568 8 CC1=NC2=C([C@@H](C1C(=0)0C(C)C)c3ccc(ce3)0C(=0)C)C(=0)C[C@H](C2)c4cccccd0C
ZINC08439879 5 2.93 1359 0 7 0 489.568 8 CC(C)OC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccccc30C) cdecc(cc4)0C(=0)C
7INC08439879 | 5 42 14.84 0 7 0 489.568 8 CC(C)OC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cccce30C) chccc(cc)0C(=0)C
7INC08439879 | 4.82 3 1501 0 7 0 489.568 8 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccec30C) cdecc(ccd)OC(=0)C)C(=0)0C(C)C
7INC08439878 | 4.82 2.98 1535 0 7 0 489.568 8 CCI=NC2=C([C@H](CIC(=0)0C(C)C)c3cec(cc3)0C(=0)C)C(=0)C[C@H] (C2)chccccc4OC
ZINC08439878 5 3.02 147 0 7 0 489.568 8 CC(C)OC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccccc30C) checc(ccd)0C(=0)C
7INC08439878 | 4.82 3.01 1644 0 7 0 489.568 8 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3ccecc30C) checc(cc4)0C(=0)C)C(=0)0C(C)C
7INC08439877 | 5.32 0.43 1109 0 6 0 512.4 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)Br)OC)C(=0)C[C@@H](C2)c4ccccc40C
ZINC08439877 | 55 0.69 1196 0 6 0 512.4 6 COclcceec [C@@H]2CC3=NC(=C)C([C@H] (C3C(=0)C2)chccc(c(c4)Br)OC)C(=0)0C
ZINC08439877 | 55 173 1213 0 6 0 512.4 6 COclcccec] [C@@H]2CC3=NC(=C)C([C@H] ([C@H]3C(=0)C2)c4ccc(c(c4)Br)OC)C(=0)0C
7INC08439877 | 5.32 0.53 1281 0 6 0 5124 6 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3ccccc30C) chccc(c(c4)Br)0C)C(=0)0C
7INC08439876 | 5.32 0.39 -10.23 0 6 0 512.4 6 CC1=NC2=C([C@H](CIC(=0)0C)c3ccc(c(c3)Br)OC)C(=0)C[C@@H] (C2)c4ccccc40C
ZINC08439876 | 55 0.52 1119 0 6 0 512.4 6 COclcceecl [C@@H]2CC3=NC(=C)C([C@@H](C3C(=0)C2)c4ccc(c(c4)Br)0C)C(=0)0C
ZINC08439876 | 5.5 171 -17.39 0 6 0 512.4 6 COclcccec] [C@@H]2CC3=NC(=C)C([C@@H] ([C@@H]3C(=0)C2)c4ccc(c(c4)Br)0C)C(=0)0C
7INC08439876 | 5.32 0.4 1243 0 6 0 512.4 6 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccce30C) cece(c(c4)Br)OC)C(=0)0C
ZINC08439875 | 5.32 0.32 1077 0 6 0 512.4 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)Br)0C)C(=0)C[C@H] (C2)chccccc40C
ZINC08439875 | 55 0.45 1122 0 6 0 512.4 6 COclcceec] [C@H]2CC3=NC(=C)C([C@H](C3C(=0)C2)c4ccc(c(c4)Br)OC)C(=0)0C
ZINC08439875 | 55 156 -12.08 0 6 0 512.4 6 COclcccec] [C@H]2CC3=NC(=C)C([C@H] ([C@H]3C(=0)C2)c4ccc(c(c4)Br)OC)C(=0)0C
7INC08439875 | 5.32 0.45 1324 0 6 0 5124 6 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccec30C) ceec(c(c4)Br)OC)C(=0)0C
7INC08439874 | 532 0.39 1121 0 6 0 512.4 6 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(c(c3)Br)OC)C(=0)C[C@H](C2)cAccecc40C
7INC08439874 | 55 0.62 1196 0 6 0 512.4 6 COclcceecl [C@H]2CC3=NC(=C)C([C@@H](C3C(=0)C2)c4ecc(c(c4)Br)OC)C(=0)0C
7INC08439874 | 5.5 161 1146 0 6 0 512.4 6 COclcceec] [C@H]2CC3=NC(=C)C([C@@H] ([C@@H]3C(=0)C2) chccc(c(c4)Br)OC)C(=0)0C
7INC08439874 | 5.32 0.51 1288 0 6 0 512.4 6 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H] (CC2=0)c3cccce30C)checc(c(c4)Br)0C)C(=0)0C
ZINC00717718 5.55 2.13 -12.68 0 7 0 500.356 2 Cnlc2c(c(=0)n(c1=0)C)n3cc(n(c3n2)c4ccccScdcccc5)cbecc(cc6)Br

7INC08439872_| 2.03 291 1048 1 9 0 433.266 3 Cnlc2c(c(=0)n(c1=0)C)n3c(n2)N(N=C(C3)c4ccc(cc4)Br)CCO

7INC08439872 | 2.03 2.62 -38.67 2 9 1 434.274 3 Cnlc2c(c(=0)n(c1=0)C)n3c([nH+]2)N(N=C(C3)cAccc(ccd)Br)CCO

ZINC08439871 | 4.36 112 9.85 0 8 0 465311 2 Cnlc2c(c(=0)n(c1=0)C)n3c(n2)N(N=C(C3)c4ccc(ccd) Br)cseccecs

7INC08439871 | 4.36 1.25 32.13 1 8 1 466319 2 Cnlc2c(c(=0)n(c1=0)C)n3c([nH+]2)N(N=C(C3)c4ccc(ccd)Br)ceceees

7INC08439870 | 5.17 116 106 0 7 0 511.64 9 CC1=NC2=C([C@@H](C1C(=0)0CC(C)C)c3ec(c(c(c3)0C)0C)0C)C(=0)C[C@@H](C2)cAccesh
ZINC08439870 | 5.35 139 11.05 0 7 0 511.64 9 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chec(c(c(c4)0C)0C)0C
7INC08439870 | 5.35 2.38 11.03 0 7 0 511.64 9 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)chec(c(c(c4)0C)0C)0C
ZINC08439870 | 5.17 127 1293 0 7 0 511.64 9 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chec(c(c(c4)0C)0C)0C)C(=0)0CC(C)C
7INC08439869 | 5.17 114 1061 0 7 0 511.64 9 CC1=NC2=C([C@H](CIC(=0)OCC(C)C)c3ec(c(c(c3)0C)0C)OC)C(=0)C[C@@H](C2)chcces
ZINC08439869 | 5.35 114 1177 0 7 0 511.64 9 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chec(c(c(c4)0C)0C)0C
7INC08439869 | 5.35 2.36 -10.88 0 7 0 511.64 9 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)chec(c(c(c4)0C)0C)0C
ZINC08439869 | 5.17 1.19 1337 0 7 0 511.64 9 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chec(c(c(c4)0C)0C)0C)C(=0)OCC(C)C
7INC08439868 | 5.17 136 1333 0 7 0 511.64 9 CC1=NC2=C([C@@H](C1C(=0)0CC(C)C)c3ce(c(c(c3)0C)0C)0C)C(=0)C[C@H](C2)chccest
ZINC08439868 | 5.35 15 1239 0 7 0 511.64 9 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cec(c(c(c4)0C)0C)0C
7INC08439868 | 5.35 2.65 1627 0 7 0 511.64 9 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)chec(c(c(c4)0C)0C)0C
ZINC08439868 | 5.17 124 -13.83 0 7 0 511.64 9 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chec(c(c(c4)0C)0C)OC)C(=0)OCC(C)C
7INC08439867 | 5.17 114 1043 0 7 0 511.64 9 CC1=NC2=C([C@H](CIC(=0)0CC(C)C)c3cc(c(c(c3)0C)0C)0C)C(=0)C[C@H](C2)checes
ZINC08439867 | 5.35 12 1146 0 7 0 511.64 9 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)cdec(c(c(c4)0C)0C)0C
ZINC08439867 | 5.35 2.62 169 0 7 0 511.64 9 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdec(c(c(c4)0C)0C)0C
ZINC08439867 | 5.17 1.08 1374 0 7 0 511.64 9 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chec(c(c(c4)0C)0C)OC)C(=0)0CC(C)C
7INC08439866 | 4.98 0.24 1121 0 7 0 523.651 8 CC1=NC2=C([C@@H](C1C(=0)0C3CCCCB)chec(c(cc#0C)0C)0C)C(=0)C[C@@H](C2)c5ccesS
7INC08439866 | 5.16 05 1215 0 7 0 523.651 8 COclcc(c(cc10C)0C) [C@H]2C3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@H](CC3=0)c5eces5
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ZINC08439866 | 5.16 1.54 -12.65 0 7 0 523.651 8 COclec(c(cc10C)0C) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@H] (CC3=0)c5cces5
7ZINC08439866_| 4.98 0.34 -13.83 0 7 0 523651 8 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chec(c(cc40C)0C)0C)C(=0)0C5CCCCH
ZINC08439865 | 4.98 032 -14.77 0 7 0 523.651 8 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)cdec(c(cc40C)0C)0C)C(=0)C[C@@H](C2)c5eces5
7ZINC08439865 | 5.16 0.44 -14.13 0 7 0 523.651 8 COcTec(c(cc10C)0C) [C@@H]2C3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@H] (CC3=0)c5ecess
ZINC08439865 | 5.16 158 -15.56 0 7 0 523.651 8 COclec(c(cc10C)0C) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C4CCCCA)C[C@H] (CC3=0)c5eces5
7ZINC08439865 | 4.98 0.18 -15.74 0 7 0 523.651 8 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cces3) cec(c(cc40C)0C)0C)C(=0)0C5CCCCH
7ZINC08439864 | 4.98 0.13 1152 0 7 0 523.651 8 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)cAec(c(cc40C)0C)0C)C(=0)C[C@H](C2)c5eces5
7ZINC08439864 | 5.16 0.26 -11.93 0 7 0 523.651 8 COclec(c(cc10C)0C) [C@H]2C3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@@H](CC3=0)c5ecess
ZINC08439864 | 5.16 138 -12.86 0 7 0 523.651 8 COclec(c(cc10C)0C) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C4CCCCH)C[C@@H](CC3=0)c5eees5
7INC08439864 | 4.98 0.26 -13.87 0 7 0 523651 8 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3) cdec(c(cc40C)0C)0C)C(=0)0C5CCCCH
ZINC08439863 | 4.98 021 11.29 0 7 0 523.651 8 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)chec(c(cc40C)0C)0C)C(=0)C[C@H](C2)c5eces5
7INC08439863 | 5.16 027 -12.07 0 7 0 523.651 8 COcTec(c(cc10C)0C) [C@@H]2C3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@@H](CC3=0)c5eces5
ZINC08439863 | 5.16 142 135 0 7 0 523.651 8 COclec(c(cc10C)0C) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C4CCCCH)C[C@@H](CC3=0)c5eees5
7INC08439863 | 4.98 0.16 -14.49 0 7 0 523.651 8 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)chec(c(cc40C)0C)0C)C(=0)0C5CCCCS
ZINC08439862 | 5.75 -0.22 12.14 0 4 0 550515 8 CCSCCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)chec(cccdF)Br

7ZINC08439862 | 5.75 04 -12.86 0 4 0 550515 8 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H]1c3cc(ccc3F)Br)ckcces4)C

7ZINC08439862 | 5.93 127 1152 0 4 0 550515 8 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chec(cccdF)Br

7ZINC08439861 | 5.75 034 -7.78 0 4 0 550515 8 CCSCCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3cccs3)N=C1C)chec(cccdF)Br

ZINC08439861 | 5.75 042 -10.21 0 4 0 550515 8 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H] Lc3cc(cec3F)Br)cdcecesd)C

7INC08439861 | 5.93 -1.28 88 0 4 0 550515 8 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)chec(cecdF)Br

ZINC08439860 | 5.75 018 7.97 0 4 0 550515 8 CCSCCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)chec(cccdF)Br

7ZINC08439860 | 5.75 -0.44 -10.46 0 4 0 550515 8 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]1c3cc(ccc3F)Br)ckeccs4)C

ZINC08439860 | 5.93 157 -8.58 0 4 0 550515 8 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chec(cccdF)Br

7ZINC08439859 | 5.75 017 -7.98 0 4 0 550515 8 CCSCCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)chcc(cccF)Br

ZINC08439859 | 5.75 035 -10.58 0 4 0 550515 8 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H]1c3cc(ccc3F)Br)chcces4)C

ZINC08439859 | 5.93 127 -8.99 0 4 0 550515 8 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chcc(cecdF)Br

ZINC08439858 | 6.21 2 -10.06 0 4 0 521.626 9 CCSCCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)cdecc(ccd)C(F)(F)F
7ZINC08439858 | 6.21 165 -10.68 0 4 0 521.626 9 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H]1c3ccc(ce3)C(F)(F)F)checes4)C
7ZINC08439858 | 6.4 0.77 -9.38 0 4 0 521.626 9 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3ccces3)cdcec(ccd)C(F) (F)F
7ZINC08439857 | 6.21 188 7.64 0 4 0 521.626 9 CCSCCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)c4cce(ccd)C(F)(F)F
ZINC08439857 | 6.21 18 -9.88 0 4 0 521.626 9 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H] Lc3cce(cc3)C(F) (F)F)chcces4)C
7ZINC08439857 | 6.4 0.75 -8.67 0 4 0 521.626 9 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdecc(ccd) C(F) (F)F
ZINC08439856 | 6.21 2.03 -7.33 0 4 0 521.626 9 CCSCCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)cdccc(ccd)C(F)(F)F
7INC08439856 | 6.21 178 9.98 0 4 0 521.626 9 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]1c3ccc(ce3)C(F)(F)F)checes4)C

ZINC08439856 | 6.4 0.85 -8.66 0 4 0 521.626 9 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chccc(ccd)C(F) (F)F
7ZINC08439855 | 6.21 2.04 7.26 0 4 0 521.626 9 CCSCCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)chcce(ccd)C(F)(F)F

ZINC08439855 | 6.21 187 -10.01 0 4 0 521.626 9 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H] Lc3ccc(cc3)C(F) (F)F)checes4)C
7ZINC08439855 | 6.4 0.95 -8.73 0 4 0 521.626 9 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chccc(cc) C(F)(F)F

ZINC08439854 | 5.56 154 -13.09 0 8 0 547.648 9 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)cAec(c(c(c4)0C)0C)0C)C(=0)C[C@@H](C2)c5eccec50C
7INC08439854 | 5.74 182 -13.13 0 8 0 547.648 9 COclcccec] [C@@H]2CC3=NC(=C)C([C@H](C3C(=0)C2)cdec(c(c(c4)0C)0C)0C)C(=0)0C5CCCCs
7ZINC08439854 | 5.74 2.85 -14.36 0 8 0 547.648 9 COclcccecl [C@@H]2CC3=NC(=C)C([C@H] ([C@H]3C(=0)C2)chec(c(c(c4)0C)0C)0C) C(=0)0C5CLLLs
7ZINC08439854 | 5.56 165 -14.79 0 8 0 547.648 9 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccec30C) chec(c(c(c4)0C)0C)0C)C(=0)0C5CCCCS
ZINC08439853 | 5.56 155 -12.38 0 8 0 547.648 9 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)chec(c(c(c4)0C)0C)0C)C(=0)C[C@@H](C2)c5eccec50C
7INC08439853 | 5.74 13 12,9 0 8 0 547.648 9 COclcceec] [C@@H]2CC3=NC(=C)C([C@@H](C3C(=0)C2)cAec(c(c(c4)0C)0C)0C)C(=0)0C5CCCCs
7ZINC08439853 | 5.74 2.75 -20.02 0 8 0 547.648 9 COclcccecl [C@@H]2CC3=NC(=C)C([C@@H]([C@@H]3C(=0)C2)cdec(c(c(c4)0C)0C)0C)C(=0)0C5CCCCE
7ZINC08439853 | 5.56 165 -15.29 0 8 0 547.648 9 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccec30C) cee(c(c(c4)0C)0C)0C)C(=0)0C5CCCCs
ZINC08439852 | 5.56 152 -12.49 0 8 0 547.648 9 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)cec(c(c(c4)0C)0C)0C)C(=0)C[C@H](C2)c5eecee50C
7INC08439852 | 5.74 166 -12.88 0 8 0 547.648 9 COclcceec] [C@H]2CC3=NC(=C)C([C@H](C3C(=0)C2)c4cc(c(c(c4)0C)0C)OC)C(=0)0C5CCCCS
ZINC08439852 | 5.74 291 146 0 8 0 547.648 9 COcleceecl [C@H]2CC3=NC(=C)C(|C@H] ([C@H]3C(=0)C2)ctec(c(c(c4)0C)0C)OC)C(=0)0C5CCLCS
7ZINC08439852 | 5.56 154 -14.99 0 8 0 547.648 9 CC1=C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccec30C) cec(c(c(c4)0C)0C)0C)C(=0)0C5CCCCs
ZINC08439851 | 5.56 153 -12.81 0 8 0 547.648 9 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)cdc(c(c(c4)0C)0C)0C)C(=0)C[C@H](C2)c5eceec50C
7ZINC08439851 | 5.74 175 1335 0 8 0 547.648 9 COclcceec] [C@H]2CC3=NC(=C)C([C@@H](C3C(=0)C2)cdec(c(c(c4)0C)0C)0C)C(=0)0C5CCCCs
ZINC08439851 | 5.74 2.74 1312 0 8 0 547.648 9 COclcceecl [C@H]2CC3=NC(=C)C(|C@@H] ([C@@H]3C(=0)C2)cdec(c(c(c4)0C)0C)0C) C(=0)0C5CCCCs
ZINC08439851 | 5.56 163 -15.34 0 8 0 547.648 9 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3ccccc30C) chec(c(c(c4)0C)0C)0C)C(=0)0C5CCCCH
ZINC08439850 | 6.25 042 7.69 0 ) 0 530459 5 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)chcc(cccdF)Br)C(=0)C[C@@H](C2)c5ccess
7ZINC08439850 | 6.43 032 7.93 0 4 0 530.459 5 C=CI1C([C@@H](C2C(=N1)C[C@H](CC2=0)c3cccs3) cdec(cccdF)Br)C(=0)0C5CCCCS
ZINC08439850 | 6.43 0.99 -15.99 0 ) 0 530459 5 C=C1C(|C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)cdec(cccdF)Br)C(=0)0C5CCCCS
ZINC08439850 | 6.25 -0.28 -10.09 0 4 0 530459 5 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cces3)chec(ccc4F)Br)C(=0)0C5CCCCH
7ZINC08439849 | 6.25 042 7.54 0 ) 0 530459 5 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)chcc(cccdF)Br)C(=0)C[C@H](C2)c5ccess
7ZINC08439849 | 6.43 -0.33 -8.04 0 4 0 530.459 5 C=CIC([C@H](C2C(=N1)C[C@@H](CC2=0)c3cccs3)chec(cccdF)Br)C(=0)0C5CCCCS
7ZINC08439849 | 6.43 0.74 8 0 4 0 530459 5 C=C1C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cces3)chec(cecdF)Br)C(=0)0C5CCCCH




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08439849 | 6.25 -0.28 -9.92 0 4 0 530459 5 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)cdec(cccAF)Br)C(=0)0C5CCCCS
7ZINC08439848 | 6.25 033 7.39 0 4 0 530459 5 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)cAcc(ccc4F)Br)C(=0)C[C@H](C2)c5ccess
7ZINC08439848 | 6.43 -0.26 -8.14 0 ) 0 530.459 5 C=C1C([C@@H](C2C(=N1)C[C@@H](CC2=0)c3cccs3)cdec(cccdF)Br)C(=0)0C5CCCC5
7ZINC08439848 | 6.43 0.89 -7.98 0 4 0 530459 5 C=C1C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chec(ccc4F)Br)C(=0)0C5CCCCH
ZINC08439848 | 6.25 021 9.97 0 ) 0 530459 5 CC1=C(|C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cces3)chec(cecdF)Br)C(=0)0C5CCCCH
7ZINC08439847 | 6.71 19 -6.37 0 4 0 50157 6 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)céccc(cc4)C(F)(F)F)C(=0)C[C@@H](C2)c5ecess
7ZINC08439847 | 6.89 2.13 73 0 4 0 50157 6 C=C1C([C@H](C2C(=N1)C[C@H](CC2=0)c3cces3)chece(ccd)C(F) (F)F)C(=0)0C5CCCC
7ZINC08439847 | 6.89 335 -13.78 0 4 0 50157 6 C=C1C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)cece(ccd)C(F) (F)F)C(=0)0C5CCCC
ZINC08439847 | 6.71 2.02 -8.96 0 4 0 50157 6 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)céccc(ccd)C(F) (F)F)C(=0)0C5CCLCS
7ZINC08439846_| 6.71 19 6.51 0 4 0 50157 6 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)cAccc(cc4)C(F)(F)F)C(=0)C[C@@H](C2)c5cecss
ZINC08439846 | 6.89 2.05 -7.48 0 ) 0 50157 6 C=C1C([C@@H](C2C(=N1)C[C@H](CC2=0)c3cces3)cdceec(ccd) C(F) (F)F)C(=0)0C5CCCCH
7ZINC08439846_|_ 6.89 3.12 -6.82 0 4 0 50157 6 C=C1C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)cece(cc4)C(F) (F)F)C(=0)0C5CCCCS
ZINC08439846 | 6.71 195 -9.08 0 ) 0 501.57 6 CC1=C(|C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cces3)checc(ccd) C(F) (F)F)C(=0)0C5CCCCS
7ZINC08439845 | 6.71 19 6.5 0 4 0 50157 6 CC1=NC2=C([C@@H](C1C(=0)0C3CCCCB)checc(cc4)C(F) (F)F)C(=0)C[C@H](C2)c5eeess
ZINC08439845 | 6.89 2.04 7.45 0 ) 0 501.57 6 C=C1C([C@H](C2C(=N1)C[C@@H](CC2=0)c3cccs3)cdece(ccd)C(F) (F)F)C(=0)0C5CCCCH
7ZINC08439845 | 6.89 3.29 -85 0 4 0 50157 6 C=C1C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cces3)checc(ced)C(F) (F)F)C(=0)0C5CCCCS
ZINC08439845 | 6.71 192 9.4 0 4 0 50157 6 CC1=C(|C@H](|C@@H]2C(=N1)C[C@@H](CC2=0)c3cces3)checc(ced) C(F) (F)F)C(=0)0C5CCCLS
7ZINC08439844 | 6.71 2.02 9.1 0 4 0 50157 6 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)c4cce(ccd)C(F)(F)F)C(=0)C[C@H](C2)c5ecesS
7ZINC08439844 | 6.89 3.27 9.71 0 4 0 50157 6 C=C1C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)cdecc(ce4)C(F) (F)F)C(=0)0C5CCCCS
7ZINC08439844 | 6.71 18 -10.06 0 4 0 50157 6 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)checc(ccd)C(F) (F)F)C(=0)0C5CCCCS
7ZINC08439843 | 5.97 -0.28 -7.36 0 4 0 488.074 8 CCSCCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3cces3)N=CLC)chccee(c4)Cl
7ZINC08439843 | 5.97 045 9.95 0 4 0 488.074 8 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H]1c3ccce(c3)Cl)ckeces4)C
ZINC08439843 | 6.16 138 -8.42 0 4 0 488.074 8 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)checce(c4)Cl
7INC08439842 | 5.97 -0.44 7.67 0 4 0 488.074 8 CCSCCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)checee(c4)Cl
7ZINC08439842 | 5.97 051 9.79 0 4 0 488.074 8 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H] Lc3ccee(c3)Cl)checes4)C
7ZINC08439842 | 6.16 138 -9.09 0 4 0 488.074 8 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chccec(c4)Cl
ZINC08439841 | 5.97 -0.45 -7.53 0 4 0 488.074 8 CCSCCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)checce(c4)Cl

7INC08439841 | 5.97 -0.55 -10.38 0 4 0 488.074 8 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]1c3ccec(c3)Cl)checes4)C

ZINC08439841 | 6.16 163 -8.19 0 4 0 488.074 8 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)checce(c4)Cl
7ZINC08439840 | 5.97 -0.27 73 0 4 0 488.074 8 CCSCCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)checce(c4)Cl

ZINC08439840 | 5.97 -0.63 -10.24 0 4 0 488.074 8 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H]1c3ccee(c3)Cl)chcces4)C
7ZINC08439840 | 6.16 155 -8.48 0 4 0 488.074 8 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)checce(c4)Cl

ZINC08439839 | 3.57 0.49 -18.29 0 8 0 513.612 10 CC1=NC2=C([C@@H](C1C(=0)0CCOC)c3cce(c(c30C)0C)0C)C(=0)C[C@@H] (C2)chcccs
7ZINC08439839 | 3.75 0.68 -16.34 0 8 0 513.612 10 COCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chece(c(c40C)0C)0C
ZINC08439839 | 3.75 176 21.54 0 8 0 513.612 10 COCCOC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chece(c(c40C)0C)0C
7ZINC08439839 | 3.57 041 -17.68 0 8 0 513.612 10 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)checc(c(c40C)0C)0C)C(=0)0CCOC
7ZINC08439838 | 3.57 057 1091 0 8 0 513.612 10 CC1=NC2=C([C@H](C1C(=0)0CCOC)c3cec(c(c30C)0C)0C)C(=0)C[C@@H](C2)cecest
7INC08439838 | 3.75 071 -12.23 0 8 0 513.612 10 COCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cecs3)cAece(c(c40C)0C)0C
ZINC08439838 | 3.75 184 -13.98 0 8 0 513.612 10 COCCOC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)chece(c(c40C)0C)0C
7ZINC08439838 | 3.57 0.62 -15.27 0 8 0 513.612 10 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)ceec(c(c40C)0C)0C)C(=0)0CCOC
ZINC08439837 | 3.57 05 -1834 0 8 0 513.612 10 CC1=NC2=C([C@@H](C1C(=0)0CCOC)c3ccc(c(c30C)0C)0C)C(=0)C[C@H] (C2)checest
7INC08439837 | 3.75 0.66 1641 0 8 0 513.612 10 COCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chece(c(c40C)0C)0C
ZINC08439837 | 3.75 18 22.33 0 8 0 513.612 10 COCCOC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdeee(c(c40C)0C)0C
7INC08439837 | 3.57 041 -17.86 0 8 0 513.612 10 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)céeec(c(c40C)0C)0C)C(=0)OCCOC
ZINC08439836 | 3.57 0.88 1144 0 8 0 513.612 10 CC1=NC2=C([C@H](C1C(=0)0CCOC)c3ccc(c(c30C)0C)0C)C(=0)C[C@H](C2)chceest
7ZINC08439836_| 3.75 0.89 11.44 0 8 0 513.612 10 COCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)cece(c(c40C)0C)0C
ZINC08439836 | 3.75 1.9 -12.25 0 8 0 513.612 10 COCCOC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdeee(c(c40C)0C)0C
7INC08439836_| 3.57 091 -13.07 0 8 0 513.612 10 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)checc(c(c#0C)0C)0C)C(=0)0CCOC
ZINC08439835 | 5.38 0.6 -12.48 0 5 0 506451 8 CCOCCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)cecec(cAC)Cl
7ZINC08439835 | 5.38 -0.78 1415 0 5 0 506451 8 CCOCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H]1c3ccce(c3CI)Cckeccs4)C
ZINC08439835 | 5.56 165 -13.07 0 5 0 506451 8 CCOCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)ceccc(cAC)Cl
7INC08439834 | 5.38 071 -8.94 0 5 0 506451 8 CCOCCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3cccs3)N=C1C)cdccce(c4CICl
7ZINC08439834 | 5.38 -0.79 113 0 5 0 506451 8 CCOCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H]1c3ccec(c3C)Clcdecesd)C
7ZINC08439834 | 5.56 165 -9.89 0 5 0 506451 8 CCOCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)checce(c4CI)Cl
ZINC08439833 | 5.38 -0.53 891 0 5 0 506451 8 CCOCCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)checec(c4C)Cl
7INC08439833 | 5.38 -0.79 112 0 5 0 506451 8 CCOCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]Tc3cccc(c3C)Cl)chcces4)C
ZINC08439833 | 5.56 192 9.17 0 5 0 506451 8 CCOCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)checec(c4C)Cl
7ZINC08439832 | 5.55 322 -36.22 2 10 0 635.142 11 Cclcec(cc1)S(=0)(=0)N(CC(=0)N/N=C(\C)/c2cccc(c2)NC(=0)c3ccec(c3)Clchcec(c(c4)0C)OC
ZINC08439831 | 5.38 -0.52 9.74 0 5 0 506451 8 CCOCCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cccs3)N=C1C)chccee(c4Cl)Cl
7INC08439831 | 5.38 071 119 0 5 0 506451 8 CCOCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H] L c3cccc(c3CI)Cl)chcces4)C
ZINC08439831 | 5.56 162 -10.27 0 5 0 506451 8 CCOCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chccce(c4ClCl
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ZINC08439830 | 4.95 0.65 -11.26 0 7 0 543.707 11 CCSCCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)céec(c(c(c4)0C)0C)0C
7ZINC08439830 | 4.95 03 1493 0 7 0 543.707 11 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H]1c3cc(c(c(c3)0C)0C)OC) cdeces4)C
ZINC08439830 | 5.13 -0.63 1273 0 7 0 543.707 11 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdec(c(c(c4)0C)0C)0C
7INC08439829 | 4.52 2.64 -28.09 1 10 0 555.653 13 CCOclcee(ce10CC)/C=N/NC(=0)CN(c2ccc(c(c2)0C)0C)S(=0)(=0) c3cec(cc3)C
ZINC08439828 | 4.95 0.67 1154 0 7 0 543.707 11 CCSCCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)cdec(c(c(c4)0C)0C)0C
7INC08439828 | 4.95 0.41 1393 0 7 0 543.707 11 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H]1c3cc(c(c(c3)0C)0C)0C) checes4)C
ZINC08439828 | 5.13 047 122 0 7 0 543.707 11 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdec(c(c(c4)0C)0C)0C
7INC08439827 | 4.79 253 2545 1 9 0 523.611 12 Cclcec(cel)S(=0) (=0)N(CC(=0)N/N=C/c2ccec(c2)0CC=C)c3cce(c(c3)0C)0C
ZINC08439826 | 4.95 0.65 1143 0 7 0 543.707 11 CCSCCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)cdec(c(c(c4)0C)0C)0C
7INC08439826 | 4.95 0.4 1446 0 7 0 543.707 11 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]1c3cc(c(c(c3)0C)0C)OC) checes4)C
ZINC08439826 | 5.13 053 125 0 7 0 543.707 11 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chec(c(c(c4)0C)0C)0C
ZINC08439825_| 3.54 329 3092 1 10 0 539.61 9 Cclcec(ce1)S(=0)(=0)N(CC(=0)N/N=C(\C)/c2ccc3c(c2)0CCO3) cdecc(c(c4)0C)0C
ZINC08439824 5.37 -2.76 -35.86 2 8 0 558.635 9 Cclcec(cc1)S(=0)(=0)N(CC(=0)N/N=C(\C)/c2cccc(c2)NC(=0)c3cccce3)c4ccccc4F
7INC08439823 | 4.95 0.67 11.36 0 7 0 543.707 11 CCSCCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)chcc(c(c(c4)0C)0C)0C
7INC08439823 | 4.95 0.48 -14.06 0 7 0 543.707 11 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H]1c3cc(c(c(c3)0C)0C)OC) cdeccs4)C
7INC08439823 | 5.13 043 1222 0 7 0 543.707 11 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chec(c(c(c4)0C)0C)OC
7INC08439822 | 4.43 15 32.8 1 8 0 480521 9 Cclcec(cc1)S(=0)(=0)N(CC(=0)N/N=C/c2ccc(cc2)OCCHN)c3ccccc3F

7INC08439821 | 4.03 448 3617 2 8 0 543443 8 C/C(=N\NC(=0)CN(clcccec1Br)S(=0)(=0)C)/c2cccc(c2)NC(=0)c3eccec3

7INC08439820 | 5.18 11 -8.96 0 4 0 439.552 6 CC1=NC2=C([C@@H](C1C(=0)0CC(C)C)c3ccccc3F)C(=0)C[C@@H](C2)chcccs4
7ZINC08439820 | 5.36 133 9.62 0 4 0 439.552 6 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)checcccdF
ZINC08439820 | 5.36 2.32 9.62 0 4 0 439.552 6 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chcccccdF
7INC08439820 | 5.18 122 1153 0 4 0 439.552 6 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)cdeccecF)C(=0)OCC(C)C
7INC08439819 | 2.38 549 33.07 2 8 0 481372 7 C/C(=N\NC(=0)CN(clccccclBr)S(=0)(=0)C)/c2cec(cc2)NC(=0)C

7ZINC08439818_| 3.06 5.95 14.07 1 6 0 430.349 6 C/C(=N\NC(=0)CN(clcccecBr)S(=0)(=0)C)/c2cces2

7INC08439817 | 2.67 5.99 18.47 1 8 0 482.356 6 C/C(=N\NC(=0)CN(clccccclBr)S(=0)(=0)C)/c2ccc3c(c2)0CCO3

7INC08439816 | 5.18 0.96 8.72 0 4 0 439.552 6 CC1=NC2=C([C@H](CIC(=0)0CC(C)C)c3ccccc3F)C(=0)C[C@@H](C2)chcccst
ZINC08439816 | 5.36 1.05 917 0 4 0 439.552 6 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chcccecd .
ZINC08439816 | 5.36 212 -9.08 0 4 0 439.552 6 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chccccchF
ZINC08439816 | 5.18 11 112 0 4 0 439.552 6 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chcccccdF) C(=0)0CC(C)C
ZINC08439815 2.37 6.33 -36.18 1 10 0 508.984 9 CS(=0)(=0)N(CC(=0)N/N=C/clccc(cc1)0CC(=0)N2CCOCC2)c3ccccc3Cl

7INC08439813 | 5.11 2.9 24.67 1 8 0 493.585 12 CCOclcccccIN(CC(=0)N/N=C/c2ccc(cc2)0CC=C)S(=0)(=0)c3cccec3

7INC08439812 | 5.18 1.03 -8.66 0 4 0 439.552 6 CCI=NC2=C([C@@H](C1C(=0)0CC(C)C)c3ccccc3F)C(=0)C[C@H](C2)chcccst
7INC08439812 | 5.36 116 891 0 4 0 439.552 6 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chcccecd .
7INC08439812 | 5.36 2.44 1035 0 4 0 439.552 6 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)chccccchF
ZINC08439812_| 5.18 122 -10.89 0 4 0 439.552 6 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chcccccdF)C(=0)OCC(C)C
ZINC08439811 4.72 -3.96 -30.67 1 10 0 578.691 12 CCOclcccccIN(CC(=0)N/N=C/c2ccc(cc2)0CC(=0)N3CCCCC3)S(=0)(=0)c4cccecd
ZINC08439810 5.69 -3.42 -27.4 1 7 0 513.619 9 CCOclcccccIN(CC(=0)N/N=C/c2ccc3c4c2cccc4CC3)S(=0)(=0)cS5cccecs

7INC08439809 | 5.18 124 1378 0 4 0 439.552 6 CCI=NC2=C([C@H](CIC(=0)0CC(C)C)c3ccccc3F)C(=0)C[C@H](C2)c4eccs4
7INC08439809 | 5.36 145 1328 0 4 0 439.552 6 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)chcccccdF
7ZINC08439809 | 5.36 2.75 2813 0 4 0 439.552 6 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)chcccccdF
ZINC08439809 | 5.18 12 1458 0 4 0 439.552 6 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chcccccdF)C(=0)OCC(C)C
ZINC08439808 | 7.25 ~0.04 345 1 9 0 634.032 12 CCOC(=0)cl cec(cel)c2ecc(02)/C=N/NC(=0)CN(c3ccc(c(c3)C(F) (F)F)CHS(=0) (=0) chccceck
7INC08439807 | 4.63 2.06 -35.09 2 8 0 566.989 9 C/C(=N\NC(=0)CN(cLccc(c(c1)C(F)(F)F)C)S(=0)(=0)c2cccec2)/c3cccc(c3)NC(=0)C
7INC08439806 | 4.66 215 2751 2 8 0 566.989 9 C/C(=N\NC(=0)CN(clccc(c(c1)C(F)(F)F)CI)S(=0) (=0)c2ccccc2) /c3ecc(cc3)NC(=0)C
ZINC08439805 | 5.85 023 8.74 0 5 0 463.599 6 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)cccec(c4)0C)C(=0)C[C@@H](C2)c5eccs5
ZINC08439805 | 6.03 017 941 0 5 0 463.599 6 COclccce(c1)[C@H]2C3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@H](CC3=0)c5cccs5
ZINC08439805 | 6.03 123 1532 0 5 0 463.599 6 COclccce(c1)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@H](CC3=0)c5eccs5
7INC08439805 | 5.85 029 1151 0 5 0 463.599 6 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)cAccec(c4)0C)C(=0)0C5CCCCS
7INC08439804 | 5.82 ~0.83 19.22 1 8 0 582 12 COclcc(ccc10CC=C)/C=N/NC(=0)CN(c2ccc(c(c2)C(F) (F)F)CNS(=0) (=0)c3cccec3
7INC08439803 | 5.95 2.84 2456 1 7 0 584.041 10 clccc(cc1)S(=0)(=0)N(CC(=0)N/N=C/c2ccc(cc2) 0C3CSC3)chccc(c(c4) C(F) (F)F)CI
7INC08439802 | 5.85 -0.34 9.19 0 5 0 463.599 6 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)cdcccc(c4)0C)C(=0)C[C@@H](C2)c5cces5
ZINC08439802_| 6.03 027 9.74 0 5 0 463.599 6 COclecee(c])[C@@H]2C3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@H](CC3=0)c5ecesS
ZINC08439802_|_6.03 0.97 1121 0 5 0 463.599 6 COclccec(c1)[C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@H](CC3=0)c5eces5
7INC08439802_| 5.85 023 11.83 0 5 0 463.599 6 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)cAecec(c4)0C)C(=0)0C5CCCCS
7INC08439801 | 4.78 34 32.23 1 10 0 639.052 11 clccc(cc1)S(=0)(=0)N(CC(=0)N/N=C/c2ccc(cc2) 0CC(=0)N3CCOCC3) chece(c(c4) C(F) (F)F)Cl
ZINC08439800 | 5.85 024 8.73 0 5 0 463.599 6 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)céccce(c4)0C)C(=0)C[C@H](C2)c5ccess
ZINC08439800 | 6.03 011 9.4 0 5 0 463.599 6 COclccce(c1) [C@H]2C3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@@H](CC3=0)c5ccess
ZINC08439800 | 6.03 115 11.04 0 5 0 463.599 6 COclceec(c1)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@@H](CC3=0)c5ccess
ZINC08439800 | 5.85 023 1144 0 5 0 463.599 6 CC1=C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)checcc(c4)0C)C(=0)0C5CCCCE
ZINC08439799 | 5.84 23 3158 1 9 0 637.08 11 cIcce(cc1)S(=0)(=0)N(CC(=0)N/N=C/cZccc(cc2) OCC(=0)N3CCCCC3) chece(c(c4) C(F) (F)F)Cl
7INC08439798 | 6.63 -0.14 28.61 1 9 0 626.053 13 CC(C)(C)0C(=0)COcIcce(ccl)/C=N/NC(=0)CN(c2cec(c(c2)C(F) (F)F)CDS(=0) (=0)c3cecec3
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7INC08439797 | 5.85 -0.24 -8.91 0 5 0 463.599 6 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)cdccec(c4)0C)C(=0)C[C@H](C2)c5cces5
7ZINC08439797 | 6.03 -0.18 95 0 5 0 463599 6 COclceec(c1)[C@@H]2C3C(=NC(=C)C2C(=0)0C4CCCC4)C[C@@H](CC3=0)c5ccess
ZINC08439797 | 6.03 113 -10.79 0 5 0 463.599 6 COclecee(c)[C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C4CCCCA)C[C@@H](CC3=0)c5ccess
7ZINC08439797 | 5.85 03 -11.85 0 5 0 463.599 6 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)checcc(c4)0C)C(=0)0C5CCLCS
7INC08439796 | 5.44 -0.53 29.48 1 9 0 583.972 12 COC(=0)COclcce(cel)/C=N/NC(=0)CN(c2cce(c(c2)C(F)(F)F)C)S(=0)(=0)c3cecee3
7ZINC08439795 | 4.95 2,01 -30.37 1 8 0 567.973 8 C/C(=N\NC(=0)CN(clcce(c(c1)C(F) (FYF)CI)S(=0)(=0)c2ccccc2) /c3cccde(c3)0CCO4
ZINC08439794 | 4.13 091 -15.37 0 6 0 461539 5 CCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)cdcoceecee5c4=0
7INC08439794 | 4.13 057 -17.32 0 6 0 461,539 5 CCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H] Tc3cockccccc4c3=0)c5eces5)C
7ZINC08439794 | 4.31 036 -14.76 0 6 0 461539 5 CCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdcocheccee5cd=0
7ZINC08439793 | 6.36 339 -23.89 1 7 0 617.875 9 CN(C)cIcce(cclBr)/C=N/NC(=0)CN(c2ccc(c(c2)C(F) (F)F)CI)S(=0)(=0)c3cccec3
7ZINC08439792 | 4.13 0.75 -14.66 0 6 0 461539 5 CCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)cdcoc5eecec5c4=0
7INC08439792 | 4.13 0.65 -17.28 0 6 0 461,539 5 CCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H]1c3cockcccccdc3=0)c5eces5)C
7ZINC08439792 | 4.31 -0.44 -14.26 0 6 0 461539 5 CCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chcoc5eecec5cd=0
7ZINC08439791 | 6.15 -3.09 -25.94 1 8 0 618.815 8 clcee(cc1)S(=0)(=0)N(CC(=0)N/N=C/c2cc3¢(cc2Br)0C03)checc(c(c4)C(F) (F)F)CL
ZINC08439790 | 4.13 0.89 21.67 0 6 0 461539 5 CCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)chcoc5cecee5cd=0
7ZINC08439790 | 4.13 0.63 2161 0 6 0 461539 5 CCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]1c3cochcccec4c3=0)cheees5)C
ZINC08439790 | 4.31 037 -18.32 0 6 0 461539 5 CCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chcoc5eeccc5e=0
7INC08439789 | 4.78 7 26.26 1 9 0 618.055 9 clcce(cel)S(=0)(=0)N(CC(=0)Nc2cec(cc2)S(=0)(=0)N3CCOCC)chece(c(c4)C(F) (F)F)CI
7ZINC00189848 | 2.8 5.34 11.22 0 5 0 338.454 ) COcleccccIN2CCN(CC2)S(=0)(=0)c3cccs3

7INC08439788 | 4.13 0.92 -15.38 0 6 0 461539 5 CCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)cAcoc5ceecc5c4=0
7INC08439788 | 4.13 0.73 -17.66 0 6 0 461539 5 CCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H]1c3cockcccccAc3=0)cheees5)C
7INC08439788 | 4.31 019 -15.22 0 6 0 461.539 5 CCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)cAcoc5cecce5e4=0
7ZINC08439787 | 5.22 0.27 -7.87 0 4 0 490394 5 CCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)chec(cecdF)Br
7INC08439787 | 5.22 -0.08 -10.33 0 4 0 490394 5 CCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H] 1c3cc(ccc3F)Br)cdecesd)C
7INC08439787 | 5.4 114 7.97 0 4 0 490394 5 CCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)chec(cecdF)Br
ZINC00645912 | 4.36 053 -14.54 2 6 0 441,531 6 CCclcec(cc1)N2C[C@H](CC2=0)C(=0)Nc3ccecc3C(=0)NekeceechC

ZINC00645913 | 4.36 057 -14.36 2 6 0 441531 6 CCclcce(ccl)N2C[C@@H](CC2=0)C(=0)Ne3cceee3C(=0)NedeeeecdC
7INC08439786 | 5.22 0.28 -7.84 0 4 0 490394 5 CCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)cécc(ccc4F)Br
ZINC08439786 | 5.22 0 -10.12 0 4 0 490394 5 CCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H]1c3cc(ccc3F)Br)chcces4)C
7INC08439786 | 5.4 -0.88 -8.54 0 4 0 490394 5 CCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cécc(cccAF)Br
ZINC00645910 | 3.83 091 -13.92 2 6 0 455.558 6 CCclccc(cc1)N2C[C@H](CC2=0)C(=0)Nc3cecce3C(=0)Nede(ceecdC)C
7ZINC08439785 | 5.22 0.04 -10.45 0 4 0 490.394 5 CCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)cdec(cccdF)Br
7ZINC08439785 | 5.22 -0.07 -11.83 0 ) 0 490394 5 CCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]Lc3cc(cee3F)Br)cdecesd)C
7INC08439785 | 5.4 11 9.71 0 4 0 490394 5 CCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chec(cecdF)Br
ZINC00645911 | 3.83 1 -16.83 2 6 0 455,558 6 CCclcce(ccl)N2C[C@@H](CC2=0)C(=0)Nc3cecce3C(=0)Nede(ceecdC)C
ZINC00645908 | 4.17 -0.95 -16.74 2 6 0 433.552 6 CCclcec(cc1)N2C[C@H](CC2=0)C(=0)Nc3ccecc3C(=0)NC4CCCCCA

7ZINC08439784 | 5.22 0.28 -7.88 0 4 0 490394 5 CCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)chec(cccdF)Br
7INC08439784 | 5.22 0.1 -10.12 0 4 0 490394 5 CCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H]1c3cc(cce3F)Br)ckeces4)C
7INC08439784 | 5.4 -0.77 8.71 0 4 0 490394 5 CCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chec(cccdF)Br
ZINC00645909 | 4.17 -0.91 -16.89 2 6 0 4335552 6 CCclccc(cc1)N2C[C@@H](CC2=0)C(=0)Nc3cccec3C(=0)NCACCCCCA
ZINC08439782 | 3.71 -1.05 -10.34 0 5 0 44359 8 CCOCCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)chcesch
7INC08439782 | 3.71 135 11.57 0 5 0 44359 8 CCOCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H]Lc3ccsc3)checcsd)C
7ZINC08439782 | 3.89 23 -10.56 0 5 0 443.59 8 CCOCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cheesch
7ZINC00645898 | 3.93 1029 -15.68 2 6 0 439.943 5 clcec(c(c1)C(=0)NC2CCCCC2)NC(=0)[C@H]3CC(=0)N(C3)checc(cc4)Cl
ZINC08439781 | 3.71 111 839 0 5 0 443,59 8 CCOCCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3cces3)N=C1C)chcesch
7INC08439781 | 3.71 121 -10.62 0 5 0 44359 8 CCOCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H]1c3ccsc3)checes4)C
ZINC08439781 | 3.89 -2.16 -9.44 0 5 0 443,59 8 CCOCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)checsch
7ZINC00645899 | 3.93 1025 12,62 2 6 0 439.943 5 clcec(c(c1)C(=0)NC2CCCCC2)NC(=0) [C@@H]3CC(=0)N(C3) cdecc(ccd)Cl
ZINC08439780 | 3.71 -1.02 831 0 5 0 443.59 8 CCOCCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)chcesch
7ZINC08439780 | 3.71 123 1121 0 5 0 44359 8 CCOCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]1c3ccsc3)cdecesd)C
ZINC08439780 | 3.89 2.23 8.8 0 5 0 443,59 8 CCOCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)cheesch
7INC02171978 | 5.78 111 -18.66 2 5 0 457.357 7 CCclccce(¢INC(=0)COc2cccec2C(=0)Ne3ecee(c3CI)CHC

ZINC02171975 | 5.01 0.05 24.26 2 7 0 448519 10 Cclccec(c10CCNC(=0)c2ccecc20CC(=0)Ne3eeec(c3)0C)C

7ZINC08439779 | 3.71 1.01 -8.75 0 5 0 44359 8 CCOCCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)chccsch
ZINC08439779 | 3.71 115 109 0 5 0 443,59 8 CCOCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H] Lc3ccsc3)cdeces)C
7ZINC08439779 | 3.89 215 952 0 5 0 44359 8 CCOCCOC(=0)CI[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chccsch
ZINC00645888 | 4.68 159 13.74 2 7 0 440.883 7 COclece(c(c10C)0C)C(=0)Ne2eccec2C(=0)Ne3eeeee3Cl

7ZINC00645878 | 4.78 388 -14.27 1 5 0 463.987 6 clcc(ceclc2esc(n2)SCC(=0)Nc3eec(c(c3)CINACCOCCA)F

ZINC08439778 | 4.15 -0.25 -17.67 0 8 0 539.65 9 CC1=NC2=C([C@@H](C1C(=0)0C[C@@H]3CCCO3)céccc(c(c#0C)0C)0C)C(=0)C[C@@H](C2)c5cces5
7ZINC08439778 | 4.33 -0.22 1611 0 8 0 539.65 9 COcTccc(c(c10C)0C) [C@H]2C3C(=NC(=C)C2C(=0)OC[C@@H]4CCCO4)C[C@H](CC3=0)c5ecess
7ZINC08439778 | 4.33 1.06 2092 0 8 0 539.65 9 COclcee(c(c10C)0C) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)OC[C@@H]4CCCO4)C[C@H](CC3=0)c5eces5
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ZINC08439778 | 4.15 0.5 -17.88 0 8 0 539.65 9 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chece(c(c40C)0C)0C)C(=0)OC[C@R@H]5CCCO5
ZINC08439777 3.45 791 -34.77 3 9 0 477.517 11 CC(=0)Nclcec(cc1)NC(=0)COc2ccccc2C(=0)NCCOc3ccc(cec3)0C

7INC08439776 | 3.27 522 22.38 2 8 0 493.585 9 clccc(cc1)OCCNC(=0)c2ccccc2NC(=0)[C@H]3CCCN3S(=0) (=0)chcccecd,

7INC08439775 | 415 0.11 11.26 0 8 0 539.65 9 CC1=NC2=C([C@H](C1C(=0)OC[C@@H]3CCCO3)cAece(c(c40C)0C)0C)C(=0)C[C@R@H](C2)c5eccsS
7INC08439775 | 4.33 0.27 1237 0 8 0 539.65 9 COclcee(c(c10C)0C) [C@@H]2C3C(=NC(=C)C2C(=0)OC[C@@H]4CCCO4)C[C@H] (CC3=0)c5eces5
ZINC08439775 | 4.33 132 14.35 0 8 0 539.65 9 COclcee(c(c10C)0C) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)OC[C@@H]4CCCO4)C[C@H](CC3=0)c5cccs5
ZINC08439775 | _4.15 0.19 1478 0 8 0 539.65 9 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chece(c(c40C)0C)0C)C(=0)OC[C@@H]5CCCO5
7INC08439774 | 3.27 -5.88 23.85 2 8 0 493585 9 clcec(cc1)OCCNC(=0)c2cecce2NC(=0)[C@@H]3CCCN3S(=0)(=0)cececcd

ZINC08439773 | _4.15 0.19 -12.08 0 8 0 539.65 9 CC1=NC2=C([C@@H](C1C(=0)0C[C@@H]3CCCO3)c4ccc(c(c40C)0C)0C)C(=0)C[C@H](C2)c5cces5
7INC08439773 | 4.33 -0.04 1266 0 8 0 539.65 9 COclcee(c(c10C)0C) [C@H]2C3C(=NC(=C)C2C(=0)0C[C@@H]4CCCO4)C[C@@H] (CC3=0)c5cces5
7INC08439773 | 4.33 112 -14.05 0 8 0 539.65 9 COclcec(c(c10C)0C) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)OC[C@@H]4CCCO4)C[C@@H](CC3=0)c5ccess
7INC08439773 | 415 -0.15 147 0 8 0 539.65 9 CC1=C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cces3)cheec(c(c40C)0C)0C)C(=0)OC[C@@H]5CCCO5
ZINC08439772 4.34 -1.48 -26.07 2 7 0 448.519 12 COclcec(cc1)OCCNC(=0)c2ccccc20CC(=0)NCCe3cccce3

ZINC00645872 597 1.03 -21.07 2 6 0 452.938 8 Celc(cececlCI)NC(=0)c2ccecc20CC(=0)Nc3cccce30C(C)C

ZINC08439771 | _4.15 011 1174 0 8 0 539.65 9 CC1=NC2=C([C@H](C1C(=0)0C[C@@H]3CCCO3)c4ccc(c(c40C)0C)OC)C(=0)C[C@H] (C2)c5ecess
ZINC08439771 | 4.33 0.06 1137 0 8 0 539.65 9 COclcee(c(c10C)0C) [C@@H]2C3C(=NC(=C)C2C(=0)OC[C@@H]4CCCO4)C[C@@H](CC3=0)c5ccess
7INC08439771 | 4.33 1.05 -18.83 0 8 0 539.65 9 COclcee(c(c10C)0C) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C[C@@H]4CCCO4)C[C@@H](CC3=0)c5eccss
ZINC08439771 | 415 0.16 1327 0 8 0 539.65 9 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chece(c(c40C)0C)0C)C(=0)OC[C@@H]5CCCOS
ZINC00645865 | 3.88 121 12 2 6 0 428.945 8 Cclc(cceclCYNC(=0)CSc2nnc(n2CC=C)[C@H](c3ccecc3)0

ZINC00645860 5.28 1.53 -24.18 1 6 0 443.547 8 CCN(CC)clcce(cc1)NC(=0)c2ccccc20CC(=0)N3CCe4c3ccecd

ZINC00630257 | 4.34 0.99 2455 1 6 0 475595 6 CC(=0)clccec(c1)NC(=0)CSc2nc3c(c4c(s3)CCC4)c(=0)n2c5cccecs

ZINC08439770 4.92 -0.39 -23.44 2 7 0 448.519 11 CC(C)OclcccccINC(=0)c2cccecc20CC(=0)NCCOc3cccec3

7INC08439769 | 5.96 0.49 7.56 0 4 0 451.563 5 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)c4cccc(c4)F)C(=0)C[C@@H](C2)c5eccs5

ZINC08439769 | 6.14 0.55 816 0 4 0 451.563 5 C=CIC([C@H](C2C(=NT)C[C@H](CC2=0)c3cces3)checee(c4)F)C(=0)0C5CCCCS

ZINC08439769 | 6.14 1.95 13.87 0 4 0 451.563 5 C=C1C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cces3)chccce(c4)F)C(=0)0C5CCCCH

ZINC08439769 | 5.96 0.43 1026 0 4 0 451.563 5 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cces3)cecec(c4)F)C(=0)0C5CCCCS

ZINC02171959 5.21 0.87 -23.16 1 6 0 444.531 8 Cclceec(c10CCNC(=0)c2ceccc20CC(=0)N3CCe4c3ccced)C

ZINC02171957 3.29 -0.15 -14.17 2 8 0 450.491 10 COclcc(cc(c10C)0C)C(=0)Nc2ccccc2C(=0)NCCOc3cccce3

ZINC00630249 | 5.33 054 2311 1 6 0 503.649 6 C[C@H]1CCc2c(sc3c2¢(=0)n(c(n3)SCC(=0)Nedecee(c4)C(=0)C)c5eccecs)CL

ZINC08439768 7.22 -1.67 -10.76 2 6 0 460.574 13 CCCclcee(cc1)OCCNC(=0)[C@H](Cc2ccccc2)NC(=0)0Cc3cccce3

ZINC00630251 | 5.33 054 2317 1 6 0 503.649 6 C[C@@H]1CCc2c(sc3c2¢(=0)n(c(n3)SCC(=0)Nedecee(c4)C(=0)C)cbeceecs)Cl

7INC08439767 | 5.96 0.48 723 0 4 0 451.563 5 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)cAccec(c4)F)C(=0)C[C@@H](C2)c5ccess

ZINC08439767 | 6.14 0.61 -8.83 0 4 0 451.563 5 C=C1C([C@@H](C2C(=N1)C[C@H](CC2=0)c3cccs3)checec(c4)F)C(=0)0C5CCCCS

ZINC08439767 | 6.14 1.95 13.69 0 4 0 451.563 5 C=C1C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)cecec(c4)F)C(=0)0C5CCCCS

ZINC08439767 | 5.96 0.49 1024 0 4 0 451.563 5 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cces3)chccce(c4)F)C(=0)0C5CCCCH

ZINC08439766 | 7.22 1.67 1131 2 6 0 460.574 13 CCCeleec(cc1)0OCCNC(=0)[C@@H](Ce2ccccc2)NC(=0)0Cc3cccee3

ZINC08439765 | 4.73 0.8 -20.88 1 6 0 467.616 7 CC(=0)clccec(c1)NC(=0)CSc2ne3c(c4c(s3)CCCCC4)c(=0)n2CC=C

ZINC02171943 4.51 -1.03 -11.47 2 5 0 416.521 9 Cclccee(c10CCNC(=0)[C@@H](Cc2ccccc2)NC(=0)c3ccccc3)C

ZINC02171941 6.16 0.46 -14.15 1 3 0 429.566 7 clecc(ce1)CSc2ccccc2C(=0)Ne3cec(ce3)C(=0)cdccesd

7INC08439764 | 5.96 0.38 7.62 0 4 0 451.563 5 CC1=NC2=C([C@@H](C1C(=0)0C3CCCC3)cecce(c4)F)C(=0)C[C@H](C2)c5ccess

ZINC08439764 | 6.14 0.63 -8.24 0 4 0 451.563 5 C=CIC([C@H](C2C(=N1)C[C@@H](CC2=0)c3cccs3)checec(c4)F)C(=0)0C5CCCCS

7INC08439764 | 6.14 1.83 158 0 4 0 451.563 5 C=C1C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cces3)cdccec(c4)F)C(=0)0C5CCLCS
ZINC08439764 | 5.96 0.52 1032 0 4 0 451.563 5 CC1=C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cces3)checec(c4)F)C(=0)0C5CCCCS
ZINC00630239 4.17 -3.67 -14.6 1 6 0 469.632 6 clcec(cel)n2¢(=0)c3c4c(sc3nc2SCC(=0)NC[C@H]5CCCO5)CCCCC4

ZINC00645843 | 3.15 2.16 -17.03 2 7 0 435.619 9 CC(C)(CINC(=0)CScInc(n(n1)c2ceccc2)SCC(=0)NC(C)(C)C

ZINC00630241 4.17 -3.73 -14.88 1 6 0 469.632 6 cleec(ccl)n2¢(=0)c3c4c(sc3nc2SCC(=0)NC[C@@H]5CCCO5)CCCCC4

ZINC02171936 5.94 -1.44 -10.07 1 4 0 420.299 2 clecc2¢(cl)ce(c(n2)Cl)[C@H]3Nc4ccccc4C(=0)N3c5ccc(cc5)Cl

7INC08439763 | 5.96 0.47 7.01 0 4 0 451.563 5 CC1=NC2=C([C@H](C1C(=0)0C3CCCC3)cAccec(c4)F)C(=0)C[C@H](C2)c5eces5

ZINC08439763 | 6.14 0.55 827 0 4 0 451.563 5 C=C1C([C@@H](C2C(=N1)C[C@@H](CC2=0)c3cccs3)cecce(c4)F)C(=0)0C5CCCCS

7INC08439763 | 6.14 17 75 0 4 0 451.563 5 C=C1C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)cdccec(c4)F)C(=0)0C5CCCCS
ZINC08439763 | 5.96 0.6 9.67 0 4 0 451.563 5 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)checce(c4)F)C(=0)OC5CCCCS
7INC02171937 | 5.94 144 -10.05 1 4 0 420.299 2 clecc2e(cl)cc(c(n2)CI)[C@@H]3Nc4ccccc4C(=0)N3c5ece(cc5)Cl

ZINC00630237 | 5.06 131 -18.76 1 6 0 469.632 9 CCOclcec(ccl)NC(=0)CCSc2nc3c(c4c(s3)CCCCA)c(=0)n2CC=C

ZINC00645842 4.57 0.76 -15.1 1 6 0 424.884 5 COclce(cc(c10C)0C)[C@@H]2Nc3cccec3C(=0)N2c4cccec4Cl

ZINC00630228 | 4.7 047 2049 1 6 0 467.616 7 C[C@H] 1CCc2c(sc3c2¢(=0)n(c(n3)SCC(=0)Nedeeee(c4)C(=0)C)CC=C)C1

7INC08439762 | 4.77 05 51.05 0 9 1 543.643 10 CCSCCOC(=0)C1[C@@H](C2=C(C[C@@H](CC2=0)c3cccs3)N=C1C)chcc(c(c(c4)0C)[0-])[N+](=0)[0-]
7INC08439762 | 4.77 -0.86 5425 0 9 1 543.643 10 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@H]1c3cc(c(c(c3)0C)[0-])[N+](=0)[0-])chcccs4)C
7INC08439762 | 4.96 173 5091 0 9 1 543.643 10 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chec(c(c(c4)0C)[0-])[N+](=0)[0-]
ZINC08439761 5.44 -5.42 -13.18 1 5 0 426.544 4 CSclnc2ccc(cc2s1)S(=0)(=0)Nc3ccc4c5ccccc5oc4c3

ZINC00630229 | 47 048 2049 1 6 0 467.616 7 C[C@@H]1CCc2¢(sc3c2¢(=0)n(c(n3)SCC(=0)Ncdecee(c4)C(=0)C)CC=C)C1

ZINC08439760 | 5.25 ~0.79 -10.99 0 4 0 446.022 6 Cclnc(cs1)CSc2nc3c(c(cs3)c4ecc(ccd)Cl)c(=0)n2CC=C
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7INC08439759 | 4.77 -0.63 -54.56 0 9 -1 543.643 10 CCSCCOC(=0)C1[C@H](C2=C(C[C@@H](CC2=0)c3cccs3)N=C1C)c4cc(c(c(c4)0C)[0-]) [N+](=0)[0-]
7INC08439759 | 4.77 071 53.94 0 9 1 543.643 10 CCSCCOC(=0)C1=C(N=C2C[C@@H](CC(=0)C2[C@@H]Lc3cc(c(c(c3)0C)[0-])[N+](=0)[0-])chcccsd)C
7INC08439759 | 4.96 177 -53.66 0 9 1 543.643 10 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chec(c(c(c4)0C) [0-]) [N+](=0)[0-]
ZINC00630220 3.92 -1.52 -14.04 0 6 0 461.996 6 C=CCnlc(=0)c2c(csc2nc1SCC(=0)N3CCOCC3)c4ccccc4dCl

ZINC00645825 | 4.34 1.23 -17.82 1 7 0 458.514 8 COclcc2cenc(c2cc10C)Ce3cec(c(cc3NC(=0)c4ccccc4)0C)0C

ZINC08439758 5.89 -0.14 -42.43 1 4 1 442.608 6 COclccc(ccl)c2esc(n2)N3CC[NH+](CC3)C(c4cccecd)c5eccees

ZINC08439757 | 4.77 -0.65 55 0 9 1 543.643 10 CCSCCOC(=0)C1[C@@H](C2=C(C[C@H](CC2=0)c3cces3)N=C1C)cdcc(c(c(c4)0C)[0-]) [N+](=0)[0-]
7INC08439757 | 4.77 ~0.75 57.32 0 9 1 543.643 10 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@H]1c3ce(c(c(c3)0C)[0-])[N+](=0)[0-])chcccsd)C
ZINC08439757 | 4.96 182 5661 0 9 1 543.643 10 CCSCCOC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chec(c(c(c4)0C)[0-]) [N+](=0)[0-]
ZINC00630219 4.21 -3.01 -13.92 1 6 0 476.023 8 C=CCn1c(=0)c2¢(csc2nc1SCC(=0)NC[C@@H]3CCCO3)c4ccccc4Cl

ZINC08439756 | 4.55 259 1495 3 6 0 447.579 9 CC(=0)N[C@H](Cclc[nH]c2clcecc2)C(=0)NCCOc3cec(cc3)C4CCCCCA

ZINC00630211 5.11 -1.23 -27.76 1 6 0 431.546 6 cleec2c(c1)ne(s2)c3ccc(cc3)NC(=0)CCSc4nnc5n4ceecs

ZINC08439755 | 4.77 046 5102 0 9 1 543.643 10 CCSCCOC(=0)C1[C@H](C2=C(C[C@H](CC2=0)c3cccs3)N=C1C)chec(c(c(c4)0C)[0-]) [N+](=0)[0-]
7INC08439755 | 4.77 0.82 566 0 9 1 543.643 10 CCSCCOC(=0)C1=C(N=C2C[C@H](CC(=0)C2[C@@H] Lc3cc(c(c(c3)0C)[0-]) [N+](=0)[0-])checcsd)C
ZINC08439755 | 4.96 174 52.7 0 9 1 543.643 10 CCSCCOC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chec(c(c(c4)0C)[0-]) [N+](=0)[0-]
7ZINC08439754 | 4.55 281 1825 3 6 0 447579 9 CC(=0)N[C@@H](Cclc[nH]c2clccee2)C(=0)NCCOcBece(cc3)C4CCCCCH

ZINC08439753 6.99 -2.38 -20.16 1 4 0 455.608 6 Cclec(nc2clcccc2)SCCC(=0)Ne3cec(ce3)c4ncSccccc5s4

ZINC00630201 5.87 112 -20.56 1 5 0 436.606 7 CC(C)(C)clecc(cc1)NC(=0)CCSc2nne3n2¢(cs3)cdeccecd

ZINC02502423 2.59 5.53 -23.63 3 8 0 427.511 5 Cclcc2ccccc2n3clnne3SCC(=0)Nc4ccc(cc4)S(=0)(=0)N

7INC02171881 | 1.15 019 1851 2 10 0 490574 9 clccc(cc])n2¢(nnc2SCCHN) [C@@H]([C@H](c3nnc(n3c4cccccd)SCCHN)0)0

ZINC08439752 5 0.09 509 0 9 1 511.576 8 CC1=NC2=C([C@@H](C1C(=0)0CC(C)C)c3cc(c(c(c3)0C)[0-])[N+](=0)[0-])C(=0)C[C@@H](C2)cdcccst
ZINC08439752_| 5.18 0.32 50.74 0 9 1 511.576 8 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chec(c(c(c4)0C)[0-)[N+](=0)[0-]
7INC08439752 | 5.18 131 -50.89 0 9 1 511.576 8 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)cdec(c(c(c4)0C)[0-]) [N+](=0)[0-]
7INC08439752 | 5 0.2 5298 0 9 1 511.576 8 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chec(c(c(c4)0C)[0-]) [N+](=0)[0-])C(=0)0CC(C)C
7INC02171879 | 1.15 019 -18.53 2 10 0 490.574 9 clcce(ccl)n2c(nnc2SCCH#N)[C@H] ([C@@H] (c3nnc(n3c4cccccd) SCCHN)0)0

ZINC00630196 49 -0.17 -21.95 1 6 0 444.969 7 COclccc(cc1)NC(=0)CCSc2nne3n2¢(cs3)cdecc(cc4)Cl

ZINC02171875 5.13 -0.43 -12.65 2 5 0 450.538 9 clcec(cc1)C(c2cccec2)C(=0)Nc3ccecc3C(=0)NCCOc4cccccd

ZINC00630191 4.74 11.36 -14.53 1 5 0 418.906 5 clec(cccle2ese3n2c(nn3)SCC(=0)Nedecc(cc4)F)Cl

ZINC08439751 5 -0.02 5412 0 9 1 511.576 8 CC1=NC2=C([C@H](C1C(=0)0CC(C)C)c3cc(c(c(c3)0C)[0-]) [N+](=0)[0-])C(=0)C[C@@H](C2) chccesd
7INC08439751 | 5.18 129 57.68 0 9 1 511.576 8 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)chcc(c(c(c4)0C)[0-[N+](=0)[0-]
7INC08439751 | 5.18 0.05 5543 0 9 1 511.576 8 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chec(c(c(c4)0C)[0-]) [N+](=0)[0-]
ZINC08439751 5 0.09 56.62 0 9 1 511.576 8 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chec(c(c(c4)0C)[0-]) [N+](=0)[0-])C(=0)0CC(C)C
ZINC00381968 3.73 7.03 -9.26 0 3 0 338.226 2 clcee(cc1)S(=0)(=0)N2CCc3c2cce(c3)Br

ZINC00630190 | 5.38 231 -10.05 1 4 0 367.47 6 CCOclcec(cc1)NS(=0)(=0)c2ece(cc2)c3ecc(cc3)C

ZINC02171123 2.79 7.55 -9.94 1 4 0 297.354 8 cleee(cc1)C(=0)CCC(=0)NCCOc2cccec2

ZINC00147704 | 3.06 443 1334 1 5 0 343.763 4 clcc2c(cc1CNS(=0)(=0)c3cec(c(c3)CF)0CO2

ZINC08439750 5 0.07 5449 0 9 1 511.576 8 CC1=NC2=C([C@@H](C1C(=0)0CC(C)C)c3cc(c(c(c3)0C)[0-])[N+](=0)[0-])C(=0)C[C@H](CZ)c4cccst
ZINC08439750 | 5.18 0.21 5251 0 9 1 511.576 8 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)chec(c(c(c4)0C)[0-])[N+](=0)[0-]
ZINC08439750 | 5.18 136 5813 0 9 1 511.576 8 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdec(c(c(c4)0C)[0-])[N+](=0)[0-]
7INC08439750 | 5 0.13 5312 0 9 1 511.576 8 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chec(c(c(c4)0C) [0-]) [N+](=0)[0-])C(=0)OCC(C)C
7INC04112603 | 3.3 166 57.18 1 6 1 429.44 5 clcc(cc(c1)S(=0)(=0)N2CC[NH+](CC2)Ce3ccckc(c3)0C04)C(F) (F)F

ZINC00645788 | 4.4 -0.55 1115 2 6 0 436.533 8 CCOC(=0)clc(c(scINC(=0)c2ccc(cc2)C)C(=0)NCe3eccee3)C

ZINC13545842 | 4.64 10.58 -18.95 2 5 0 436.986 3 CC(=0)Oclcc2c(cc1CH[C@H](C[C@]3(02)CC(NC(=S)N3)(C)C)chccest

ZINC13545838 | 4.64 10.06 -18.69 2 5 0 436.986 3 CC(=0)0clce2¢(cc1Ch[C@@H](C[C@]3(02)CC(NC(=S)N3)(C)C)ceccst

ZINC01013300 | 4.99 081 -19.48 1 7 0 457.559 5 Cclcc(c(c(c1)C)NC(=0)CSc2ne3cc(ce(c302)n4nc5eccec5n4)C)C

7INC08439749 | 5 0.2 5219 0 9 1 511.576 8 CCI1=NC2=C([C@H](C1C(=0)0CC(C)C)c3ec(c(c(c3)0C)[0-]) [N+](=0)[0-])C(=0)C[C@H](C2)chccess
7INC08439749 | 5.18 0.23 5192 0 9 1 511.576 8 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cec(c(c(c4)0C)[0-]) [N+](=0)[0-]
7INC08439749 | 5.18 144 52.89 0 9 1 511.576 8 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)chec(c(c(c4)0C)[0-]) [N+](=0)[0-]
ZINC08439749 5 -0.03 54,81 0 9 1 511.576 8 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chec(c(c(c4)0C)[0-]) [N+](=0)[0-]) C(=0)OCC(C)C
ZINC13545844 | 4.64 10.16 1633 2 5 0 436.986 3 CC(=0)0clcc2¢(cc1CH[C@H](C[C@@]3(02)CC(NC(=S)N3)(C)C)checest

ZINC01013299 6.25 -0.37 -18.92 0 6 0 450.523 5 Cclcc2c(c(c1)n3nc4ccccc4n3)oc(n2)SCC(=0)c5cecbeccecbeS

ZINC13545840 | 4.64 1057 17.95 2 5 0 436.986 3 CC(=0)0clcc2¢(cc1CH[C@@H] (C[C@@]3(02)CC(NC(=S)N3)(C)C)cAccest

ZINC02171098 6.36 1.6 -12.53 0 3 0 418.521 3 clcec(ccl)n2c(=0)c3ccece3nc2SC4c5eccee5-c6cdcccch

ZINC00630103 | 4.75 6.28 -18.78 0 7 0 478.541 7 CC(=0)0clcce2¢c(c1)0[C@@]3(CCC[C@H]3C24CCCCA)cSecc(cc50C(=0)C)0C(=0)C

7INC08439748 | 5.47 0.94 -10.83 0 7 0 466.559 7 CC1=NC2=C([C@@H](C1C(=0)0CC(C)C)c3ccee(cd)[N+](=0)[0-])C(=0)C[C@@H] (C2) ccccst
7INC08439748 | 5.66 117 11.29 0 7 0 466.559 7 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)cdecec(c4)[N+](=0)[0-]

7INC08439748 | 5.66 2.39 19.72 0 7 0 466.559 7 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cccs3)checce(c4)[N+](=0)[0-]
7INC08439748 | 5.47 1.05 1319 0 7 0 466.559 7 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cces3) cecce(c4) [N+] (=0)[0-])C(=0)OCC(C)C
7INC08439747 | 3.23 3.63 16.2 1 6 0 430.86 4 Cclcec(ce1S(=0)(=0)N2CCOCC2)NC(=0)c3cc(c(cc3CI)F)F

ZINC00630102 | 4.75 5.72 2006 0 7 0 478541 7 CC(=0)0clcec2¢(c1)0[C@]3(CCC[C@@H]3C24CCCCA)c5eec(cc50C(=0)C)0C(=0)C

ZINC08439746 | 6.3 2.66 1268 2 5 0 434.561 11 clcce(ccl)C[C@H](C(=0)NCCSc2ccccc2)NC(=0)0Cc3ccceed
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ZINC00630105 | 4.75 6.66 -18.01 0 7 0 478.541 7 CC(=0)0clccc2¢(c1)0[C@@]3(CCC[C@@H]3C24CCCC4)c5ecc(cc50C(=0)C)0C(=0)C
7INC08439745 | 63 2.66 1268 2 5 0 434561 11 clccc(cc1)C[C@@H](C(=0)NCCSc2cccce2)NC(=0)0Cc3cceee3

7INC08439744 | 8.63 11 -10.23 0 6 0 562.728 6 Cclcec(ccl)S(=0)(=0)Oc2ec(ccc2[C@]34CCCC[C@H]3C5(CCCCC5)cheec(cc604)0C)0C
ZINC02171084 2.8 6.71 -17.02 1 6 0 388.489 7 Cclce(cc(c1S(=0)(=0)NCCOc2ccccc2)C)N3CCCC3=0

7INC08439743 | 547 0.82 1067 0 7 0 466.559 7 CC1=NC2=C([C@H](C1C(=0)0CC(C)C)c3cccc(c3)[N+](=0)[0-])C(=0)C[C@@H](C2) chccesd
7INC08439743 | 5.66 0.89 1111 0 7 0 466.559 7 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)checce(c4)[N+](=0)[0-]
7INC08439743 | 5.66 2.24 1859 0 7 0 466.559 7 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cccs3)checce(cd) [N+](=0)[0-]
7INC08439743 | 5.47 0.93 12.87 0 7 0 466.559 7 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chcccc(c4)[N+](=0)[0-]) C(=0)OCC(C)C
7INC08439742 | 8.63 163 182 0 6 0 562.728 6 Cclccc(cc1)S(=0)(=0)0c2cc(ccc2[C@@]34CCCC[C@H]3C5(CCCCC5)cbeec(cc604)0C)0C
ZINC02171078 6.47 0.65 -1145 1 4 0 460.502 7 cleec(ce1)O0c2ecccc2NC(=0)CSc3nc4cec(cec4s3)C(F) (F)F

7INC08439741 | 8.63 0.9 19.26 0 6 0 562.728 6 Cclccc(cc1)S(=0)(=0)0c2cc(ccc2[C@]34CCCC[C@@H]3C5(CCCCC5)cbeec(cc604)0C)0C
ZINC00643564 | 3.22 37 1352 0 7 0 468.325 7 clcc(cec1C(=0)0CC(=0)c2ccc(cc2)Br)S(=0) (=0)N3CCOCC3

7INC08439740 | 8.63 102 11.34 0 6 0 562.728 6 Cclecc(ccl)S(=0)(=0)0c2cc(ccc2[C@@]34CCCC[C@@H]3C5(CCCCC5)checc(cc604)0C)0C
7INC08439739 | 5.47 0.94 1058 0 7 0 466.559 7 CC1=NC2=C([C@@H](C1C(=0)0CC(C)C)c3ccce(c3)[N+](=0)[0-])C(=0)C[C@H](C2) chcccsd
7INC08439739 | 5.66 0.93 -10.68 0 7 0 466.559 7 CC(C)COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)chcccc(c4)[N+](=0)[0-]
7ZINC08439739 | 5.66 2.39 19.24 0 7 0 466.559 7 CC(C)COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chccce(c4)[N+](=0)[0-]
7INC08439739 | 547 0.98 12.62 0 7 0 466.559 7 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chccec(c4)[N+] (=0)[0-])C(=0)0CC(C)C
ZINC00643559 4.85 -1.04 -14.97 1 5 0 448.32 1 Cclcee(cc1)N2C(=0)c3cccce3N[C@@]24c5cc(ccc5N(C4=0)C)Br

ZINC00643556 | 4.59 447 13.27 0 6 0 427.884 9 COC(=0)C1=CN(C=C(C1c2ccc(cc2)Cl)C(=0)0C) CCOc3cecec3

ZINC02171063 4.8 -1.9 -9.61 1 4 0 338.451 7 CCCCOclcee(cc1)C(=0)Nc2cccc(c2)N3CCCC3

ZINC00643543 5.75 -0.94 -12.24 1 5 0 429.907 3 Celeee(cc1)N2[C@H](Ne3ccecee3C2=0)c4cc5cc(cee5nc4Cl)OC

7INC08439735_| 5.47 0.94 10.82 0 7 0 466.559 7 CC1=NC2=C([C@H](CIC(=0)0CC(C)C)c3ccce(c3)[N+](=0)[0-])C(=0)C[C@H](C2)chccesd
7INC08439735 | 5.66 117 1115 0 7 0 466.559 7 CC(C)COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdeccc(c4)[N+](=0)[0-]
ZINC08439735 | 5.66 2.16 1127 0 7 0 466.559 7 CC(C)COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chccce(c4) [N+](=0)[0-]
7INC08439735 | 5.47 1.06 1317 0 7 0 466.559 7 CC1=C([C@@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)checec(cd) [N+](=0)[0-])C(=0)OCC(C)C
ZINC00643544 5.75 -0.97 -12.48 1 5 0 429.907 3 Cclcee(cc1)N2[C@@H] (Ne3cccee3C2=0)c4ccScc(cec5nc4Cl)0C

ZINC08439733 5.88 2.6 -13.53 0 4 0 492442 8 Celcee(ccl)S[C@H] (c2ccccc2) [C@H] (Cn3cnen3)C(=0)c4cec(cc4d)Br

ZINC02171057 | 5.51 138 11.65 2 5 0 421.353 5 Cclce(c(c(c1)C)C(=0)CSc2nnc(n2N)c3ccc(ce3CHCIC

ZINC08439732 5.88 2.46 -11.58 0 4 0 492442 8 Cclcec(ccl)S[C@@H] (c2ccecc2) [C@H] (Cn3cnen3)C(=0)c4ccc(cc4)Br

ZINC08439731 5.06 -2.27 -9.85 2 5 0 454.636 11 CSCC[C@H](C(=0)NCCOclcce(cc1)C2CCCCC2)NC(=0)c3cccec3

ZINC08439730 5.88 2.57 -14.12 0 4 0 492442 8 Cclcec(cc1)S[C@H] (c2cccce2) [C@@H](Cn3cnen3)C(=0)c4ccc(cc4)Br

ZINC08439729 5.06 -2.27 -9.64 2 5 0 454.636 11 CSCC[C@@H](C(=0)NCCOcIcce(cc1)C2CCCCC2)NC(=0)c3cccec3

ZINC08439728 5.88 2.28 -9.72 0 4 0 492.442 8 Cclcec(ccl)S[C@@H] (c2cceec2) [C@@H] (Cn3encn3) C(=0)c4cec(cc4)Br

ZINC02171029 7.98 2.1 -12.87 1 4 0 462.593 7 CCCCOclcec(cc1[C@H]2Nc3ccccc3C(=0)N2c4cccecd)c5ecc(cc5)C

ZINC00630097 5.43 2.27 -13.45 0 4 0 478.415 8 cleee(cel)[C@H]([C@H](Cn2cnen2)C(=0)c3ccc(cc3)Br)Sc4cccecd

ZINC02171032 7.98 2.09 -12.87 1 4 0 462.593 7 CCCCOclcec(ccl[C@@H]2Nc3cccce3C(=0)N2c4ccceed)cScecc(cc5)C

ZINC00630094 | 5.43 2.14 1161 0 4 0 478.415 8 clccc(cc1)[C@@H]([C@H](Cn2enen2)C(=0)c3ccc(cc3)Br)Scdcccecd

ZINC00630092_| 5.43 2.23 1432 0 4 0 478415 8 clcce(cel) [C@H]([C@@H] (Cn2enen2)C(=0)c3cce(ced)Br)Scheceech

7INC02171026 | 4.52 0.4 10 2 5 0 430.838 7 clcce(cel) OCCNC(=0)c2ccccc2NC(=0)c3cc(c(cc3CHF)F

ZINC00381912 4.69 -2.42 -8.96 2 3 0 334463 5 Cclcce(cc1)NC[C@H](Cn2c3ccccc3c4c2CCCC4)0

ZINC00381911 4.69 9.7 -6.45 2 3 0 334.463 5 Cclcee(ccl)NC[C@@H](Cn2c3cccee3c4c2CCCC4)0

ZINC00630089 | 5.43 2.22 8.9 0 4 0 478415 8 clccc(cc])[C@@H]([C@@H](Cn2cnen2)C(=0)c3ccc(cc3)Br)Schccccck

ZINC00643502 3.41 0.28 -14.61 2 7 0 434.492 9 COclcc(cc(c10C)0C)C(=0)Ne2cccec2C(=0)NCCe3ccccc3

ZINC00630075 | 4.67 3.02 1029 0 5 0 429.545 9 COclcee(cc1)C(=0)[C@H](Cn2enen2) [C@H](c3cccecd)Scecceck

ZINC00630073 | 4.67 2.94 -13.12 0 5 0 429.545 9 COclcec(cc1)C(=0)[C@@H](Cn2cnen2) [C@H] (c3cccce3)Scéeceecd

ZINC08439724 | 4.76 -2.72 -20.86 3 8 0 473.558 7 Celcec(cc1C)0Cc2nnc(n2N)SCC(=0)Ne3ccc4cSccccc50c4c3

ZINC00630070 | 4.67 3.02 1626 0 5 0 429.545 9 COclecc(cc1)C(=0)[C@H](Cn2enen2) [C@@H](c3ccecc3)Schccccch

7INC08439723 | 0.97 29 6201 3 10 1 456.438 5 CCOclLccc(cel)c2e3¢([nH]n2)0C(=C([C@]34c5cccec5N(C4=0)CC(=0)[0-]) CEN)N
7INC08439722 | 0.97 245 68.13 3 10 1 456.438 5 CCOclcec(ccl)c2e3c([nH]n2)0C(=C([C@@]34c5ccccc5N(C4=0)CC(=0)[0-])CHN)N
ZINC00643498 3.17 -1.34 -13.12 3 7 0 423.42 8 clcee(cc1)0Cc2nnc(n2N)SCC(=0)Ne3ccccc3C(F) (F)F

ZINC00630068 | 4.67 3.07 -15.42 0 5 0 429.545 9 COclcec(cc1)C(=0)[C@@H](Cn2cnen2) [C@@H] (c3cccce3) Sc4cccecd

ZINC00717443_| -0.26 546 154 2 12 0 373377 3 Cn1c2c(c(=0)n(c1=0)C)n(cn2)Cc3nc(nc(n3)N4CCOCCA)N

ZINC00717443 | -0.26 52 50.52 3 12 1 374.385 3 Cnlc2c(c(=0)n(c1=0)C)n(c[nH+]2)Cc3nc(nc(n3)N4CCOCCHN

ZINC00630064 | 53 17.13 1416 0 4 0 433.964 8 clcce(cel) [C@H]([C@H](Cn2enen2)C(=0)c3ccc(ce3)Cl)Scheccecd

ZINC08439721 4.42 0.27 -17.87 2 8 0 499.596 11 C=CCn1c(nnc1SCC(=0)Nc2ccecc2C(=0)Ne3cccee3)COc4eccecd

7ZINC08439720 | 2.73 2,67 5593 3 10 1 418.389 5 CCOclec(cc(c1[0-])[N+](=0)[0-)[C@H]2c3¢(n[nH]c30C(=C2CH#N)N) chccceck
ZINC00630061 | 5.3 16.76 1192 0 4 0 433.964 8 clccc(cc1)[C@@H]([C@H](Cn2enen2)C(=0)c3cec(ce3)Cl)Schcceecd

7INC00643494 | 3.85 -1.85 111 2 6 0 428535 8 CCOC(=0)clc(c(scINC(=0)c2cces2)C(=0)NCc3eceec3)C

ZINC08439719 | 2.73 2,67 56.11 3 10 1 418.389 5 CCOclcc(ce(c1[0-])[N+](=0)[0-]) [C@@H]2c3c(n[nH]c30C(=C2C#N)N) checccck
ZINC00630058 | 53 17.03 14.72 0 4 0 433.964 8 cicce(cel) [C@H]([C@@H](Cn2enen2)C(=0)c3cec(cc3)Cl)Schecceck

ZINC00630054 | 5.3 16.46 -8.93 0 4 0 433.964 8 clcec(ccl)[C@@H]([C@@H](Cn2enen2)C(=0)c3ccc(ce3)Cl)Scacceecd
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ZINC08439716 | 3.56 7.19 -18.8 3 10 0 499.527 8 CCCCOclcec(ccl)c2c3c([nH]n2)OC(=C([C@]34c5ccccc5N(C4=0)CC(=0)0C) C#N)N
ZINC00643493 1.8 5.77 -19.97 1 7 0 420.263 5 clce(cccINC(=0)c2cc(cnc2)Br)0CC(=0)N3CCOCC3

ZINC00381903 212 7.97 -15.82 0 2 0 213.28 0 Cnlc2cccec2¢(=0)c3c1CCCC3

ZINC00630050 | 53 2.88 1422 0 4 0 433.964 8 cIcce(ccl)[C@H]([C@H](Cn2cncn2)C(=0)c3ccccc3)Schccc(cc4)Cl

ZINC08439715 | 3.56 6.7 1641 3 10 0 499.527 8 CCCCOcIccc(ccl)c2c3¢([nH]n2)OC(=C([C@@]34c5ccccc5N(C4=0)CC(=0)OC)CHN)N
ZINC00630047 | 53 2.75 11.04 0 4 0 433.964 8 clccc(cc])[C@@H]([C@H](Cn2cnen2)C(=0)c3cccec3)Scaccc(ccd)Cl
ZINC02171008 6.56 -0.89 -14.39 1 6 0 486.622 8 CCOclcec(cc1)Ne2ne(cs2)CSe3nc4cccec4c(=0)n3c5cccecs

ZINC00630043 | 53 2.56 748 0 4 0 433.964 8 clcce(cel) [C@H]([C@@H](Cn2cnen2)C(=0)c3ccceed)Schecc(ccd)Cl
ZINC00643489 | 3.06 -0.86 14.69 2 7 0 448519 10 COclcc(ce(c10C)OC)CNC(=0)[C@H](Cc2ecccc2)NC(=0)c3ccecc3

ZINC00630040 | 53 2.59 -10.65 0 4 0 433.964 8 clecc(cel)[C@@H]([C@@H] (Cn2cnen2)C(=0)c3cccce3)Schece(ccd)Cl
ZINC00643487 | 3.06 -0.86 14.94 2 7 0 448519 10 COclcc(ce(c10C)0C)CNC(=0) [C@@H](Cc2ccccc2)NC(=0)c3ccceed
ZINC08439712 6.61 16.17 -20.14 0 6 0 488.666 13 CCCOP(=S)(0CCC)SCCCScInn2c(nnc2s1)c3ccecc3

ZINC02170998 6.2 -2.43 -11.53 1 4 0 445.975 2 clcec(cc1)N2[C@H](Nc3c(c4c(s3)CCCC4)C2=0)c5cc6eccccbne5Cl
ZINC08439711 5.42 4.88 -19.62 3 7 0 442.89 9 CCO[P@](=S)(NC(=S)NNc1nc2ccccc201)0c3ccccc3Cl

ZINC00717417 3.23 2.72 -13.33 0 9 0 431.452 4 Cnlc2c(c(=0)n(c1=0)C)n3cc(n(c3n2)c4ccc(c(c4)0C)0C)c5cccccs

ZINC02171001 6.2 -2.43 -11.54 1 4 0 445.975 2 cleec(ccl)N2[C@@H] (Nc3c(c4c(s3)CCCC4)C2=0)c5ccbeccccone5Cl
ZINC08439709 | 5.42 4.13 1811 3 7 0 442.89 9 CCO[P@@](=S)(NC(=S)NNclnc2ccecc2o1)Oc3cccceCl

ZINC00643478 3.62 -1.29 -15.88 2 7 0 444.516 6 Cnlc(=0)c2cccee2ncl1SCC(=0)Nc3cccec3C(=0)Nedeccecd

ZINC08439707 | 4.14 0.54 -6.82 0 4 0 422.735 6 cIcc(cecl C(=0) [C@H](CSc2cec(cc2)Cn3encn3) Br

ZINC02170984 3.89 0.76 -18.15 1 7 0 472.52 5 CCN(CC)C(=0)CN1c2cccec2[C@]3(C1=0)Nc4ccccc4C(=0)N3c5ccc(cc5)F
ZINC08439706 | 4.14 0.53 671 0 4 0 422.735 6 clcc(ceclC(=0)[C@@H](CSc2ccc(cc2)Cl)n3enen3)Br

7ZINC08439705 | 4.55 108 17.67 2 6 0 453.56 7 CCOclec(ccc10)[C@H]2C3=C(C[C@H](CC3=0)cAeccsd)NC(=C2C(=0)0CC)C
ZINC08439705 | 4.67 2.79 -8.63 1 6 0 453.56 7 CCOclcc(cce10)[C@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CC)C)chccesd
7ZINC02170981 | 3.89 0.77 -18.07 1 7 0 472.52 5 CCN(CC)C(=0)CN1c2cccec2[C@@]3(C1=0)NeAeccecdC(=0)N3c5ecc(cc5)F
ZINC00630007 | 5.52 17.97 -14.83 0 4 0 427.573 8 Cclcec(ccl)[C@H]([C@H](Cn2enen2)C(=0)c3cccced)Scaccc(cc4)C
ZINC00630004 | 5.52 17.59 1238 0 4 0 427573 8 Cclcee(ccl) [C@@H]([C@H](Cn2enen2)C(=0)c3cccce3)Schccc(ccd)C
ZINC00643455 6.04 1.98 -19.69 1 7 0 468.509 7 CCOC(=0)clcee(ccl)c2ecc(02) [C@@H]3Nc4cccec4C(=0)N3c5ccecce50C
ZINC00630000 | 5.52 17.87 1528 0 4 0 427.573 8 Cclece(ccl) [C@H]([C@@H](Cn2cnen2)C(=0)c3cccced)Scecc(ccd)C
ZINC08439704 | 4.55 10.79 1746 2 6 0 453.56 7 CCOclcc(ccc10)[C@@H]2C3=C(C[C@H](CC3=0)c4cces4)NC(=C2C(=0)0CC)C
ZINC08439704 | 4.67 2.78 1073 1 6 0 453.56 7 CCOclec(ccc10)[C@@H]2C3C(=0)C[C@@H](C=C3N=C(C2C(=0)0CC)C)cdccesd
ZINC02170961 4.7 -1.43 -13.27 2 5 0 440.952 8 CSclcee(c(c1)C(=0)Nc2cceec2C(=0)NCCOc3ccccc3)Cl

ZINC00629997 | 5.52 17.29 946 0 4 0 427573 8 Cclecc(cel) [C@@H]([C@@H](Cn2enen2)C(=0)c3cccced)Schecc(ccd)C
7INC08439703 | 4.55 10.79 -17.55 2 6 0 453.56 7 CCOclcc(ccc10)[C@H]2C3=C(C[C@@H](CC3=0)c4cces4)NC(=C2C(=0)0CC)C
ZINC08439703_| 4.67 291 -8.95 1 6 0 453.56 7 CCOclec(ccc10)[C@H]2C3C(=0)C[C@H] (C=C3N=C(C2C(=0)0CC)C)chcccsd
ZINC00643446 3.56 1.97 -15.82 0 7 0 419.462 6 clcec(cc1)n2c(nnc2SCC(=0)c3ccc4c(c3)0CCO4)c5cccos

ZINC08439699 6.72 -1.37 -10.9 2 6 0 446.547 11 Cclceee(c10CCNC(=0)[C@H](Cc2cccecc2)NC(=0)0Cc3cccec3)C

7INC08439698 | 6.72 137 1146 2 6 0 446,547 11 Cclccec(c10CCNC(=0)[C@@H](Ce2ecccc2)NC(=0)0Cc3ccece3)C

ZINC08439697 | 7.11 1.95 -38.69 2 6 1 598.767 8 CCOC(=0)[C@@H]1C[NH+](CC[C@@]12c3c(cccccc4[nH]3)CCN2C(=0)C(c5eccech)cbeccec6)Ce7eccee?
ZINC02170947 5.82 3.1 -13.45 0 5 0 422.513 6 clcec(ccl)c2cec(cc2)C(=0)CSc3nnnn3c4cccc5c4ccecs

ZINC01001468 | 4.94 -0.26 -15.97 0 8 0 511.405 4 Cnlc2¢(nclSc3nc4ccccc4n3CeSecee(c5)Br)n(c(=0)n(c2=0)C)C

ZINC08439694 | 4.55 294 1248 0 8 0 507.583 6 CC1(0C[C@H](01)[C@H]2[C@@H]([C@@H]3[C@@H](02)0C(03)(C)C)N4[C@@H]([C@@H](C4=0)0c5cccccs)/C=C/cbececc6)C
ZINC00968794 5.29 0.26 -13.1 1 5 0 465.578 8 clcee(ccl)c2¢(n(c(n2)SCC(=0)NCc3ccco3)cdeccecd)c5eccecs

ZINC08439693 | 6.6 242 1195 2 6 0 452.938 11 clcce(cc1)C[C@H](C(=0)NCCOc2ccc(cc2) CHNC(=0)OCc3ccceed

7INC08439692 | 4.55 2.68 1244 0 8 0 507.583 6 CC1(0C[C@@H](01)[C@H]2[C@@H]([C@@H]3[C@@H](02)0C(03)(C)C)N4[C@@H]([C@@H](C4=0)Oc5ccccc5) /C=C/cbececc6)C
7INC08439691 | 5.91 331 5853 2 3 1 431.17 3 CC1=N[C@@H]([NH2+][C@@H](C1C(=0)C)c2ccc(c(c2)Cl)Cl)c3ccc(c(c3)CI)CL
7INC08439691 | 5.91 143 144.08 3 3 2 432.178 3 CC1=[NH+][C@@H]([NH2+][C@@H](C1C(=0)C)c2cec(c(c2)Cl)Cl)e3ccc(c(c3)CCI
7INC08439690 | 6.6 242 1154 2 6 0 452.938 11 clcce(ccl)C[C@@H](C(=0)NCCOc2ccc(cc2)CI)NC(=0)0Cc3cccec3
7INC08439689 | 4.55 13 -10.62 0 8 0 507.583 6 CC1(0C[C@H](01)[C@@H]2[C@@H]([C@@H]3[C@@H](02)0C(03)(C)C)N4[C@@H]([C@@H](C4=0)Oc5cccec5) /C=C/cbececc6)C
7INC08439688 | 5.91 354 53.01 2 3 1 431.17 3 CC1=N[C@@H]([NH2+][C@H](C1C(=0)C)c2ccc(c(c2)CI)Cl)c3ece(c(c3)C)Cl
7INC08439688 | 5.91 159 137.87 3 3 2 432.178 3 CC1=[NH+][C@@H]([NH2+][C@H](C1C(=0)C)c2cec(c(c2)ChClc3cce(c(c3)CI)Cl
ZINC08439687 8.87 231 -12.68 1 6 0 520.743 17 CCCCCCLLLLOcIcec(ccl)c2nne(n2CC=C)SCC(=0)Nc3ccece3C

7INC08439686 | 4.55 142 11.82 0 8 0 507.583 6 CC1(0C[C@@H](01)[C@@H]2[C@@H]([C@@H]3[C@@H](02)0C(03)(C)C)N4[C@@H]([C@@H](C4=0)Oc5cccec5)/C=C/cbececc6)C
7INC08439685 | 5.91 358 49.62 2 3 1 431.17 3 CC1=N[C@H]([NH2+][C@@H](C1C(=0)C)c2ccc(c(c2)Cl)Clc3ece(c(c3)C)Cl
ZINC08439685 | 5.91 162 13826 3 3 2 432.178 3 CCI=[NH+][C@H]([NH2+][C@@H](C1C(=0)C)c2ccc(c(c2)Ch)Clc3cce(c(c3)Cl)Cl
7INC02170920 | 6.99 317 13.29 0 6 0 500.62 10 CCclc(nc(s1)N(c2ccc(cc2)C(=0)0C)C(=0)Ce3cccce3) checc(cc4)0CC
7INC08439684 | 5.91 334 57.44 2 3 1 43117 3 CCI=N[C@H]([NH2+][C@H](C1C(=0)C)c2cec(c(c2)Cl)Cl)e3cce(c(c3)CCl
7INC08439684 | 5.91 145 142.15 3 3 2 432.178 3 CC1=[NH+][C@H]([NH2+][C@H](C1C(=0)C)c2ccc(c(c2)Cl)Cl)c3ece(c(c3)ChCl
7INC08439683 | 6.45 35 20.72 0 6 0 492.575 8 Cclceee(c1)N2[C@H]([C@H](C2=0)Oc3cccec3)N(cAccce(c4)C)C(=0)COc5 cecees
ZINC02170915 7.78 3.09 -10.3 0 4 0 470.638 8 CCclc(nc(s1)N(c2cec(cc2C)C)C(=0)CCc3ccccc3)c4cec(cc4)0C

7INC08439682 | 6.88 0.84 7.97 0 7 0 513.425 5 Cnlc2¢(c(=0)n(c1=0)C)n(c(n2)Oc3ccc(cc3C4CCCCCA)CCe5ecee(c5)Cl
7INC08439682 | 6.88 121 -36.76 1 7 1 514.433 5 Cnlc2c(c(=0)n(c1=0)C)n(c([nH+]2)Oc3ccc(cc3C4CCCCC4)ChCcbecee(c5)Cl
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ZINC08439681 6.45 2.9 -18.57 0 6 0 492.575 8 Cclceee(c1)N2[C@@H] ([C@H](C2=0)0c3cccecc3)N(c4cccc(c4)C)C(=0)COc5cccees
ZINC02170910 217 6.71 -23.68 1 6 0 358419 7 Cclcceec1C(=0)OCCCNC2=NS(=0)(=0)c3c2cccc3

ZINC08439680 | 5.86 322 1453 2 7 0 609.571 8 Cclcec(s1)[C@H]2C(C(=NC(=C2C(=0)Nc3ccece30C)C)SCC(=0) Nedecc(ccd)Br)CHN
7INC08439680 | 5.48 326 1697 2 7 0 609.571 8 Cclcee(s1)[C@@H]2C(C(=NC(=C2C#N)SCC(=0)Nc3cec(ce3)Br)C)C(=0)Nc4cccectOC
ZINC00643427 5.16 0.81 -12.1 2 5 0 436.511 7 COclcceccINC(=0)c2ccccc2NC(=0)C(c3cccce3)cdcccecd

7INC08439679 | 6.45 2.94 -18.96 0 6 0 492.575 8 Cclccee(c1)N2[C@H]([C@@H](C2=0)0c3cccce3)N(cdecec(c4)C)C(=0)COc5eececs
ZINC08439678 | 5.86 328 1507 2 7 0 609.571 8 Cclcec(s1)[C@@H]2C(C(=NC(=C2C(=0)Nc3cccec30C)C)SCC(=0)Nekccc(ccd) Br)CHN
7INC08439678 | 5.48 316 1651 2 7 0 609.571 8 Cclcec(s1)[C@H]2C(C(=NC(=C2C#N)SCC(=0)Nc3cec(ce3)Br)C) C(=0)Nedececcd0C
ZINC08439677 6.45 3.12 -21.12 0 6 0 492.575 8 Cclceee(c1)N2[C@@H]([C@@H](C2=0)0c3cccce3)N(c4ceec(c4)C)C(=0)COc5cecees
ZINC00643426 5.63 0.7 -19.85 1 8 0 542.595 4 Cclceec(c1N2C(=0)c3cccce3N[C@@]24c5ccccc5N(C4=0)CCN6C(=0)c7cceec7C6=0)C
ZINC08439676 | 5.05 252 1511 2 7 0 530.675 8 Cclcec(s1)[C@H]2C(C(=NC(=C2C(=0)Ne3cecec30C)C)SCC(=0)Nedeccecd) CHN
7INC08439676 | 4.67 241 16.87 2 7 0 530.675 8 Cclcec(s1)[C@@H]2C(C(=NC(=C2C#N)SCC(=0)Nc3cececd)C)C(=0)Ncecceck0C
ZINC08439675 5.71 2.85 -22.86 0 8 0 524.573 10 COclcec(cc1)N2[C@H]([C@H](C2=0)0c3ccccc3)N(c4ccc(cc4)0C)C(=0)COc5cccees
ZINC02170897 | 8.76 212 -9.33 0 3 0 497.063 7 CCclc(nc(s1)N(c2cce3eccce3c2)C(=0)CCc4cccccd)c5eec(ce5)Cl

ZINC08439674 | 5.71 249 -20.23 0 8 0 524.573 10 COclcec(cc1)N2[C@@H] ([C@H](C2=0)0c3ccccc3)N(c4ccc(cc4)0C)C(=0)COc5cccecs
ZINC08439673 | 5.05 251 -15.02 2 7 0 530.675 8 Cclcec(s1)[C@@H]2C(C(=NC(=C2C(=0)Nc3ccccc30C)C)SCC(=0)Ne4cccecd) CHN
ZINC08439673_|_4.67 248 17.01 2 7 0 530.675 8 Cclcec(s1)[C@H]2C(C(=NC(=C2C#N)SCC(=0)Nc3cceeed)C)C(=0)Ncdcececd0C
ZINC02170894 7.34 2.84 -1145 0 4 0 456.611 8 CCCclc(nc(s1)N(c2ccecc2C)C(=0)Ce3cccee3)c4cecc(cc4)0C

ZINC08439672 5.71 212 -20.9 0 8 0 524.573 10 COclcec(cc1)N2[C@H]([C@@H](C2=0)0c3ccccec3)N(c4cec(cc4)0C)C(=0)COc5cccees
ZINC08439671 9.37 -2.84 -9.59 1 3 0 441.681 15 CCCCCCCCCCCCCENS(=0)(=0)clcce-2¢(c1)Ce3c2cccc3

ZINC08439670 5.71 2.84 -22.84 0 8 0 524.573 10 COclcec(cc1)N2[C@@H] ([C@@H](C2=0)0c3cccce3)N(c4ccc(cc4)0C)C(=0)COc5cccecs
ZINC08439669 | 4.93 1.89 1252 0 7 0 455551 10 CCCOCCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ecc(ce3)C(=0)0C
7INC08439669 | 4.93 154 14,56 0 7 0 455.551 10 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H]1c3ccc(cc3)C(=0)0C)(C)C)C
ZINC08439669 | 5.11 0.66 12.89 0 7 0 455551 10 CCCOCCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ecc(ce3)C(=0)0C
ZINC02170889_| 4.75 0.91 -10.6 0 6 0 453.589 6 Cclecc(ccl)N2[C@]3(N(C(=C(S3)C(=0)0C)C)Cetcccecd)SC(=N2)C(=0)C

ZINC08439668 | 5.95 212 1391 0 6 0 484577 7 Cclcee(cel)S(=0)(=0)N(c2ceccc2) [C@H]3[C@@H](C(=0)N3c4cccccd)Ocseccech
ZINC08439667 | 4.93 193 -10.84 0 7 0 455.551 10 CCCOCCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(cc3)C(=0)0C
ZINC08439667 | 4.93 2.01 1374 0 7 0 455551 10 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(cc3)C(=0)0C)(C)C)C
ZINC08439667 | 5.11 11 1147 0 7 0 455.551 10 CCCOCCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(cc3)C(=0)0C
7INC02170892_| 4.75 12 1142 0 6 0 453.589 6 Cclcee(ccl)N2[C@@]3(N(C(=C(S3)C(=0)0C)C)Cecccecd)SC(=N2)C(=0)C

ZINC08439666 5.95 -1.52 -14.74 0 6 0 484.577 7 Celcee(ce1)S(=0)(=0)N(c2ccccc2) [C@@H]3[C@@H] (C(=0)N3c4ccccc4)Oc5eccecs
ZINC02170886 8.18 1.65 -13.96 0 3 0 459.442 5 CCclc(nc(s1)N(c2cccec2Cl)C(=0)C3CCCCC3)c4ccc(cc4)Cl

ZINC08439665 6.8 -1.53 -14.34 0 6 0 512.631 7 Cclcee(cc1)S(=0)(=0)N(c2ccee(c2)C)[C@H]3[C@@H](C(=0)N3c4cccc(c4)C)Oc5cccees
7INC08439664 | 6.8 0.38 2115 0 6 0 512.631 7 Cclcee(ce1)S(=0)(=0)N(c2ccec(c2)C) [C@@H]3[C@@H] (C(=0)N3cccce(c4)C)Ocseeeecs
7INC08439663 | 6.69 20.14 1238 2 4 0 478.636 7 clcec(ccl)C(CC(=0)Nc2cec(cc2)NC(=0)C34CC5CC(C3)CC(C5)CA)cbeccect

7INC08439662 | 3.56 1.84 133 0 7 0 467.543 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3cec(c(c3)0C)0C(=0)C)C(=0)C[C@@H](C2)chccest
7INC08439662 | 3.74 19 14.35 0 7 0 467.543 7 CC(=0)0clcec(cc10C) [C@H]2C3C(=NC(=C)C2C(=0)0C)C[C@H](CC3=0)c4cces4
7INC08439662_| 3.74 3.23 1533 0 7 0 467.543 7 CC(=0)Oclcec(cc10C) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)OC)C[C@H](CC3=0)cccess
7ZINC08439662_|_3.56 178 169 0 7 0 467.543 7 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chece(c(c4)0C)0C(=0)C)C(=0)0C
ZINC02170874 7.44 2.28 -13.17 0 5 0 497.664 9 Cnlc(nnc1SCC(=0)c2cce(cc2)c3cccce3)COc4ecc(cc4)C5CCCCCS

7INC08439659 | 3.56 1.85 -14.63 0 7 0 467.543 7 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(c(c3)0C)OC(=0)C)C(=0)C[C@@H](C2)checcs
7INC08439659 | 3.74 2.01 1437 0 7 0 467.543 7 CC(=0)0clcce(cc10C)[C@@H]2C3C(=NC(=C)C2C(=0)0C)C[C@H](CC3=0)cAccest
ZINC08439659 | 3.74 3.32 23.63 0 7 0 467.543 7 CC(=0)0clcec(cc10C) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)OC)C[C@H](CC3=0)chccesd
7INC08439659 | 3.56 19 1596 0 7 0 467.543 7 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cces3)chece(c(c4)0C)0C(=0)C)C(=0)0C
ZINC08439657 | 7.11 0.13 15.36 2 7 0 571.464 6 Cclc(c(n(nl)c2ceeec2)0)C(c3cec(03)cecc(cc4Cl)Chc5e(nn(c50)cbeeeecb)C
7INC02170872_| 5.44 1.87 1077 0 7 0 483.615 8 CCOC(=0)C1=C(N([C@]2(S)N(N=C(S2)C(=0)0C)c3cce(cc3)C)Cedeccecd)C
7INC02170870 | 7.12 3.28 1159 0 6 0 466.603 11 CCCclc(nc(s1)N(c2cec(cc2)C(=0)0C)C(=0)CCC)c3ece(cc3)0CC

ZINC08439655 | 4.64 15 2082 0 5 0 476.642 5 CCL([C@@H]2CC[C@]13CS(=0)(=0)N([CR@H]3C2)[C@@H]4[C@@H](N(C4=0)Cc5cccec5)/C=C/cbeeccc6)C
ZINC08439654 | 3.56 177 -13.86 0 7 0 467.543 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)0C)0C(=0)C)C(=0)C[C@H](C2)ccccs
ZINC08439654 | 3.74 1.89 1447 0 7 0 467.543 7 CC(=0)0clcce(cc10C) [C@H]2C3C(=NC(=C)C2C(=0)0C)C[C@@H](CC3=0)cAccest
ZINC08439654 | 3.74 3.01 1524 0 7 0 467.543 7 CC(=0)Oclccc(cc10C) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C)C[C@@H](CC3=0)cdccesd
7INC08439654 | 3.56 19 16.19 0 7 0 467.543 7 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)cdece(c(c4)0C)0C(=0)C)C(=0)0C
7INC08439653 | 4.58 172 46.84 3 8 1 574.455 4 Cclccc(cc1)NC(=0)CN2c3ccecc3[C@]4(C2=0)[C@H]5[C@@H] ([C@@H] ([NH2+]4)C)C(=0)N(C5=0)cbcec(cc6)Br
ZINC08439652 | 52 0.7 21.01 0 5 0 490.669 5 C[C@@H](cIccccc)N2[C@H]([C@H](C2=0)N3[C@@H]4C[C@H]5CC[C@@]4(C5(C)C)CS3(=0)=0)/C=C/cbeccech
7INC08439651 | 4.58 -1.05 5816 3 8 1 574.455 4 Cclccc(cc1)NC(=0)CN2c3cccec3[C@@]4(C2=0) [C@H]5[C@@H] ([C@@H] ([NH2+]4)C)C(=0)N(C5=0)cbecc(cc6)Br
ZINC00629977 | 3.9 03 136 1 6 0 426538 9 CCOclcc(cc(c10CC)0CC)C(=0)Nc2cec(ce2)c3esc(n3)C

ZINC00387112 3.72 8.25 -10.27 1 3 0 300.427 3 Cclnc(es1)c2cec(cc2)NC(=0)C3CCCCC3

7INC08439649 | 3.56 1.86 141 0 7 0 467.543 7 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)0C)0C(=0)C)C(=0)C[C@H](C2)chcces
ZINC08439649 | 3.74 192 1429 0 7 0 467.543 7 CC(=0)Oclcec(cc10C)[C@@H]2C3C(=NC(=C)C2C(=0)0C)C[C@@H](CC3=0)ccccsd
ZINC08439649 | 3.74 3.09 1715 0 7 0 467.543 7 CC(=0)0clcce(cc10C) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C) C[C@@H](CC3=0)ckcccsd
ZINC08439649 | 3.56 181 1579 0 7 0 467.543 7 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)checc(c(c4)0C)0C(=0)C)C(=0)0C
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ZINC00629925 5.07 0.1 -21.84 1 5 0 430.529 7 COclccc(cc10C)CC(=0)Nc2ccec(c2)c3csc(n3)c4cccecd

ZINC08439647 | 4.59 12.44 -23.42 1 6 0 426.501 5 cleec(ccl)c2cecc(cc2)S(=0)(=0)Nc3ccce(c3)c4en5ccenc5nd

ZINC08439647 | 4.59 12.57 -67.66 0 6 -1 425.493 5 clcec(ccl)c2cec(cc2)S(=0)(=0) [N-]c3ccec(c3)c4en5ccenc5n4

7INC08439646 | 5.08 0.38 42.68 3 8 1 537.64 6 Cclcec(cc1)NC(=0)CN2c3cccec3[C@]4(C2=0)[C@H]5[C@@H]([C@@H]([NH2+]4)CC(C)C)C(=0)N(C5=0)cbecccct
7INC08439644 | 5.08 0.59 -50.33 3 8 1 537.64 6 Cclcec(cc])NC(=0)CN2c3ccecc3[C@@]4(C2=0)[C@H]5[C@@H] ([C@@H] ([NH2+]4)CC(C)C)C(=0)N(C5=0)cbeccech
ZINC00629528 53 0.27 -19.82 1 4 0 453.283 3 Cclcen2cc(ne2cl)c3ccee(c3)NC(=0)c4cccc(c4)l

ZINC00629528 | 53 0.5 285 2 4 1 454.291 3 Cclcen2ec([nH+]c2c1)c3cccc(c3)NC(=0)chccec(ch)l

ZINC08439640 | 6.54 25 1177 0 4 0 467.656 7 CC(C)(C)clcec(cc1)S(=0)(=0)N2CCS[C@H] 2c3cccc(c3)0Cchccceck
7INC02170859 | 7.7 2.27 -16.98 0 4 0 448.632 7 CCclc(nc(s1)N(c2ccecc20CC)C(=0)C3CCCCC3)chcec(ccd)C

ZINC08439639 | 6.54 213 12.09 0 4 0 467.656 7 CC(C)(C)clcec(cc1)S(=0)(=0)N2CCS[C@@H]2c3ccec(c3)0Cchcccccd
ZINC08439637 | 4.14 -0.05 44,24 2 6 1 481.37 4 CC[C@H]1[C@H]2[C@@H](C(=0)N(C2=0)c3ccc(cc3)Br) [C@@]4([NH2+]1)c5ecccc5N(C4=0)CC=C,
7INC08439636 | 7.8 3.84 2331 1 5 0 483.656 9 CCC(C)(C)cTeee(c(c1)C(C)(C)CC)OCC(=0)Ne2ecec(c2)c3en4cccecdn3
7INC08439636 | 7.8 4.07 31.05 2 5 1 484.664 9 CCC(C)(C)cleec(c(c1)C(C)(C)CC)OCC(=0)Ne2ecee(c2)c3endcccecd[nH+]3
7INC08439635 | 1.08 1.89 126 2 11 0 402411 7 Cnlc2c(c(=0)n(c1=0)C)n(c(n2)NN=Cc3ccc(cc30C)0C)CCO

7INC08439635 | 1.08 163 3417 3 11 1 403.419 7 Cnlc2c(c(=0)n(c1=0)C)n(c([nH+]2)NN=Cc3cce(cc30C)0C)CCO

7INC08439634 | 4.14 011 433 2 6 1 48137 4 CC[C@@H]1[C@H]2[C@@H](C(=0)N(C2=0)c3ccc(cc3)Br) [C@@]4([NH2+]1)c5cccccEN(C4=0)CC=C
7INC08439633 | 7.08 2.59 16.97 1 4 0 464.675 9 CCC(C)(C)cleec(c(c1)C(C)(C)CC)OCC(=0)Ne2ecee(c2)c3esc(n3)C

ZINC08439631 | 8.61 401 21.99 0 7 0 641.774 8 clcec(cel)c2ece(cc2)S(=0) (=0)N(c3c(nc4n3ccccd) cseceecs)S(=0) (=0)cbeec(ccb)c7cccec?
7INC08439631 | 8.61 3.83 41,55 1 7 1 642.782 8 clccc(ccl)c2eec(ce2)S(=0)(=0)N(c3c([nH+]c4n3ccccd)c5eccec5)S(=0) (=0)cbeec(ceb) c7 ccccc
ZINC08439630 | 4.1 154 11.04 0 7 0 457.567 10 CCCOCCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccce(c30C)0C
7INC08439630 | 4.1 1.05 1242 0 7 0 457.567 10 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] Ic3ceee(c30C)0C)(C)C)C
ZINC08439630 | 4.29 0.46 11.28 0 7 0 457.567 10 CCCOCCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ecce(c30C)0C
ZINC01019636 6.85 -4.13 -22.37 0 7 0 545.686 8 CCclcce(cc1)S(=0)(=0)N(c2c(nc3n2cccc3)c4eccec4)S(=0)(=0)c5cec(cc5)CC
ZINC01019636_| 6.85 395 3937 1 7 1 546.694 8 CCclccc(ccl)S(=0)(=0)N(c2¢([nH+]c3n2ccec3) chcccecd)S(=0) (=0)c5eec(cc5)CC
ZINC08439628 6.63 -6.67 -16.29 0 7 0 647.37 6 clccc(ccl)c2c(n3cccce3n2)N(S(=0)(=0)c4ccc(cc4)Br)S(=0) (=0)cScec(cc5)Br
7INC08439628 | 6.63 649 -37.98 1 7 1 648.378 6 clcce(ccl)c2e(n3cccce3[nH+]2)N(S(=0)(=0) c4ccc(cc4)Br)S(=0) (=0)c5ece(cc5)Br.
ZINC02170853 7.07 2.54 -12.53 0 6 0 526.706 7 Cclccc(cc1C)0Cc2nne(n2c3ccccc3)SCC(=0)n4c5c(c6c4CCCCH)CCCCS
7INC08439627 | 4.1 157 -11.83 0 7 0 457.567 10 CCCOCCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)CIN=CIC)c3ecec(c30C)0C
7INC08439627 | 4.1 1.02 13.07 0 7 0 457.567 10 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccec(c30C)0C)(C)C)C
ZINC08439627 | 4.29 04 1178 0 7 0 457.567 10 CCCOCCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccec(c30C)0C
ZINC00629392 | 4.66 -0.65 -13.92 1 4 0 445.285 3 clec(cc(c1)I)C(=0)Nc2ccc(cc2)c3cn4ccsc4n3

ZINC00629389 4.68 10.99 -14.58 1 4 0 445.285 3 clec(ceclc2en3cese3n2)NC(=0)c4ecc(ccd)l

ZINC00643406 5.21 0.5 -13.23 1 6 0 458.587 9 C[C@H](c1cceec1)NC(=0)CSc2nnc(n2Ce3cccce3)cdecc(cc4)0C

ZINC08439626 4.95 -3.5 -16.99 1 6 0 427.551 8 CCCCOclcee(cc1)S(=0)(=0)Nc2ccce(c2)c3cndcesc4n3

ZINC00643405 5.21 13.38 -13.26 1 6 0 458.587 9 C[C@@H](c1cceccc1)NC(=0)CSc2nne(n2Cc3cccce3)cecc(cc4)0C

7INC08439625 | 3.14 062 11.09 0 7 0 480.355 8 CC1=NC2=C([C@@H](C1C(=0)0CCOC)c3cc(c(cc3Br)OC)0C)C(=0)CCC2
ZINC08439625 | 3.32 0.5 -11.88 0 7 0 480.355 8 COCCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cc(c(cc3Br)0C)0C
7INC08439625 | 3.32 0.76 12.88 0 7 0 480.355 8 COCCOC(=0)C1[C@H]([C@@H]2C(=NC1=C)CCCC2=0)c3cc(c(ce3Br)0C)0C
ZINC08439625 | 3.14 0.62 1469 0 7 0 480.355 8 CC1=C([C@H]([C@@H]2C(=N1)CCCC2=0)c3cc(c(cc3Br)0C)0C)C(=0)0CCOC
ZINC02170850 | 7.71 2.73 1077 0 3 0 440.612 7 CCCclc(nc(s1)N(c2ece(c(c2)C)C)C(=0)Ce3ccceed)checcech

ZINC02170847 | 5.67 14 9.7 0 7 0 504.033 8 CCOC(=0)C1=C(N([C@]2(S1)N(N=C(S2)C(=0)0C)c3ccc(cc3)Cl)Cedeccecd)C
ZINC08439624 5.25 -2.92 -17.83 1 5 0 431.542 5 cleec(ccl)c2ceec(cc2)S(=0)(=0)Nc3ccce(c3)c4en5cesc5nd

ZINC02170845 | 5.67 112 891 0 7 0 504.033 8 CCOC(=0)C1=C(N([C@@]2(S1)N(N=C(52)C(=0)OC)c3ccc(cc3)Cl) Ceheccccd)C
7INC02170839 | 7.15 15.98 1276 1 5 0 510.585 8 CC(C)(C)clcce(cel)e2nne(n2c3ccceed)SCC(=0)Nedecee(c4) C(F) (F)F
ZINC08439623_| 3.14 059 1105 0 7 0 480.355 8 CC1=NC2=C([C@H](C1C(=0)0CCOC)c3cc(c(cc3Br)0C)0C)C(=0)CCC2.
7INC08439623 | 3.32 054 1209 0 7 0 480.355 8 COCCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cc(c(cc3Br)0C)0C
ZINC08439623 | 3.32 0.78 1266 0 7 0 480.355 8 COCCOC(=0)C1[C@@H]([C@H]2C(=NC1=C)CCCC2=0)c3cc(c(cc3Br)0C)0C
7INC08439623 | 3.14 ~0.66 1539 0 7 0 480.355 8 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3cc(c(cc3Br)OC)0C)C(=0)0CCOC
ZINC00643400 5.46 11.79 -11.28 1 5 0 367.445 7 COC(=0)clcccccINC(=0)COc2ccc(cc2)C3CCCCC3

ZINC00643398 | 6.16 2.21 1035 0 5 0 430.957 7 CCCC(=0)N(clcee(ce10C)0C)c2ne(c(s2)C)c3ccc(cc3)Cl

7INC08439620 | 4.91 0.51 8.2 0 5 0 431.96 8 CCCOCCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cccecaCl
ZINC08439620 | 4.91 0.43 116 0 5 0 431.96 8 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] 1c3cccec3C(C)C)C
7INC08439620 | 5.1 067 9.23 0 5 0 431.96 8 CCCOCCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cccec3Cl
7INC02170835 | 8.6 1.87 9.55 0 4 0 525.501 9 CCCclc(nc(s1N(c2cce(c(c2)CHCNC(=0)Ce3eccced)checc(cc4)0CC

7INC08439619 | 8.2 4.08 23.25 1 5 0 497.683 9 CCC(Q)(C)cleec(c(c1)C(C)(C)CC)OCC(=0)Ne2ecee(c2)c3enecec(c4n3)C
ZINC08439619 | 8.2 435 -30.17 2 5 1 498.691 9 CCC(C)(C)cTeec(c(c1)C(C)(C)CC)OCC(=0)Ne2ecec(c2)c3cn4cccc(c4[nH+]3)C
7INC05918543 | 7.78 18.11 -17.65 1 5 0 497.683 9 CCC(C)(C)cleec(c(c1)C(C)(C)CC)OCC(=0)Ne2e(ne3n2c(cee3)C)cdeccccd
7ZINC05918543 | 7.78 1856 31.83 2 5 1 498.691 9 CCC(C)(C)cTeec(c(c1)C(C)(C)CC)OCC(=0)Ne2e([nH+]c3n2c(cced)C)checcecd
7INC02170831 | 8.12 2.36 10.24 0 3 0 481.448 6 CCclc(nc(s1)N(c2cec(cc2Cl)CC(=0)Ce3cccee3)checc(ccd)C

ZINC00629164 3.62 -0.63 -14.14 0 4 0 428.105 3 clce(sc1)C(=0)Cn2cnc3c(c2=0)cc(cc3Br)Br

ZINC08439618 | 4.91 0.72 935 0 5 0 431.96 8 CCCOCCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccccc3Cl




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

7INC08439618 | 4.91 0.79 -12.2 0 5 0 431.96 8 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccccc3Cl)(C)C)C
ZINC08439618 5.1 -0.08 -10.77 0 5 0 431.96 8 CCCOCCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccccc3Cl
ZINC02170829 6.71 1.95 -14.57 1 6 0 486.641 9 CCOclccc(cc1)NC(=0)CSc2nnc(n2c3cccce3)c4cecc(cc4)C(C)(C)C

ZINC00624874 2.62 0.69 -17.59 1 6 0 430.205 3 clecc(c(c1)C#NINC(=0)Cn2¢cnc3ccc(cc3c2=0)1

ZINC08439617 | 4.91 -0.65 -8.93 0 7 0 520.42 8 CCCOCCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cchc(cc3Br)0CO4
ZINC08439617 | 4.91 ~0.66 1211 0 7 0 520.42 8 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] 1c3ccdc(cc3Br)OCO4)(C)C)C
ZINC08439617 | 5.09 159 -10.01 0 7 0 520.42 8 CCCOCCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cchc(cc3Br)0CO4
7INC02170827 | 7.79 2.36 13.73 0 3 0 434.992 6 CCCCC(=0)N(clcccc2clecec2)c3nc(c(s3)C)ckeec(ccd)Cl

ZINC00643395 | 5.84 0.02 -18.04 1 6 0 494.016 5 Cclc(c2ec(ccc2niC(=0)c3cec(cc3)Cl)0C) CC(=0)Nednc5c(s4)CCCCH
7INC08439616 | 4.75 063 9.28 0 6 0 450.329 7 CC1=NC(=C([C@@H](C1C(=0)0C)c2ccec(c2)Br)C(=0)OC[C@H]3CCCO3)C
ZINC08439616 | 4.93 063 -7.58 0 6 0 450.329 7 CC1=NC(=C)C([C@H](C1C(=0)OC[C@H]2CCCO2)c3cccc(c3)Br)C(=0)0C
7INC08439616 | 4.93 0.72 1233 0 6 0 450.329 7 CC1=NC(=C)C([C@H]([C@H]1C(=0)OC[C@H]2CCCOZ)c3cccc(c3)Br)C(=0)0C
ZINC08439616 | 4.75 072 832 0 6 0 450.329 7 CC1=NC(=C([C@H]([C@H]1C(=0)OC[C@H]2CCCOZ)c3ccec(c3)Br)C(=0)0C)C
ZINC08439615 | 4.91 ~0.65 94 0 7 0 520.42 8 CCCOCCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)CIN=CIC)c3cchc(cc3Br)0CO4
7INC08439615 | 4.91 1.02 1224 0 7 0 520.42 8 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cc4c(cc3Br)0C04)(C)C)C
7ZINC08439615 | 5.09 2.08 9.83 0 7 0 520.42 8 CCCOCCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cchc(cc3Br)0CO4
7INC08439614 | 4.75 057 9.83 0 6 0 450.329 7 CC1=NC(=C([C@H](C1C(=0)0C)c2ccec(c2)Br)C(=0)OC[C@H]3CCCO3)C
ZINC08439614 | 4.93 049 9.82 0 6 0 450.329 7 CC1=NC(=C)C([C@@H](C1C(=0)0C[C@H]2CCCO2)c3cccc(c3)Br)C(=0)0C
ZINC08439614 | 4.93 0.94 1572 0 6 0 450.329 7 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@H]2CCCO2)c3ccce(c3)Br)C(=0)0C
7INC08439614 | 4.75 -0.61 9.59 0 6 0 450.329 7 CC1=NC(=C([C@@H]([C@@H]1C(=0)OC[C@H]2CCCO2)c3cccc(c3)Br)C(=0)0C)C
ZINC02170825 | 7.06 2.36 1441 0 4 0 438568 6 CCclc(nc(s1)N(c2ccec(c2)F)C(=0)C3CCCCC3)checc(ccd)0C

7INC08439613 | 4.75 ~0.68 936 0 6 0 450.329 7 CC1=NC(=C([C@@H](C1C(=0)0C)c2ccec(c2)Br)C(=0)OC[C@@H]3CCCO3)C
7INC08439613 | 4.93 058 -7.83 0 6 0 450.329 7 CC1=NC(=C)C([C@H](C1C(=0)0C[C@@H]2CCCO2)c3ccce(c3)Br)C(=0)0C
ZINC08439613 | 4.93 0.76 1091 0 6 0 450.329 7 CC1=NC(=C)C([C@H]([C@H]1C(=0)OC[C@@H]2CCCO2)c3ceee(c3)Br)C(=0)0C
ZINC08439613 | 4.75 0.62 -8.09 0 6 0 450.329 7 CC1=NC(=C([C@H]([C@@H]1C(=0)0C[C@@H]2CCCO2)c3cccc(c3)Br)C(=0)0C)C
7INC02170823 | 6.1 0.97 136 0 4 0 445382 6 CCC(=0)N(clccee(c1)Br)c2ne(c(s2)C)c3ccc(ce3)0CC

ZINC08439612 5.23 0.1 -13.75 0 6 0 475.585 11 CCCOCCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3ccccec30Cc4cccccd
ZINC08439612 5.23 -0.02 -17.16 0 6 0 475.585 11 CCCOCCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3ccccec30Cc4cccccd)C
ZINC08439612 5.42 -1.05 -14.66 0 6 0 475.585 11 CCCOCCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cccce30Cc4cccecd
ZINC08439611 | 4.75 -0.69 7.03 0 6 0 450.329 7 CC1=NC(=C([C@H](C1C(=0)0C)c2ccce(c2)Br)C(=0)OC[C@@H]3CCCO3)C
ZINC08439611 | 4.93 -0.69 6.7 0 6 0 450.329 7 CC1=NC(=C)C([C@@H](C1C(=0)0C[C@@H]2CCCO2)c3cccc(c3)Br)C(=0)0C
ZINC08439611 | 4.93 0.81 1348 0 6 0 450.329 7 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@@H]2CCCOZ)c3cccc(c3)Br)C(=0)0C
ZINC08439611 | 4.75 -0.82 -6.83 0 6 0 450.329 7 CC1=NC(=C([C@@H]([C@@H]1C(=0)0C[C@@H]2CCCO2)c3cccc(c3)Br)C(=0)0C)C
ZINC02170814 52 0.14 -14.26 1 5 0 471.56 5 clcee(cc1)CN2C(=0)c3cccce3N[C@]24c5ccccc5N(C4=0)C/C=C/cbcccechd
ZINC08439610 5.19 4.59 -71.34 0 6 2 718.864 6 clccc2c(c1)n(c3[n+]2nc-4¢(c3)-c5ccccb6e5c4ccc6)CCCC#CCHCCCCnT c8cccec8[n+]9c7cc-1c(n9)-c2ccec3c2clcec3
ZINC02170819 5.2 0.15 -14.58 1 5 0 471.56 5 clece(cc1)CN2C(=0)c3cccecc3N[C@@]24c5ccccc5N(C4=0)C/C=C/cbeccechd
ZINC08439609 5.23 0.54 -15.48 0 6 0 475.585 11 CCCOCCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cccce30Cc4cccecd
ZINC08439609 5.23 0.4 -18.63 0 6 0 475.585 11 CCCOCCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3ccccc30Cc4ccccc4)C
ZINC08439609 5.42 -0.58 -15.38 0 6 0 475.585 11 CCCOCCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3ccccc30Cc4cccecd
ZINC08439608 2.48 6.26 -67.1 0 6 2 582.796 10 CCclcc2n(c3cccce3[n+]2nc1CC)CCCCHCCHCCCCn4c5cccee5[n+]6¢4cc(c(n6)CC)CC
7INC02170809 | 8.11 178 1371 0 4 0 470.638 6 CCclc(nc(s1)N(c2ccc3cccec3c2)C(=0)C4CCCCCA) cheee(cc5)0C

ZINC02170805 6.7 -0.25 -14.67 1 5 0 514412 3 Celccee(c1)N2C(=0)c3cccce3N[C@]24c5ccccc5N(C4=0)Cebe(cecc6Cl)Cl
ZINC08439607 | 6.04 0.47 8.72 0 5 0 466.405 8 CCCOCCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)CI)CL
ZINC08439607 | 6.04 0.47 11.02 0 5 0 466.405 8 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] Tc3cce(c(c3)CHCN(C)C)C
ZINC08439607 | 6.22 053 935 0 5 0 466.405 8 CCCOCCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cce(c(c3)CI)Cl
ZINC08439606 | 9.17 3.95 15 0 6 0 663.612 8 clcce(cel)C(c2ecece2)(c3cccecd)ndnc(nn4)c5eccecebeee(cc6)Cn7encBe7cc(c(c8)ChCl
7INC02170807 | 6.7 -0.29 15.01 1 5 0 514.412 3 Cclcccc(c1)N2C(=0)c3ccccc3N[C@@] 24c5ccccc5N(C4=0)Cebe(ccccbCl)Cl
ZINC00643391 | 6.55 2.78 1343 0 4 0 446,547 7 Cclc(nc(s1)N(c2cec(cc2)F)C(=0)CCe3ceceed)checc(cc4)0C

ZINC08439605 9.89 4.19 -16.04 0 6 0 650.83 11 CCCCclnc2ccecc2nlCe3ccc(ce3)c4eccec4c5nnn(n5)Ccbeccee6)(c7cccec)cBeccec8
ZINC08439604 | 6.04 0.55 754 0 5 0 466.405 8 CCCOCCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ece(c(c3)CHCl
ZINC08439604 | 6.04 0.62 1039 0 5 0 466.405 8 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(c(c3)CHC(C)C)C
7INC08439604 | 6.22 024 9.1 0 5 0 466.405 8 CCCOCCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ece(c(c3)CDCl
ZINC02170802 | 8.36 1.18 -8.08 0 3 0 525.899 7 CCclc(nc(s1)N(c2cccc(c2)Br)C(=0)CCc3cccce3)c4ecc(cc4)Cl

ZINC00629054 4.56 -2.84 -14.74 2 5 0 440.396 9 COclcc(ccc10C2CCCC2)CCNC(=S)Nc3c(cncc3Cl)Cl

7INC02170798 | 8.37 2.35 814 0 3 0 453.051 5 CCclc(nc(s1)N(c2cec(cc2C)C)C(=0)C3CCCCT3)checc(ccd)Cl

ZINC00643388 4.79 14.33 -18.01 1 7 0 487.61 8 C[C@H](C(=0)Nc1nces1)Sc2nnc(n2c3cccce3)COc4ecce5cdecces

ZINC08439603_| 5.57 001 9.36 0 5 0 476411 8 CCCOCCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(ce3)Br
ZINC08439603 | 5.57 036 1127 0 5 0 476411 8 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] 1c3cce(ce3)Br)(C)C)C
ZINC08439603_| 5.75 124 -9.85 0 5 0 476411 8 CCCOCCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(ce3)Br
7ZINC08439602 | 3.15 1624 -37.83 0 7 1 428.449 4 clccc2e(cl)[n+]3cc(c(cc3s2)checce(c4) [N+](=0)[0-])c5ecee(c5)[N+] (=0)[0-]
ZINC02170795 | 8.27 1.51 -9.38 0 4 0 535.507 9 CCCclc(nc(s1)N(c2cce(cc2)Br)C(=0)CCc3cccce3)cdecc(cc4)0C
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7INC08439601 | 3.57 3.63 -39.06 0 7 1 454.487 5 clccc(ccl)c2esc3[n+]2ce(c(c3)chccec(c4) [N+] (=0)[0-])c5ecee(c5) [N+](=0)[0-]
ZINC02170789 6.57 1.59 -16.52 0 3 0 463.4 5 Cclc(nc(s1)N(c2cccec2Br)C(=0)Ce3ccccc3)cdeccecd

ZINC08439600 | 1.57 226 1246 3 11 0 427417 7 CC1=C([C@H](n2cnc(c2N1)C(=0)N)c3ccccc3[N+](=0)[0-])C(=0)OC[C@H]4CCCO4
7INC08439600 | 1.57 195 -39.09 4 11 1 428425 7 CC1=C([C@H](n2c[nH+]c(c2N1)C(=0)N)c3cccec3[N+](=0)[0-])C(=0) OC[C@H]4CCCO4
ZINC08439599 | 5.57 0.03 7.78 0 5 0 476411 8 CCCOCCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(cc3)Br

ZINC08439599 | 5.57 0.11 -10.63 0 5 0 476411 8 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H] 1c3cce(cc3)Br)(C)C)C

ZINC08439599 | 5.75 081 8.61 0 5 0 476411 8 CCCOCCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ecc(cc3)Br

7INC02170779 | 416 0.16 1243 0 6 0 432.354 4 CC1=C(S[C@]2(N1C)N(N=C(S2)C(=0)C)c3c(ccee3CCNC(=0)0C

7INC08439598 | 1.57 2.09 -13.86 3 11 0 427417 7 CC1=C([C@@H](nZcnc(c2N1)C(=0)N)c3ccecc3[N+](=0)[0-])C(=0)OC[C@H]4CCCO4
7INC08439598 | 1.57 178 4117 4 11 1 428425 7 CC1=C([C@@H] (n2c[nH+]c(c2N1)C(=0)N)c3cccec3[N+](=0)[0-])C(=0) OC[C@H]4CCCO4
ZINC02170776 | 4.16 0.36 1261 0 6 0 432.354 4 CC1=C(S[C@@]2(N1C)N(N=C(52)C(=0)C)c3c(cccc3Cl)Cl)C(=0)0C

7INC08439597 | 1.57 207 13.85 3 11 0 427417 7 CC1=C([C@H](n2cnc(c2N1)C(=0)N)c3cccec3[N+](=0)[0-])C(=0)OC[C@@H]4CCCO4
ZINC08439596 | 5.01 2.23 9.46 0 5 0 433.495 8 CCCOCCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)F)F,
ZINC08439596 | 5.01 2.22 1191 0 5 0 433495 8 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] 1c3ccc(c(c3)F)F)(C)C)C

ZINC08439596 | 5.19 122 1043 0 5 0 433.495 8 CCCOCCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)F)F
7INC02170771 | 8.24 1.87 -8.69 0 4 0 477457 9 CCCclc(nc(s1N(c2cce(c(c2)CHCIC(=0)CCC)c3ece(ce3)0CC

ZINC08439595 | 1.57 247 1205 3 11 0 427417 7 CC1=C([C@@H](nZcnc(c2N1)C(=0)N)c3ccecc3[N+](=0)[0-])C(=0)OC[C@@H]4CCCO4
ZINC08439595 | 1.57 216 3957 4 11 1 428425 7 CC1=C([C@@H] (n2c[nH+]c(c2N1)C(=0)N)c3cccec3[N+] (=0)[0-])C(=0)OC[C@@H]4CCCO4
7INC02170769 | 7.1 5.1 15,55 2 4 0 549.298 8 clccc(cc1)CC(C(=0)Nc2ee(ccc2Cl)C(F) (F)F)C(=0)Nc3cc(cec3CC(F) (F)F
ZINC02170766 8.28 14.71 -11.33 1 4 0 469.503 7 COclcccec1C(=0)Nc2cc(ccc20c3ccc(cc3)C4CCCCC4)C(F)(F)F

ZINC08439594 | 5.01 23 835 0 5 0 433.495 8 CCCOCCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=CIC)c3ccc(c(c3)F)F

ZINC08439594 | 5.01 2.38 1127 0 5 0 433495 8 CCCOCCOC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3cce(c(c3)F)F)(C)C)C
ZINC08439594 | 5.19 151 1001 0 5 0 433.495 8 CCCOCCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)F)F

ZINC00717214 | 3.77 113 1657 0 7 0 469.559 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3cec(c(c30C)0C)0C)C(=0)C[C@@H](C2)chccest
7INC00717214 | 3.96 117 14,58 0 7 0 469.559 7 COclccc(c(c10C)0C) [C@H]2C3C(=NC(=C)C2C(=0)0C)C[C@H](CC3=0)cdccesd
ZINC00717214 | 3.96 2.44 19.34 0 7 0 469.559 7 COclece(c(c10C)0C)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C)C[C@H](CC3=0)c4ccess
ZINC00717214 | 3.77 0.89 1575 0 7 0 469.559 7 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chece(c(c40C)0C)OC)C(=0)0C
ZINC00717215_| 3.77 176 1142 0 7 0 469.559 7 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c30C)0C)0C)C(=0)C[C@@H](C2)checes
ZINC00717215 | 3.96 181 1162 0 7 0 469.559 7 COclcec(c(c10C)0C) [C@@H]2C3C(=NC(=C)C2C(=0)0C)C[C@H](CC3=0)cdccesd
ZINC00717215_| 3.96 2.89 14.76 0 7 0 469.559 7 COcleee(c(c10C)0C) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C)C[C@H](CC3=0)cécecest
ZINC00717215 | 3.77 167 13.04 0 7 0 469.559 7 CC1=C([C@@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chece(c(c40C)0C)OC)C(=0)0C
ZINC00717216 | 3.77 112 1632 0 7 0 469.559 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3cec(c(c30C)0C)0C) C(=0)C[C@H](C2)checes
ZINC00717216 | 3.96 124 1445 0 7 0 469.559 7 COclccc(c(c10C)0C) [C@H]2C3C(=NC(=C)C2C(=0)0C)C[C@@H] (CC3=0)cdcccsd
ZINC00717216 | 3.96 2.41 19.98 0 7 0 469.559 7 COclece(c(c10C)0C) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)0C)C[C@@H] (CC3=0)chcccst
ZINC00717216 | 3.77 0.97 1541 0 7 0 469.559 7 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chece(c(c40C)0C)OC)C(=0)0C
ZINC08439593 | 4.1 176 4138 2 6 1 430.528 5 CC(C)C[C@H]1[C@H]2[C@@H](C(=0)N(C2=0)c3cccce3) [C@@]4([NH2+]1)c5ccccc5N(C4=0)CC=C
7INC00717217 | 3.77 126 -10.07 0 7 0 469.559 7 CC1=NC2=C([C@H](C1C(=0)0C)c3cec(c(c30C)0C)0C)C(=0)C[C@H](C2)chcccs
ZINC00717217 | 3.96 133 1112 0 7 0 469.559 7 COcleee(c(c10C)0C)[C@@H]2C3C(=NC(=C)C2C(=0)0C)C[C@@H](CC3=0)ckcccsd
ZINC00717217 | 3.96 2.76 1648 0 7 0 469.559 7 COclcee(c(c10C)0C) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)0C)C[C@@H](CC3=0)c4ccest
ZINC00717217 | 3.77 122 1346 0 7 0 469.559 7 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)checc(c(c40C)0C)0C)C(=0)0C
7INC08439592 | 2.52 198 73.38 4 8 2 718.946 13 Cclcc2c(cc]C)[nH]c3c2c[n+] (c4c3ccccd) CC(=0)NCCCCCCCENC(=0)Cn+]5cc6¢7ce(c(cc7 [nH]c6cBc5ceccB)C)C
ZINC08439591 | 4.1 154 44.85 2 6 1 430.528 5 CC(C)C[C@@H]1[C@H]2[C@@H](C(=0)N(C2=0)c3cccce3) [C@@]4([NH2+]1)c5ccccc5N(C4=0)CC=C
ZINC08439590 | 4.34 2.23 7.87 0 6 0 439.43 8 CC1=NC(=C([C@@H](C1C(=0)0C)c2ccccc2C(F)(F)F)C(=0)OC[C@H]3CCCO3)C
ZINC08439590 | 4.52 2.16 741 0 6 0 43943 8 CC1=NC(=C)C([C@H](C1C(=0)OC[C@H]2CCCO2)c3cccec3C(F) (F)F)C(=0)0C
ZINC08439590 | 4.52 3.69 1555 0 6 0 439.43 8 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C[C@H]2CCCO2)c3ccccc3C(F)(F)F)C(=0)0C
ZINC08439590 | 4.34 2.21 7.94 0 6 0 439.43 8 CC1=NC(=C([C@H]([C@H]1C(=0)OC[C@H]2CCCO2)c3cccee3C(F)(F)F)C(=0)0C)C
ZINC08439588 | 4.89 077 832 0 5 0 448357 8 CCCOCCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3ccce(c3)Br

ZINC08439588 4.89 -0.95 -12.08 0 5 0 448.357 8 CCCOCCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3cccc(c3)Br)C

ZINC08439588 | 5.07 187 9.72 0 5 0 448357 8 CCCOCCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cccc(c3)Br

ZINC08439587 | 4.34 2.27 1497 0 6 0 439.43 8 CC1=NC(=C([C@H](C1C(=0)0C)c2cccec2C(F)(F)F)C(=0)OC[C@H]3CCCOB)C
ZINC08439587 | 4.52 2.33 1229 0 6 0 439.43 8 CC1=NC(=C)C([C@@H](C1C(=0)0C[C@H]2CCCO2)c3ccccc3C(F) (F)F)C(=0)0C
7INC08439587 | 4.52 3.57 157 0 6 0 43943 8 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@H]2CCCO2)c3ccecc3C(F) (F)F)C(=0)0C
ZINC08439587 | 4.34 2.07 1236 0 6 0 439.43 8 CC1=NC(=C([C@@H]([C@@H]1C(=0)0C[C@H]2CCCO2)c3cccec3C(F) (F)F)C(=0)0C)C
ZINC08439585_| 4.34 192 759 0 6 0 43943 8 CC1=NC(=C([C@@H](C1C(=0)0C)c2cccec2C(F)(F)F)C(=0)0C[C@@H]3CCCO3)C
ZINC08439585 | 4.52 2.02 734 0 6 0 439.43 8 CC1=NC(=C)C([C@H](C1C(=0)0C[C@@H]2CCCO2)c3ccecc3C(F) (F)F)C(=0)0C
ZINC08439585 | 4.52 3.38 1551 0 6 0 43943 8 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3ccecc3C(F) (F)F)C(=0)0C
ZINC08439585_| 4.34 191 -7.48 0 6 0 439.43 8 CC1=NC(=C([C@H]([C@H]1C(=0)OC[C@@H]2CCCO2)c3ccccc3C(F)(F)F)C(=0)0C)C
ZINC02170763 7.62 1.59 -11.15 0 3 0 491.454 6 CCclc(ne(s1)N(c2ccec(c2)Br)C(=0)Cc3cccee3)cdecc(cc4)C

ZINC08439584 | 4.34 2.1 1256 0 6 0 439.43 8 CC1=NC(=C([C@H](C1C(=0)0C)c2ccccc2C(F)(F)F)C(=0)OC[C@@H]3CCCO3)C
7INC08439584 | 4.52 2.25 1149 0 6 0 439.43 8 CC1=NC(=C)C([C@@H](C1C(=0)0C[C@@H]2CCCO2)c3ccecc3C(F) (F)F)C(=0)0C
7INC08439584 | 4.52 3.64 2554 0 6 0 439.43 8 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@@H]2CCCO2)c3ccccc3C(F) (F)F)C(=0)0C
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ZINC08439584 | 4.34 2 1172 0 6 0 439.43 8 CC1=NC(=C([C@@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3cccec3C(F) (F)F)C(=0)0C)C

ZINC08439583 4.89 -0.74 -9.5 0 5 0 448.357 8 CCCOCCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cccc(c3)Br

7INC08439583 | 4.89 0.94 1274 0 5 0 448357 8 CCCOCCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cccc(c3)Br)C

ZINC08439583 5.07 -1.85 -10.54 0 5 0 448.357 8 CCCOCCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cccc(c3)Br

7INC02170761 | 7.71 0.86 -13.83 0 4 0 499.474 6 CCclc(nc(s1N(c2ccec(c2)Br)C(=0)C3CCCCC3)chcec(cc4)0C

7INC08439582 | 4.53 0.39 11.25 0 9 0 450.875 8 CCI=NC(=C([C@@H](C1C(=0)0C)c2cce(c(c2)[N+](=0)[0-])C)C(=0) OC[C@H]3CCCO3)C

ZINC08439582_| 4.71 0.57 1109 0 9 0 450.875 8 CC1=NC(=C)C([C@H](C1C(=0)OC[C@H]2CCCO2)c3ccc(c(c3)[N+](=0)[0-])CI)C(=0)0C

ZINC08439582 | 4.71 181 -18.84 0 9 0 450.875 8 CC1=NC(=C)C([C@H]([C@H]1C(=0)OC[C@H]2CCCOZ)cBccc(c(c3) [N+] (=0)[0-])CI)C(=0)0C

7INC08439582 | 4.53 0.61 1223 0 9 0 450.875 8 CC1=NC(=C([C@H]([C@@H]1C(=0)OC[C@H]2CCCO2)c3cce(c(c3)[N+](=0)[0-])CI)C(=0)0C)C

ZINC02170759 | 8.31 1.88 832 0 3 0 447431 8 CCCCC(=0)N(clcee(c(c1)ChCc2ne(c(s2)CCC)c3eccec3

7INC08439581 | 4.53 0.4 1217 0 9 0 450.875 8 CC1=NC(=C([C@H](C1C(=0)0C)c2ccc(c(c2)[N+](=0)[0-])C)C(=0)OC[C@H]3CCCO3)C

ZINC08439581 | 4.71 0.4 1039 0 9 0 450.875 8 CC1=NC(=C)C([C@@H](C1C(=0)OC[C@H]2CCCO2)c3ccc(c(c3)[N+](=0)[0-])CNC(=0)0C

7INC08439581 | 4.71 17 1265 0 9 0 450.875 8 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@H]2CCCO2)c3ccc(c(c3)[N+](=0)[0-])CC(=0)0C

7INC08439581 | 4.53 0.31 1114 0 9 0 450.875 8 CC1=NC(=C([C@@H]([C@@H]1C(=0)OC[C@H]2CCCO2)c3cee(c(c3)[N+](=0)[0-])CI)C(=0)0C)C

ZINC02170755 7.5 1.13 -7.92 0 3 0 463.828 6 CCCC(=0)N(clcec(ccl)Br)c2nc(c(s2)CC)c3cec(cc3)Cl

7INC08439580 | 4.53 0.43 1004 0 9 0 450.875 8 CCI=NC(=C([C@@H](C1C(=0)0C)c2cce(c(c2)[N+](=0)[0-])CC(=0) OC[C@@H]3CCCO3)C

7INC08439580 | 4.71 0.42 9.65 0 9 0 450.875 8 CC1=NC(=C)C([C@H](C1C(=0)OC[C@@H]2CCCO2)c3ccc(c(c3)[N+](=0)[0-]) CHC(=0)0C

ZINC08439580 | 4.71 191 -15.85 0 9 0 450.875 8 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3cec(c(c3)[N+] (=0)[0-])CI)C(=0)0C

ZINC08439580 | 4.53 0.3 -10.25 0 9 0 450.875 8 CC1=NC(=C([C@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3cce(c(c3)[N+](=0)[0-])CI)C(=0)0C)C

ZINC08439579 | 5.44 2.92 1251 0 6 0 473.569 8 CC1=NC2=C([C@@H](C1C(=0)0CCcBcccee3)céeec(cc4)0C(=0)C)C(=0)CC(C2)(C)C

ZINC08439579 | 5.62 3.35 13.1 0 6 0 473.569 8 CC(=0)0cl cec(cc1)[C@H]2C3C(=NC(=C)C2C(=0)0CCc4ccccc4) CC(CC3=0)(C)C

ZINC08439579 | 5.62 433 1575 0 6 0 473569 8 CC(=0)Oclcec(cc)[C@H]2[C@@H]3C(=NC(=C)C2C(=0)OCCe4cccccd)CC(CC3=0)(C)C

ZINC08439579 | 5.44 3.19 -15.07 0 6 0 473.569 8 CC1=C([C@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(cc3)0C(=0)C)C(=0)0CCchccccch

7INC02170752_| 7.25 126 1033 0 4 0 507.453 7 CCclc(ne(sN(c2cec(cc2)Br)C(=0)Ce3eccec3)checc(cc4)0C

7INC08439578 | 4.53 0.32 937 0 9 0 450.875 8 CC1=NC(=C([C@H](C1C(=0)0C)c2ccc(c(c2)[N+](=0)[0-])CI)C(=0)OC[C@@H]3CCCO3)C

ZINC08439578 | 4.71 0.36 -8.95 0 9 0 450.875 8 CC1=NC(=C)C([C@@H](C1C(=0)0C[C@@H]2CCCO2)c3ccc(c(c3)[N+](=0)[0-])CI)C(=0)0C

7INC08439578 | 4.71 167 9.59 0 9 0 450.875 8 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@@H]2CCCO2)c3ccc(c(c3)[N+](=0)[0-])CIC(=0)0C
7INC08439578 | 4.53 0.41 946 0 9 0 450.875 8 CC1=NC(=C([C@@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3ecc(c(c3)[N+](=0)[0-])CHC(=0)0C)C

7INC02170749 | 8.33 0.69 12.22 0 3 0 503.893 5 CCclc(nc(s1)N(c2ccec(c2)Br)C(=0)C3CCCCC3)cdecc(ccd)Cl

ZINC08439577 | 5.44 3 14.28 0 6 0 473569 8 CC1=NC2=C([C@H](C1C(=0)0CCcBcccee3)cdece(ccd)0C(=0)C)C(=0)CC(C2)(C)C

ZINC08439577 | 5.62 3.06 1451 0 6 0 473569 8 CC(=0)Oclccc(ccl) [C@@H]2C3C(=NC(=C)C2C(=0)0CCc4ccccc) CC(CC3=0) (C)C

7INC08439577 | 5.62 4.28 -15.08 0 6 0 473.569 8 CC(=0)Oclcce(cc])[C@@H]2[C@H]3C(=NC(=C)C2C(=0)0CCc4ccecc4)CC(CC3=0)(C)C

ZINC08439577 | 5.44 2.79 1659 0 6 0 473.569 8 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cce(cc3)0C(=0)C)C(=0)0CCchccccch

ZINC08439576 | 4.54 2.56 4534 1 12 1 620.104 11 CCI=NC(=C([C@@H](C1C(=0)0C)c2ccccc2[N+](=0)[0-])C(=0)OCCINH+]3CCN(CC3)S(=0)(=0)cdecc(cc4)CINC
7INC08439576 | 4.72 254 -48.69 1 12 1 620.104 11 CC1=NC(=C)C([C@H](C1C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3ccc(ce3)Cl)checcec4[N+](=0)[0-])C(=0)0C
7INC08439576 | 4.72 118 “45.66 1 12 1 620.104 11 CCI=NC(=C)C([C@H]([C@H]1C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3ccc(cc3)Cl) checccc4[N+] (=0)[0-]) C(=0)0C
ZINC08439576 | 4.54 25 5019 1 12 1 620.104 11 CC1=NC(=C([C@H]([C@@H]1C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3ccc(cc3)Cl)chcccccA[N+](=0)[0-])C(=0)0C)C
7INC02170744 | 7.72 2.06 1067 0 4 0 497,447 7 CCclc(ne(s1)N(c2cec(cc2C)CC(=0)Ce3eccec3) checc(cc4)OC

ZINC08439575 | 4.54 2.65 57.72 1 12 1 620.104 11 CC1=NC(=C([C@H](C1C(=0)0C)c2ccccc2[N+](=0)[0-])C(=0)OCC[NH+]3CCN(CC3)S(=0)(=0)c4ccc(cc4)Cl)C
ZINC08439575 | 4.72 241 61.63 1 12 1 620.104 11 CCI=NC(=C)C([C@@H](CIC(=0)0CC[NH+]2CCN(CC2)S(=0)(=0)c3cce(cc3)Cl)checccca[N+](=0)[0-])C(=0)0C
7INC08439575 | 4.72 127 58.61 1 12 1 620.104 11 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3ccc(cc3)Cl)chcccecd[N+](=0)[0-])C(=0)0C
ZINC08439575 | 4.54 257 6541 1 12 1 620.104 11 CCI=NC(=C([C@@H]([C@@H]1C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3ccc(cc3)Cl)chccccc4[N+](=0)[0-])C(=0)0C)C
ZINC08439574 | 5.61 126 1125 0 6 0 468.638 11 CCCOCCOC(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(cc3)N(CC)CC

ZINC00643372_|_6.42 2.06 1493 0 5 0 458.583 8 Cclc(nc(s1)N(c2cece(c2)0C)C(=0)CCe3cecee3)checc(cck)0C

7INC08439573 | 4.99 245 5613 1 12 1 620.104 11 CC1=NC(=C([C@@H](C1C(=0)0C)c2ccec(c2)[N+](=0)[0-])C(=0)OCC[NH+]3CCN(CC3)S(=0)(=0)chcccccaCl)C
ZINC08439573 | 5.17 232 59.6 1 12 1 620.104 11 CC1=NC(=C)C([C@H](C1C(=0)OCC[NH+]2CCN(CC2)S(=0) (=0)c3ccccc3Cl) checce(c4) [N+](=0)[0-])C(=0)OC
7INC08439573 | 5.17 11 5506 1 12 1 620.104 11 CC1=NC(=C)C([C@H]([C@H]1C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3ccccc3Clcacccc(c4) [N+] (=0)[0-])C(=0)0C
7INC08439573 | 4.99 223 62.7 1 12 1 620.104 11 CCI=NC(=C([C@H]([C@@H]1C(=0)OCC[NH+]2CCN(CC2)S(=0) (=0)c3ccccc3Cl)checee(c4) [N+](=0)[0-]) C(=0)OC)C
7INC02170739 | 7.69 2.19 12.88 0 3 0 442987 5 CCclc(nc(s1)N(c2ccec(c2)F)C(=0)C3CCCCC3) checc(ccd)Cl

ZINC08439572_| 5.61 113 -9.04 0 6 0 468.638 11 CCCOCCOC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(ce3)N(CC)CC

ZINC08439571 | 4.99 244 5159 1 12 1 620.104 11 CC1=NC(=C([C@H](C1C(=0)0C)c2cccc(c2)[N+](=0)[0-])C(=0)OCC[NH+]3CCN(CC3)S(=0) (=0) chcccec4Cl)C
ZINC08439571 | 5.17 227 5636 1 12 1 620.104 11 CCI=NC(=C)C([C@@H](CIC(=0)0CC[NH+]2CCN(CC2)S(=0)(=0)c3ccece3Clchccce(c4)[N+](=0)[0-])C(=0)0C
ZINC08439571 | 5.17 115 5211 1 12 1 620.104 11 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3cccce3Cl)chccec(c4)[N+](=0)[0-])C(=0)0C
ZINC08439571 | 4.99 25 5656 1 12 1 620.104 11 CCI=NC(=C([C@@H]([C@@H]1C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3ccccc3Clchccec(c4)[N+](=0)[0-])C(=0)0C)C
ZINC00643366 6.34 2.23 -16.68 0 4 0 428.557 7 Cclc(ne(s1)N(c2cceecc20C)C(=0)CCe3cccce3)c4cccecd

ZINC08439570 | 2.61 9.12 1337 1 11 0 480477 10 CCI=NC(=C([C@@H](C1C(=0)0C)c2ccccc2[N+](=0)[0-])C(=0)OCCNC(=0)c3ccenc3)C

ZINC08439570 | 2.79 8.92 1336 1 11 0 480.477 10 CC1=NC(=C)C([C@H](C1C(=0)OCCNC(=0)c2ccenc2)c3cccecd[N+](=0)[0-])C(=0)0C

ZINC08439570 | 2.79 9.85 1399 1 11 0 480477 10 CC1=NC(=C)C([C@H]([C@H]1C(=0)OCCNC(=0)c2ccenc2)c3ececc3[N+](=0)[0-])C(=0)0C

ZINC08439570 | 2.61 9.11 -14.85 1 11 0 480.477 10 CC1=NC(=C([C@H]([C@@H]1C(=0)OCCNC(=0)c2ccenc2)c3cccccd[N+](=0)[0-])C(=0)0C)C

7INC02170736 | 7.14 2.26 1054 0 5 0 438593 10 CCCCC(=0)N(clcee(ce1)0C)c2ne(c(s2) CCC)c3cce(cc3)0C

ZINC08439569 | 2.61 056 1684 1 11 0 480.477 10 CC1=NC(=C([C@H](C1C(=0)0C)c2ccccc2[N+](=0)[0-])C(=0) OCCNC(=0)c3ccenc3)C
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ZINC08439569 | 2.79 -0.28 -17.29 1 11 0 480.477 10 CC1=NC(=C)C([C@@H](C1C(=0)0CCNC(=0)c2ccenc2)cdcccec3[N+](=0)[0-])C(=0)0C

ZINC08439569 | 2.79 0.8 185 1 11 0 480477 10 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)0CCNC(=0)c2ccenc2)c3cccec3[N+](=0)[0-])C(=0)0C

ZINC08439569 | 2.61 0.4 -18.96 1 11 0 480.477 10 CC1=NC(=C([C@@H]([C@@H]1C(=0)OCCNC(=0)c2ccenc2)cdccccc3[N+](=0)[0-])C(=0)0C)C

ZINC00717199 | 4.89 117 1242 1 4 0 468372 6 clecc(cc1)CCN2[C@@H](C(=C(C2=0)0)C(=0)c3cccs3)checc(ccd)Br

ZINC00717199 | 4.31 13 19.64 0 4 0 468372 6 clccc(cc1)CCNZ[C@@H] ([C@@H](C(=0)C2=0)C(=0)c3cccs3)checc(ccd)Br

7INC02170733_|_6.04 0.95 13.09 1 6 0 479.005 8 CCOclcce(cc1)NC(=0)[C@H](C)Sc2nne(n2c3cccce3)cdece(ccd)Cl

7INC08439568 | 4.23 114 21.65 1 13 0 607.616 14 CC1=NC(=C([C@@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3cccec3[N+](=0)[0-]) C(=0)OC[C@H]4CCCO4)C
ZINC08439568 | 4.41 112 2035 1 13 0 607.616 14 CCI=NC(=C)C([C@H](C1C(=0)OC[C@H]2CCCO2)c3ccccc3[N+](=0)[0-])C(=0)OCCOC(=0)chccc(cc4)NC(=0)C
7INC08439568 | 4.41 2.53 2399 1 13 0 607.616 14 CC1=NC(=C)C([C@H]([C@H]1C(=0)OC[C@H]2CCCO2)c3cccce3[N+](=0)[0-])C(=0)0CCOC(=0) chccc(cc4)NC(=0)C
7INC08439568 | 4.23 0.98 19.89 1 13 0 607.616 14 CCI=NC(=C([C@H]([C@H]1C(=0)OC[C@H]2CCCO2)c3cccec3[N+](=0)[0-])C(=0)0CCOC(=0) chccc(cc)NC(=0)C)C
ZINC02170731 6.04 0.94 -12.87 1 6 0 479.005 8 CCOclccc(cc1)NC(=0)[C@@H](C)Sc2nnc(n2c3ccece3)cdecc(cc4)Cl

ZINC00717196 | 4.76 025 12.69 1 4 0 423921 6 clcec(cc1)CCN2[C@H] (C(=C(C2=0)0)C(=0)c3cccs3)cece(cc4)Cl

ZINC00717196 | 4.17 042 -18.37 0 4 0 423.921 6 clcce(cc1)CCNZ[C@H] ([C@@H](C(=0)C2=0)C(=0)c3cces3)checc(cc4)Cl

ZINC00643364 6.34 1.74 -12.27 0 5 0 436.577 6 Cclc(nc(s1)N(c2ccc(cc20C)0C)C(=0)C3CCCCC3)c4eccecd

ZINC08439566 | 4.23 0.65 24.67 1 13 0 607.616 14 CC1=NC(=C([C@@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3cccec3[N+](=0)[0-]) C(=0)OC[C@@H]4CCCO4)C
ZINC08439566 | 4.41 0.58 224 1 13 0 607.616 14 CC1=NC(=C)C([C@H](C1C(=0)OC[C@@H]2CCCO2)c3cccce3[N+](=0)[0-])C(=0)0CCOC(=0) cAcec(cc4)NC(=0)C
ZINC08439566 | 4.41 1.93 28.84 1 13 0 607.616 14 CC1=NC(=C)C([C@H]([C@H]1C(=0)OC[C@@H]2CCCO2)c3ccccc3[N+](=0)[0-])C(=0)0CCOC(=0) chccc(cc4)NC(=0)C
ZINC08439566 | 4.23 0.47 2337 1 13 0 607.616 14 CCI=NC(=C([C@H]([C@H]1C(=0)0C[C@@H]2CCCOZ)c3cccec3[N+](=0)[0-])C(=0)OCCOC(=0)c4ccc(cc)NC(=0)C)C
ZINC02170729 7.06 3 -13.59 0 4 0 460.574 8 CCCclc(nc(s1)N(c2ccccc2F)C(=0)Cc3cccce3)c4ccc(cc4)0C

ZINC00717197 | 4.76 056 1251 1 4 0 423921 6 clcce(cc1)CCN2[C@@H](C(=C(C2=0)0)C(=0)c3cccs3)checc(ccd)Cl

ZINC00717197 | 417 -0.69 -19.73 0 4 0 423921 6 clcec(cc1)CCN2[C@@H] ([C@@H](C(=0)C2=0)C(=0)c3cccs3)checc(ccd)Cl

ZINC08439565 | 4.23 0.46 25.99 1 13 0 607.616 14 CCI=NC(=C([C@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3cccec3[N+](=0)[0-])C(=0)OC[C@@H]4CCCO4)C
ZINC08439565 | 4.41 0.42 2442 1 13 0 607.616 14 CC1=NC(=C)C([C@@H](C1C(=0)0C[C@@H]2CCCOZ)c3ccccc3[N+](=0)[0-])C(=0)0CCOC(=0)c4cce(cc4)NC(=0)C
ZINC08439565 | 4.41 17 2747 1 13 0 607.616 14 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@@H]2CCCO2Z)c3ccccc3[N+](=0)[0-])C(=0)OCCOC(=0)chccc(cc4)NC(=0)C
ZINC08439565 | 4.23 0.29 2371 1 13 0 607.616 14 CC1=NC(=C([C@@H]([C@@H]1C(=0)OC[C@@H]2CCCO2)c3ccccc3[N+](=0)[0-])C(=0)0CCOC(=0) chcec(cc)NC(=0)C)C
7INC02170722_| 6.97 16.32 1211 0 3 0 430.548 6 CCclc(nc(s1)N(c2ccce(c2)F)C(=0)Ce3cecee3)checc(ccd)C

7INC08439564 | 7.18 0.5 2359 2 11 0 597.624 13 CC1=NC(=C([C@@H](C1C(=0)OCCNC(=0)c2ccccc20)c3cecc(c3) [N+](=0)[0-])C(=0)0C/C=C/cAcccccd)C
ZINC08439564 | 7.37 031 209 2 11 0 597.624 13 CCI=NC(=C)C([C@H](C1C(=0)0C/C=C/c2ccccc2)c3ccce(c3) [N+](=0)[0-])C(=0) OCCNC(=0) chccccc40
7INC08439564 | 7.37 0.85 2478 2 11 0 597.624 13 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C/C=C/c2cccce2)c3ccec(c3) [N+] (=0)[0-])C(=0)OCCNC(=0)chcccccO
7INC08439564 | 7.18 039 21.77 2 11 0 597.624 13 CCI=NC(=C([C@H]([C@@H]1C(=0)0C/C=C/c2cccce2)c3ccee(c3)[N+](=0)[0-]) C(=0) OCCNC(=0) cdccccc40)C
ZINC00643360 3.82 1.06 -18.19 1 8 0 462.579 8 CCnlc(c(c(n1)C)NC(=0)CSc2nnc(n2c3cccce3)c4ecc(cc4)0C)C

7INC08439562 | 5.31 2.23 7.03 0 4 0 447478 5 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(cc3)C(F)(F)F)C(=0)C[C@@H](C2)cAcccsd

ZINC08439562 | 55 2.34 -8.03 0 4 0 447478 5 COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chccc(ccd)C(F) (F)F

ZINC08439562 | 55 3.65 9.97 0 4 0 447478 5 COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)cecc(ccd)C(F) (F)F

ZINC08439562_| 5.31 2.17 9.49 0 4 0 447478 5 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)chece(cc4)C(F) (F)F)C(=0)0C

7INC08439561 | 4.37 -0.49 56,57 3 12 1 553.592 13 CCI=NC(=C([C@@H](CIC(=0)OCCNC(=0)c2ccccc20)c3eccec3[N+](=0)[0-])C(=0)OCCINH+](C)C)C
ZINC08439561 | 4.55 025 59.67 3 12 1 553.592 13 CC1=NC(=C)C([C@H](C1C(=0)OCC[NH+](C)C)c2ccccc2[N+](=0)[0-])C(=0)OCCNC(=0)c3ccecc30
ZINC08439561 | 4.55 0.87 5847 3 12 1 553.592 13 CC1=NC(=C)C([C@H]([C@H]1C(=0)OCC[NH+](C)C)c2ccccc2[N+](=0)[0-]) C(=0)OCCNC(=0)c3ccccc30
ZINC08439561 | 4.37 033 62.19 3 12 1 553.592 13 CC1=NC(=C([C@H]([C@@H]1C(=0)O0CC[NH+](C)C)c2ccccc2[N+] (=0)[0-]) C(=0) OCCNC(=0)c3ccecc30)C
7INC02170719 | 57 113 161 1 6 0 463.632 7 C[C@H](C(=0)Nclnces1)Sc2nne(n2¢3cccce3)checc(cc4)C(C) (C)C

ZINC08439560 | 4.37 016 4091 3 12 1 553.592 13 CC1=NC(=C([C@H](C1C(=0)0OCCNC(=0)c2ccccc20)c3cccec3[N+](=0)[0-])C(=0)OCC[NH+](C)C)C
ZINC08439560 | 4.55 013 4324 3 12 1 553.592 13 CCI=NC(=C)C([C@@H](CIC(=0)OCC[NH+](C)C)c2cccec2[N+](=0)[0-])C(=0)OCCNC(=0)c3cccec30
ZINC08439560 | 4.55 126 4526 3 12 1 553.592 13 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0CC[NH+](C)C)c2ccccc2[N+](=0)[0-])C(=0)OCCNC(=0)c3ccccc30
7ZINC08439559 | 3.92 3.69 2441 3 14 0 629.626 14 CCI=NC(=C([C@@H](C1C(=0)OCCNC(=0)c2ccenc2)c3cccec3[N+] (=0)[0-])C(=0)OCCNC(=0) chccccc40)C
7ZINC08439559 | 4.1 3.7 23.86 3 14 0 629.626 14 CC1=NC(=C)C([C@H](C1C(=0)OCCNC(=0)c2ccccc20)c3ccccc3[N+] (=0)[0-]) C(=0)OCCNC(=0) chccencd
ZINC08439559 | 4.1 217 3171 3 14 0 629.626 14 CC1=NC(=C)C([C@H]([C@H]1C(=0)OCCNC(=0)c2ccccc20)c3ecccc3[N+](=0)[0-])C(=0) OCCNC(=0)ckccenck
ZINC08439559 | 3.92 3.7 2493 3 14 0 629.626 14 CC1=NC(=C([C@H]([C@H]1C(=0)0OCCNC(=0)c2ccccc20)c3cccec3[N+](=0)[0-])C(=0) OCCNC(=0) c4ccencd)C
7INC02170717 | 57 114 16,04 1 6 0 463.632 7 C[C@@H](C(=0)Ncinces1)Sc2nne(n2c3cccced)ckece(cc4)C(C)(C)C

ZINC08439558 | 5.31 211 7.56 0 4 0 447478 5 CC1=NC2=C([C@H](C1C(=0)0C)c3ccc(cc3)C(F)(F)F)C(=0)C[C@@H](C2)chcccst

ZINC08439558 | 55 2.2 -8.03 0 4 0 447478 5 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)cecc(ced)C(F) (F)F

ZINC08439558 | 55 3.26 -7.98 0 4 0 447478 5 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)checc(ccd)C(F) (F)F

ZINC08439558 | 5.31 2.25 94 0 4 0 447478 5 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cces3)checc(ccd)C(F) (F)F)C(=0)0C

7INC02170714 | 7.98 152 12.23 0 4 0 469.05 7 CCclc(nc(s1)N(c2cec(cc2)Cl)C(=0)C3CCCCC3)checc(ccd)0CC

ZINC00643358 5.07 10.6 -18.75 2 8 0 514.607 11 COclcee(ccl)e2nne(n2CC=C)SCC(=0)NCc3cc(ccc30)C(=0)c4cecccd

ZINC08439557 | 3.92 356 2615 3 14 0 629.626 14 CC1=NC(=C([C@H](C1C(=0)0CCNC(=0)c2ccenc2)c3ceccc3[N+](=0)[0-])C(=0) OCCNC(=0)cdccccc0)C
ZINC08439557 | 4.1 343 2531 3 14 0 629.626 14 CCI=NC(=C)C([C@@H](CIC(=0)OCCNC(=0)c2ccccc20)c3eccec3[N+] (=0)[0-]) C(=0)OCCNC(=0) chccenc
7INC08439557 | 4.1 233 267 3 14 0 629.626 14 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)OCCNC(=0)c2ccccc20)c3ccccc3[N+](=0)[0-])C(=0)OCCNC(=0)chccencd
ZINC08439557 | 3.92 357 2638 3 14 0 629.626 14 CCI=NC(=C([C@@H]([C@H]1C(=0)OCCNC(=0)c2ccccc20)c3cccec3[N+] (=0)[0-]) C(=0) OCCNC(=0) c4ccenc4)C
ZINC08439556 | 4.01 0.56 44,18 2 6 1 436.919 4 CC[C@H]1[C@H]2[C@@H](C(=0)N(C2=0)c3ccc(cc3)Cl) [C@@]4([NH2+] 1)c5ccccc5N(C4=0)CC=C
7ZINC08439555 | 4.71 19 1682 2 12 0 565.579 12 CC1=NC(=C([C@@H](CIC(=0)0CCNC(=0)c2ccccc20)c3ecccc3[N+](=0)[0-])C(=0)OC[ C@H]4CCCO4)C
ZINC08439555 | 4.89 1.89 -16.05 2 12 0 565.579 12 CC1=NC(=C)C([C@H](C1C(=0)OC[C@H]2CCCO2)c3ccccc3[N+](=0)[0-])C(=0)OCCNC(=0)c4cccecdO
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ZINC08439555 | 4.89 -0.48 -18.95 2 12 0 565.579 12 CC1=NC(=C)C([C@H]([C@H]1C(=0)OC[C@H]2CCCO2)c3cccec3[N+] (=0)[0-])C(=0)OCCNC(=0)chccccc4O
ZINC08439555 | 4.71 2 1635 2 12 0 565.579 12 CCI=NC(=C([C@H]([C@H]1C(=0)OC[C@H]2CCCOZ)c3cccce3[N+](=0)[0-])C(=0)OCCNC(=0)ckccccc0)C
ZINC08439554 | 4.01 05 4324 2 6 1 436.919 4 CC[C@@H]1[C@H]2[C@@H](C(=0)N(C2=0)c3ccc(cc3)C)[C@@]4([NH2+] 1) c5ccccc5N(C4=0)CC=C
7INC08439553 | 5.31 2.21 721 0 4 0 447478 5 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(cc3)C(F)(F)F)C(=0)C[C@H](C2)chccesd

ZINC08439553 | 55 2.35 -7.95 0 4 0 447478 5 COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)checc(cc4)C(F) (F)F

ZINC08439553 | 55 36 9.1 0 4 0 447478 5 COC(=0)C1|C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)checc(ced) C(F) (F)F

ZINC08439553 | 5.31 2.22 9.81 0 4 0 447478 5 CC1=C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cces3)cAccc(cc4)C(F) (F)F)C(=0)0C

ZINC08439552 | 4.71 257 2293 2 12 0 565.579 12 CCI=NC(=C([C@H](C1C(=0)OCCNC(=0)c2ccccc20)c3cccee3[N+](=0)[0-])C(=0) OC[C@H]4CCCO4)C
7INC08439552 | 4.89 245 19.8 2 12 0 565.579 12 CC1=NC(=C)C([C@@H](C1C(=0)0C[C@H]2CCCO2)c3ccccc3[N+](=0)[0-]) C(=0)OCCNC(=0)chcccccO
7ZINC08439552 | 4.89 1.04 3828 2 12 0 565.579 12 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@H]2CCCO2)c3cccec3[N+](=0)[0-])C(=0) OCCNC(=0) chcccecO
7INC08439552 | 4.71 254 209 2 12 0 565.579 12 CC1=NC(=C([C@@H]([C@H]1C(=0)OC[C@H]2CCCOZ)c3ccccc3[N+](=0)[0-])C(=0) OCCNC(=0)checccc40)C
ZINC08439550 | 4.71 2.27 22.79 2 12 0 565.579 12 CCI=NC(=C([C@@H](C1C(=0)OCCNC(=0)c2ccccc20)c3ecccc3[N+](=0)[0-])C(=0)OC[C@@H]4CCCO4)C
ZINC08439550 | 4.89 233 19.79 2 12 0 565.579 12 CC1=NC(=C)C([C@H](C1C(=0)0C[C@@H]2CCCO2)c3ccccc3[N+](=0)[0-])C(=0)OCCNC(=0)c4ccccctO
ZINC08439550 | 4.89 098 2743 2 12 0 565.579 12 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C[C@@H]2CCCOZ)c3cccce3[N+](=0)[0-]) C(=0) OCCNC(=0)chccecc40
ZINC08439550 | 4.71 244 -20.69 2 12 0 565.579 12 CC1=NC(=C([C@H]([C@H]1C(=0)0C[C@@H]2CCCOZ)c3ccccc3[N+](=0)[0-])C(=0) OCCNC(=0)ctccccc40)C
7INC08439548 | 4.71 233 23.61 2 12 0 565.579 12 CCI=NC(=C([C@H](C1C(=0)OCCNC(=0)c2ccccc20)c3cccec3[N+](=0)[0-])C(=0) OC[C@@H]4CCCO4)C
7INC08439548 | 4.89 22 2115 2 12 0 565.579 12 CC1=NC(=C)C([C@@H](C1C(=0)0C[C@@H]2CCCO2Z)c3ccccc3[N+](=0)[0-])C(=0) OCCNC(=0)ckcccccd0
ZINC08439548 | 4.89 ~0.82 3844 2 12 0 565.579 12 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@@H]2CCCO2)c3ccccc3[N+](=0)[0-])C(=0) OCCNC(=0)checccc40
7INC08439548 | 4.71 229 2263 2 12 0 565.579 12 CC1=NC(=C([C@@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3cccec3[N+] (=0)[0-])C(=0)OCCNC(=0) chccccc0)C
7INC08439546 | 5.31 2.21 7.06 0 4 0 447478 5 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(ce3)C(F)(F)F)C(=0)C[C@H](C2)ckcccsd

ZINC08439546 | 55 2.28 7.79 0 4 0 447478 5 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chccc(cc4)C(F) (F)F

ZINC08439546 | 55 3.59 8.6 0 4 0 447478 5 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)checc(ced) C(F) (F)F

ZINC08439546 | 5.31 2.15 9.78 0 4 0 447478 5 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)cAecc(cc4)C(F) (F)F)C(=0)0C

7INC08439544 | 6.68 126 2003 1 11 0 611.651 14 CCI=NC(=C([C@@H](C1C(=0)0CCOc2cce(cc2)NC(=0)C)c3ccec(c3)[N+](=0)[0-])C(=0)OC/C=C/chcccccd)C
7INC08439544 | 6.86 1.44 -19.63 1 11 0 611.651 14 CC1=NC(=C)C([C@H](C1C(=0)0C/C=C/c2cccec2)c3cece(c3)[N+](=0)[0-])C(=0) OCCOc4ccc(cc4)NC(=0)C
7INC08439544 | 6.86 2.61 21.64 1 11 0 611.651 14 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C/C=C/c2cccce2)c3cccc(c3)[N+] (=0)[0-]) C(=0)0CCOC4ccc(cc4)NC(=0)C
7INC08439544 | 6.68 132 2018 1 11 0 611.651 14 CC1=NC(=C([C@H]([C@H]1C(=0)0C/C=C/c2ccccc2)c3ccec(c3) [N+](=0)[0-])C(=0)0CCOc4ccc(cc4)NC(=0)C)C
ZINC00350684 | 3.07 10.89 “43.85 2 4 1 342.438 6 CC[NH+](CC)CCN1[C@@H] (Nc2cccec2C1=0)c3ccec(c3)F

7INC08439543 | 6.68 125 2094 1 11 0 611.651 14 CC1=NC(=C([C@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccec(c3)[N+](=0)[0-])C(=0)0C/C=C/chcccccd)C
7INC08439543 | 6.86 129 2014 1 11 0 611.651 14 CCI=NC(=C)C([C@@H](CIC(=0)0C/C=C/c2ccccc2)caecee(c3)[N+](=0)[0-])C(=0)0CCOC4ccc(cc4)NC(=0)C
7INC08439543 | 6.86 2.7 30.1 1 11 0 611.651 14 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C/C=C/c2ccccc)c3ecce(c3)[N+](=0)[0-])C(=0)0CCOC4ccc(cc4)NC(=0)C
7INC08439543 | 6.68 133 2024 1 11 0 611.651 14 CCI=NC(=C([C@@H]([C@H]1C(=0)0C/C=C/c2ccccc2)c3ccce(c3) [N+](=0)[0-])C(=0) OCCOcAccc(cc4)NC(=0)C)C
7INC08439542 | 3.14 0.1 5132 2 12 1 538.581 13 CC1=NC(=C([C@@H](C1C(=0)OCCNC(=0)c2ccenc2)c3ccec(cd)[N+](=0)[0-])C(=0)OCC[NH+](C)C)C
7INC08439542_| 3.32 ~0.09 5337 2 12 1 538.581 13 CCI=NC(=C)C([C@H](C1C(=0)OCC[NH+](C)C)c2ccce(c2)[N+](=0)[0-])C(=0) OCCNC(=0)c3ccenc3
7INC08439542 | 3.32 1.25 5227 2 12 1 538.581 13 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CC[NH+](C)C)c2cccc(c2) [N+](=0)[0-])C(=0)OCCNC(=0)c3ccenc3
7INC08439542_| 3.14 ~0.05 57.87 2 12 1 538.581 13 CCI=NC(=C([C@H]([C@H]1C(=0)OCC[NH+](C)C)c2ccec(c2)[N+](=0)[0-])C(=0)OCCNC(=0)c3ccenc3)C
ZINC02170707 5.8 1.25 -16.92 0 5 0 456.567 6 COclcccccln2e(=0)c3cccce3nc2SCC(=0)c4cec5c(c4)CCCCS

ZINC08439541 | 3.14 0.14 4613 2 12 1 538.581 13 CCI=NC(=C([C@H](C1C(=0)OCCNC(=0)c2ccenc2)c3ccce(c3) [N+](=0)[0-])C(=0)OCC[NH+](C)C)C
7INC08439541 | 3.32 0.39 -50.06 2 12 1 538.581 13 CC1=NC(=C)C([C@@H](C1C(=0)OCC[NH+](C)C)c2ccce(c2)[N+](=0)[0-])C(=0)OCCNC(=0)c3ccenc3
7ZINC08439541 | 3.32 139 4653 2 12 1 538.581 13 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)OCC[NH+](C)C)c2ccee(c2)[N+](=0)[0-])C(=0) OCCNC(=0)c3ccenc3
ZINC08439541 | 3.14 0.27 51.85 2 12 1 538.581 13 CC1=NC(=C([C@@H]([C@H]1C(=0)OCC[NH+](C)C)c2ccec(c2)[N+](=0)[0-]) C(=0)OCCNC(=0)c3ccencad)C
ZINC02170705 6.22 0.7 -11.54 1 6 0 513.45 9 Cclcccece10Cc2nne(n2Ce3ccccc3)SCC(=0)Nc4eec(cc4Cl)Cl

7INC02170703 | 7.92 154 7.64 0 3 0 453.822 6 CCCclc(nc(s1)N(c2cec(c(c2)C)C)C(=0)CC)c3ece(cc3)Cl

7ZINC08439540 | 5.38 233 6251 1 12 1 634.131 12 CCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3cccc(c3)Clchccce(c4)[N+](=0)[0-]
7INC08439540 | 5.38 2.49 7106 1 12 1 634.131 12 CCOC(=0)C1=C(N=C(C([C@H]1cZccec(c2)[N+](=0)[0-])C(=0) OCC[NH+]3CCN(CC3)S(=0)(=0)c4ccec(c4)CI)C)C
ZINC08439540 | 5.57 339 -69.88 1 12 1 634.131 12 CCOC(=0)C1[C@@H](C(C(=NC1=C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3cccc(c3)Clchccce(c4)[N+](=0)[0-]
ZINC02170700 | 7.76 1.99 9.46 0 4 0 443.012 9 CCCCC(=0)N(clcec(cel)Cl)e2ne(c(s2)CCC)c3cec(ce3)0C

ZINC08439539 | 2.95 032 516 2 6 1 462.595 7 CSCC[C@H]1[C@H]2[C@@H](C(=0)N(C2=0)Cc3cccce3) [C@@]4([NH2+]1)c5ccccc5N(C4=0)CC=C
7INC08439538 | 5.38 244 5644 1 12 1 634.131 12 CCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0) (=0)c3ccce(c3)Cl)checce(c4) [N+] (=0)[0-]
ZINC08439538 | 5.38 241 6697 1 12 1 634.131 12 CCOC(=0)C1=C(N=C(C([C@@H]1c2cccc(c2)[N+](=0)[0-])C(=0)OCC[NH+]3CCN(CC3)S(=0)(=0)chccec(c4)CI)C)C
ZINC08439538 | 5.57 354 627 1 12 1 634.131 12 CCOC(=0)C1[C@H](C(C(=NCI=C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0) (=0)c3ccce(c3)Cl)checce(c4) [N+] (=0)[0-]
7INC08439537 | 3.82 2.37 1202 2 10 2 474558 10 CCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0)OCC[NH+]2CC[NH+](CC2)C)c3cccc(c3)[N+](=0)[0]
7INC08439537 | 3.82 2.13 125 2 10 2 474.558 10 CCOC(=0)C1=C(N=C(C([C@H]1c2ccee(c2)[N+](=0)[0-])C(=0)OCC[NH+]3CC[NH+](CC3)C)C)C

7INC08439537 | 4 1.07 1282 2 10 2 474.558 10 CCOC(=0)C1[C@@H](C(C(=NC1=C)C)C(=0)OCC[NH+]2CC[NH+](CC2)C)c3cccc(c3) [N+](=0)[0-]
ZINC08439536_| 2.95 0.06 44,5 2 6 1 462.595 7 CSCC[C@@H]1[C@H]2[C@@H](C(=0)N(C2=0)Cc3cccee3) [C@@]4([NH2+]1)c5ccccc5N(C4=0)CC=C
ZINC08439535_| 5.37 0.54 1401 1 6 0 483593 7 Cclcec(ce1)C(=0)CSC2=NC(=C([C@@H](C2C#N)c3ccco3)C(=0)NedeceecdC)C

ZINC08439535_| 4.99 0.69 -18.2 1 6 0 483.593 7 Cclccc(cel)C(=0)CSC2=C([C@H](C(C(=N2)C)C(=0)Nc3cceec3C)checcod) CHN

ZINC08439535 | 4.99 2.46 14.86 1 6 0 483593 7 Cclcec(cc1)C(=0)CSC2=C([C@H] ([C@H](C(=N2)C)C(=0)Nc3ccece3C)checcod) CHN

7INC08439534 | 3.82 2.4 129.04 2 10 2 474.558 10 CCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)OCC[NH+]2CC[NH+](CC2)C)c3ccec(c3)[N+](=0)[0-]

7ZINC08439534 | 3.82 217 “133.86 2 10 2 474558 10 CCOC(=0)C1=C(N=C(C([C@@H]1c2cccc(c2) [N+](=0)[0-])C(=0)OCCINH+]3CC[NH+](CC3)C)C)C
ZINC08439534 4 1.04 13602 2 10 2 474.558 10 CCOC(=0)C1[C@H](C(C(=NC1=C)C)C(=0)OCC[NH+]2CC[NH+](CC2)C)c3ccec(c3)[N+] (=0)[0-]
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7INC08439532 | 3.45 2.44 -118.21 2 10 2 460.531 9 CC1=NC(=C([C@@H](C1C(=0)0C)c2cccc(c2)[N+](=0)[0-])C(=0)OCC[NH+]3CC[NH+](CC3)C)C

7ZINC08439532_| 3.63 2.52 12527 2 10 2 460.531 9 CCI=NC(=C)C([C@H](C1C(=0)OCC[NH+]2CC[NH+](CC2)C)c3cece(c3)[N+](=0)[0-])C(=0)0C

7INC08439532 | 3.63 3.71 119.25 2 10 2 460.531 9 CC1=NC(=C)C([C@H]([C@H]1C(=0)OCC[NH+]2CC[NH+] (CC2)C)c3cccc(c3)[N+] (=0)[0-])C(=0)0C

7INC08439532_| 3.45 2.47 1273 2 10 2 460.531 9 CCI=NC(=C([C@H]([C@@H]1C(=0)OCC[NH+]2CC[NH+](CC2)C)c3ccce(c3)[N+](=0)[0-])C(=0)0C)C

7INC08439530 | 5.37 0.66 1274 1 6 0 483.593 7 Cclcec(ccl)C(=0)CSC2=NC(=C([C@H](C2C#N)c3ccco3)C(=0)Ncheeecc4C)C

ZINC08439530 | 4.99 0.77 -14.88 1 6 0 483593 7 Cclcec(ce1)C(=0)CSC2=C([C@@H](C(C(=N2)C)C(=0)Nc3cccec3C)checcod) CHN

ZINC08439530 | 4.99 2.61 14.76 1 6 0 483.593 7 Cclcec(ccl)C(=0)CSC2=C([C@@H] ([C@H](C(=N2)C)C(=0)Nc3ccccc3C)checcod) CHN

ZINC08439529 | 3.9 0.59 44.69 2 6 1 484.551 5 CC[C@H]1[C@H]2[C@@H](C(=0)N(C2=0)Cc3ccccc3)[C@@]4([NH2+] 1)c5cccce5N(C4=0)Cebeeecc6F

7INC08439528 | 3.45 2.32 12513 2 10 2 460.531 9 CC1=NC(=C([C@H](C1C(=0)0C)c2ccec(c2)[N+](=0)[0-])C(=0)OCC[NH+]3CC[NH+](CC3)C)C

7INC08439528 | 3.63 2.32 13117 2 10 2 460.531 9 CCI=NC(=C)C([C@@H](CIC(=0)0CC[NH+]2CC[NH+](CC2)C)c3cccc(cd)[N+](=0)[0-])C(=0)0C

7INC08439528 | 3.63 3.56 12898 2 10 2 460.531 9 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)OCC[NH+]2CC[NH+](CC2)C)c3ccee(c3)[N+](=0)[0-])C(=0)0C

7INC08439528 | 3.45 2.23 13262 2 10 2 460.531 9 CCI=NC(=C([C@@H]([C@@H]1C(=0)0CC[NH+]2CC[NH+](CC2)C)c3ccec(c3)[N+](=0)[0-])C(=0)0C)C

ZINC08439527 | 3.9 0.53 4119 2 6 1 484.551 5 CC[C@@H]1[C@H]2[C@@H](C(=0)N(C2=0)Cc3cccecd) [C@@]4([NH2+]1)c5ccccc5N(C4=0)CebeececbF,

7INC08439526 | 4.79 22 553 1 13 1 629.712 13 CCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0) OCC[NH+]2CCN(CC2)S(=0)(=0)c3ccc(ced)0C) chccee(c4)[N+] (=0)[0-]
7INC08439526 | 4.79 2.44 6071 1 13 1 629.712 13 CCOC(=0)C1=C(N=C(C([C@H]1cZccec(c2)[N+](=0)[0-])C(=0) OCC[NH+]3CCN(CC3)S(=0)(=0)c4ccc(cc4)0C)C)C
7INC08439526 | 4.97 351 61.65 1 13 1 629.712 13 CCOC(=0)C1[C@@H](C(C(=NC1=C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3ccc(ce3)0C) checee(c4)[N+](=0)[0-]
7INC08439523 | 4.79 224 584 1 13 1 629.712 13 CCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0) c3ccc(cc3)0C) checee(c4) [N+] (=0)[0-]
ZINC08439523 | 4.79 248 -63.68 1 13 1 629.712 13 CCOC(=0)C1=C(N=C(C([C@@H]1c2cccc(c2)[N+](=0)[0-])C(=0)OCC[NH+]3CCN(CC3)S(=0)(=0)c4cec(cc4)0C)C)C
7INC08439523 | 4.97 3.6 6416 1 13 1 629.712 13 CCOC(=0)C1[C@H](C(C(=NCI=C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3ccc(cc3)0C) checee(c4) [N+] (=0)[0-]
ZINC08439522 | 4.92 1231 27.82 3 7 0 519.026 7 CclceccelNC(=0)C2=C(NC(=C([C@H]2c3ccco3)C#N)SCC(=0)Nedcee(ccd)CI)C

7INC08439522 | 5.26 095 1534 2 7 0 519.026 7 CclcccccINC(=0)C2=C(N=C(C([C@H]2c3ccco3)C#N)SCC(=0)Neteee(cc4)Cl)C

ZINC08439522_| 5.44 -1.89 1571 2 7 0 519.026 7 CclcccecINC(=0)C2[C@@H](C(C(=NC2=C)SCC(=0)Nc3cec(cc3)Cl)CHN) ceccod

7INC08439521 | 7.48 174 14.58 0 5 0 464.631 8 CCCclc(nc(s1)N(c2cec(cc2)0C)C(=0)C3CCCCC3)checc(ccd)0C

ZINC08439520 | 5.16 0.59 3412 2 15 0 700.701 17 CCI=NC(=C([C@@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccec(c3)[N+](=0)[0-])C(=0) OCCOC(=0)c4ccc(cc4)NC(=0)C)C
ZINC08439520 | 5.34 0.59 3242 2 15 0 700.701 17 CC1=NC(=C)C([C@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ecce(c3)[N+](=0)[0-])C(=0)0CCOc4cec(cc4)NC(=0)C
ZINC08439520 | 5.34 1.94 37.62 2 15 0 700.701 17 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3cece(c3) [N+](=0)[0-])C(=0)OCCOcAccc(cc4)NC(=0)C
ZINC08439520 | 5.16 0.5 33.64 2 15 0 700.701 17 CC1=NC(=C([C@H]([C@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ccce(c3)[N+](=0)[0-])C(=0)OCCOcAccc(cc4)NC(=0)C)C
ZINC08439518 | 3.92 126 42.35 3 8 1 569.707 8 Cclcce(cc1)NC(=0)CN2c3cceec3[C@]4(C2=0)[C@H]5[C@@H] ([C@@H]([NH2+]4)CCSC)C(=0)N(C5=0)Ccbeeecct
7INC08439517 | 438 177 6611 1 12 1 599.686 11 Cclcec(cc1)S(=0)(=0)N2CC[NH+](CC2)CCOC(=0)C3[C@@H](C(=C(N=C3C)C)C(=0)0C)c4cccc(cd) [N+](=0)[0-]
7ZINC08439517 | 4.8 222 5608 1 12 1 599.686 11 Cclcec(ce1)S(=0) (=0)N2CC[NH+](CC2)CCOC(=0)C3=C(N=C(C([C@H]3ckccec(c4)[N+](=0)[0-])C(=0)0C)C)C
7INC08439517 | 4.99 3.09 -58.01 1 12 1 599.686 11 Cclcec(cc1)S(=0)(=0)N2CC[NH+](CC2)CCOC(=0)C3[C@@H](C(C(=NC3=C)C)C(=0)0C)c4cccc(c4)[N+](=0)[0-]
ZINC08439516 | 3.92 049 5596 3 8 1 569.707 8 Cclecc(cc1)NC(=0)CN2c3ccecc3[C@@]4(C2=0)[C@H]5[C@@H] ([C@@H]([NH2+]4)CCSC)C(=0)N(C5=0)Ccbeceech
7INC08439515 | 4.92 1192 3323 3 7 0 519.026 7 CclcccccINC(=0)C2=C(NC(=C([C@@H]2c3ccco3)C#N)SCC(=0)Nedecc(ccd)CI)C

ZINC08439515 | 5.26 129 167 2 7 0 519.026 7 CcleccceINC(=0)C2=C(N=C(C([C@@H]2c3ccco3)CH#N)SCC(=0)Nceee(ccd)C)C

ZINC08439515_| 5.44 216 1644 2 7 0 519.026 7 CclcccccINC(=0)C2[C@H](C(C(=NC2=C)SCC(=0)Nc3ccc(cc3)CICHN) chcccod

7ZINC08439513 | 4.8 177 -60.04 1 12 1 599.686 11 Cclcec(cc1)S(=0)(=0)N2CC[NH+](CC2)CCOC(=0)C3[C@H](C(=C(N=C3C)C)C(=0)0C)chcccc(c4)[N+](=0)[0-]
7INC08439513 | 438 2.09 -55.82 1 12 1 599.686 11 Cclcec(cc1)S(=0)(=0)N2CC[NH+](CC2)CCOC(=0)C3=C(N=C(C([C@@H]3c4cccc(cH)[N+](=0)[0-])C(=0)0C)C)C
7ZINC08439513 | 4.99 -3.03 -59.08 1 12 1 599.686 11 Cclcee(cc1)S(=0)(=0)N2CC[NH+](CC2)CCOC(=0)C3[C@H](C(C(=NC3=C)C)C(=0)0C)checce(c4)[N+](=0)[0-]
ZINC08439511 | 5.66 138 -30.09 3 15 0 686.674 16 CC1=NC(=C([C@@H](C1C(=0)0CCNC(=0)c2ccccc20)c3ccec(c3) [N+](=0)[0-])C(=0)OCCOC(=0) c4ccc(cc4)NC(=0)C)C
ZINC08439511 | 5.84 ~0.02 3227 3 15 0 686.674 16 CCI=NC(=C)C([C@H]([C@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3cece(c3) [N+](=0)[0-])C(=0)OCCNC (=0) chcccecdO
7INC08439511 | 5.66 131 3094 3 15 0 686.674 16 CC1=NC(=C([C@H]([C@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ccce(c3)[N+](=0)[0-])C(=0)OCCNC(=0)c4ccccc40)C
7ZINC00643347 | 5.99 13.19 13.67 1 5 0 446,934 5 Cclecc(ccl)NC(=0)Ce2e(n(c3c2ec(ce3)0C)C(=0)checc(cc4)CINC

ZINC08439509 | 5.66 131 3348 3 15 0 686.674 16 CC1=NC(=C([C@H](C1C(=0)OCCNC(=0)c2ccccc20)c3eccc(c3)[N+](=0)[0-])C(=0) OCCOC(=0)chccc(cc)NC(=0)C)C
ZINC08439509 | 5.84 131 3067 3 15 0 686.674 16 CCI=NC(=C)C([C@@H](C1C(=0)0CCOC(=0)c2cec(cc2)NC(=0)C)c3cecc(c3) [N+](=0)[0-])C(=0)OCCNC(=0)ckcccecd0
ZINC08439509 | 5.84 0 3476 3 15 0 686.674 16 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ccce(c3)[N+](=0)[0-])C(=0) OCCNC(=0)chcccccdO
ZINC08439509 | 5.66 14 3092 3 15 0 686.674 16 CCI=NC(=C([C@@H]([C@@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ccce(c3) [N+](=0)[0-])C(=0) OCCNC(=0)chccccc0)C
ZINC02170682 7.89 2.88 -9.47 0 3 0 461.03 6 CCclc(nc(s1)N(c2cec(cc2C)C)C(=0)Cc3cccce3)c4ccc(cc4)Cl

7INC08439508 | 5.17 4.93 2952 4 14 0 644.637 14 CCI=NC(=C([C@@H](C1C(=0)OCCNC(=0)c2cce(cc2)0)c3ccec(c3)[N+](=0)[0-]) C(=0) OCCNC(=0)cdecccc40)C
ZINC08439508 | 5.35 494 28.1 4 14 0 644.637 14 CC1=NC(=C)C([C@H](C1C(=0)OCCNC(=0)c2ccccc20)c3ccce(c3)[N+](=0)[0-]) C(=0) OCCNC(=0)c4ccc(cc4)0
7ZINC08439508 | 5.35 3.65 3353 4 14 0 644.637 14 CC1=NC(=C)C([C@H]([C@H]1C(=0)OCCNC(=0)c2cccec20)c3ccec(c3) [N+] (=0)[0-])C(=0)OCCNC(=0)chccc(cc4)O
7INC08439508 | 5.17 5.04 29.15 4 14 0 644.637 14 CC1=NC(=C([C@H]([C@H]1C(=0)0OCCNC(=0)c2ccccc20)c3ccce(c3)[N+](=0)[0-])C(=0) OCCNC(=0)cdcec(cc4)0)C
7INC02170679 | 7.02 2.23 1542 0 4 0 463.002 7 Cclc(nc(s1)N(c2ccccc2Cl)C(=0)CCe3cccce3)checc(ccd)0C

ZINC02170675 | 8.86 1.98 -8.3 0 3 0 515.893 7 CCclc(nc(s1)N(c2cec(cc2Cl)Cl)C(=0)CCc3ccecc3)c4ccc(cc4)Cl

7ZINC08439505 | 4.35 197 24.19 1 12 0 537.525 12 CCI=NC(=C([C@@H](C1C(=0)0C)c2ccec(c2)[N+](=0)[0-])C(=0)0CCOC(=0)c3cce(cc3)NC(=0)C)C

ZINC08439505 | 4.53 1.89 2253 1 12 0 537.525 12 CC1=NC(=C)C([C@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3cccc(c3) [N+](=0)[0-])C(=0)0C

ZINC08439505 | 4.53 3.28 2674 1 12 0 537.525 12 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3cece(c3) [N+](=0)[0-])C(=0)0C

ZINC00643346 | 4.59 1.05 -15.65 2 5 0 416.811 5 COclccee(c1)C(=0)Nc2ccec(c2)NC(=0)c3cc(c(cc3CI)F)F

7INC08439504 | 4.35 1.89 2034 1 12 0 537.525 12 CCI=NC(=C([C@H](C1C(=0)0C)c2ccec(c2)[N+](=0)[0-])C(=0)OCCOC(=0)c3ccc(cc3)NC(=0)C)C

7INC08439504 | 4.53 1.86 2058 1 12 0 537.525 12 CC1=NC(=C)C([C@@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3cece(c3)[N+](=0)[0-])C(=0)0C

7ZINC08439504 | 4.53 314 2359 1 12 0 537.525 12 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3cece(c3)[N+](=0)[0-])C(=0)0C
ZINC08439504 | 4.35 18 2146 1 12 0 537.525 12 CC1=NC(=C([C@@H]([C@@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ccee(c3)[N+](=0)[0-])C(=0)0C)C




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08439503 | 6.13 13.77 -21.73 1 5 0 445559 7 CCOclccee(c1)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)OCchccceed)C

7ZINC08439503 | 6.25 0.04 93 0 5 0 445559 7 CCOclceec(c1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CcAcccec4)C)(C)C

ZINC02170668 | 6.61 6.79 -4.82 0 2 0 429.404 3 Cclcee2c(c1)[C@H](CC(N2C(=0)c3cc(cc(c3)C(F) (F)F)C(F) (F)F)(C)C)C

7ZINC08439502 | 4.72 047 242 1 13 0 607.616 14 CC1=NC(=C([C@@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3cccc(c3)[N+](=0)[0-])C(=0)OC[C@H]4CCCO4)C
ZINC08439502 | 4.91 0.48 21.53 1 13 0 607.616 14 CC1=NC(=C)C([C@H](C1C(=0)OC[C@H]2CCCO2)c3cccc(c3)[N+](=0)[0-])C(=0)0CCOC(=0)chccc(ccA)NC(=0)C
7ZINC08439502 | 4.91 186 26,98 1 13 0 607.616 14 CC1=NC(=C)C([C@H]([C@H]1C(=0)OC[C@H]2CCCOZ)c3cccc(c3) [N+](=0)[0-])C(=0)0CCOC(=0)cAcce(cc4)NC(=0)C
ZINC08439502 | 4.72 0.44 22.01 1 13 0 607.616 14 CC1=NC(=C([C@H]([C@@H] 1C(=0)0C[C@H]2CCCO2)c3ccec(c3)[N+] (=0)[0-])C(=0)OCCOC(=0)cdecc(cc4)NC(=0)C)C
7INC02170670 | 6.61 6.82 -4.84 0 2 0 429404 3 Cclcec2c(c1)[C@@H](CC(N2C(=0)cBec(cc(c3)C(F) (F)F)C(F)(F)F)(C)C)C

ZINC08439501 | 4.72 032 22.83 1 13 0 607.616 14 CC1=NC(=C([C@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ccee(c3)[N+](=0)[0-])C(=0)OC[C@H]4CCCO4)C
7ZINC08439501 | 4.91 035 21.78 1 13 0 607.616 14 CC1=NC(=C)C([C@@H](C1C(=0)OC[C@H]2CCCO2)c3ccec(c3)[N+](=0)[0-])C(=0)0CCOC(=0)cAecc(cc4)NC(=0)C
ZINC08439501 | 4.91 173 -31.09 1 13 0 607.616 14 CC1=NC(=C)C([C@@H]([C@@H] 1C(=0)OC[C@H]2CCCO2)c3ccec(c3)[N+](=0)[0-])C(=0) OCCOC(=0)chccc(cc4)NC(=0)C
7ZINC08439501 | 4.72 0.4 21.79 1 13 0 607.616 14 CC1=NC(=C([C@@H]([C@H]1C(=0)0C[C@H]2CCCO2)c3ccee(c3)[N+] (=0)[0-])C(=0)OCCOC(=0) checc(cc4)NC(=0)C)C
ZINC08439500 | 6.13 13.76 21.68 1 5 0 445,559 7 CCOclecce(c)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)OCchcceccd)C

ZINC08439500 | 6.25 0.1 -8.59 0 5 0 445559 7 CCOclceec(c1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0Cc4ccccc4)C)(C)C

ZINC00969336 | 5.7 -0.23 -6.88 0 ) 0 448371 4 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)CNCI)C(=0)C[C@@H] (C2)chccest

7ZINC00969336_| 5.88 0 -7.63 0 4 0 448371 4 COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cecs3)cAece(c(c4)CI)CI

ZINC00969336 | 5.88 122 -13.48 0 ) 0 448371 ) COC(=0)C1|C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)chece(c(c)CI)CI

ZINC00969336 | 5.7 012 9.05 0 4 0 448371 4 CC1=C([C@H]([C@H]2C(=N1)C[C@H](CC2=0)c3cccs3)ceec(c(c4)CNCI)C(=0)0C

ZINC00969337 | 5.7 -0.23 7.01 0 ) 0 448371 4 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)C)CI)C(=0)C[C@@H] (C2)ctccest

ZINC00969337 | 5.88 -0.24 -7.99 0 4 0 448371 4 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cecs3)chece(c(c4)CI)CI

ZINC00969337 | 5.88 0.99 -7.38 0 ) 0 448371 4 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)chece(c(cA)CI)CI

ZINC00969337 | 5.7 -0.18 9.19 0 4 0 448371 4 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cces3)chece(c(c4)CCI)C(=0)0C

7ZINC00969338 | 5.7 032 7.37 0 ) 0 448371 4 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccc(c(c3)CCI)C(=0)C[C@H] (C2)chcccs

7ZINC00969338 | 5.88 -0.23 7.64 0 4 0 448371 4 COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdece(c(c4)CI)CL

ZINC00969338 | 5.88 0.98 731 0 4 0 448371 4 COC(=0)C1|C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cecc(c(c4)CI)CL

ZINC00969338 | 5.7 011 9.02 0 4 0 448371 4 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)checc(c(c4)CHCI)C(=0)0C

ZINC00969339 | 5.7 -0.23 -6.86 0 ) 0 448371 4 CC1=NC2=C([C@H](C1C(=0)0C)c3cce(c(c3)CI)CDC(=0)C[C@H](C2)checest

ZINC00969339 | 5.88 017 -8.15 0 4 0 448371 4 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)céecc(c(c4)CI)CI

ZINC00969339 | 5.88 125 -12.89 0 ) 0 448371 ) COC(=0)C1|C@@H] ([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cecc(c(c4)CI)CL

ZINC00969339 | 5.7 -0.29 9.62 0 4 0 448371 4 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)checc(c(c4)CHCI)C(=0)0C

ZINC04113089 | 3.87 03 51.72 0 9 1 469.495 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ce(c(c(c3)0C)[0-])[N+](=0)[0-])C(=0)C[C@@H](C2) chccesd

ZINC04113089 | 4.05 -0.24 -53.07 0 9 1 469.495 6 COcTec(cc(c1[0-])[N+](=0)[0-)) [C@H]2C3C(=NC(=C)C2C(=0)0C) C[C@H](CC3=0)ckeccs4

ZINC04113089 | 4.05 1.09 54.64 0 9 1 469495 6 COclec(cc(c1[0-])[N+](=0)[0-]) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)OC)C[C@H](CC3=0)chccesd

7ZINC04113089 | 3.87 -0.36 -56.02 0 9 1 469495 6 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)cec(c(c(c4)0C)[0-])[N+](=0)[0-])C(=0)0C
ZINC08439499 | 4.86 -0.09 -50.94 2 6 1 562.715 7 CSCC[C@H]1[C@H]2[C@@H](C(=0)N(C2=0)Cc3cccee3)[C@@]4([NH2+] 1)c5ccece5N(C4=0)Cebecee7cbecec?
7ZINC04113088 | 3.87 0.4 54.64 0 9 1 469.495 6 CC1=NC2=C([C@H](C1C(=0)0C)c3cc(c(c(c3)0C)[0-])[N+](=0)[0-])C(=0)C[C@@H](C2) cAcccsd

ZINC04113088 | 4.05 03 -53.46 0 9 1 469.495 6 COclec(cc(c1[0-])[N+](=0)[0-]) [C@@H]2C3C(=NC(=C)C2C(=0)OC)C[C@H](CC3=0)chccesd

ZINC04113088 | 4.05 101 -62.41 0 9 1 469495 6 COclec(cc(c1[0-])[N+](=0)[0-]) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)OC)C[C@H](CC3=0) cdccesd

7ZINC04113088 | 3.87 -0.26 54.15 0 9 1 469.495 6 CC1=C(|C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cces3)cec(c(c(c4)0C)[0-]) [N+](=0)[0-])C(=0)0C
7ZINC04113087 | 3.87 -0.29 -52.25 0 9 1 469495 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3cc(c(c(c3)0C)[0-])[N+](=0)[0-])C(=0)C[C@H](C2) chccest

ZINC04113087 | 4.05 014 51.61 0 9 1 469.495 6 COclec(ce(c1[0-])[N+](=0)[0-]) [C@H]2C3C(=NC(=C)C2C(=0)0C)C[C@@H](CC3=0)chccesd

ZINC04113087 | 4.05 116 58.71 0 9 1 469495 6 COctcc(ce(c1[0-])[N+](=0)[0-]) [C@H]2[C@@H]3C(=NC(=C)C2C(=0)OC)C[C@@H](CC3=0) cccesh

7ZINC04113087 | 3.87 -0.26 -53.87 0 9 1 469495 6 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)cdec(c(c(c4)0C)[0-])[N+] (=0)[0-])C(=0)0C
7ZINC04113086_| 3.87 03 51.44 0 9 1 469.495 6 CC1=NC2=C([C@H](C1C(=0)0C)c3cc(c(c(c3)0C)[0-])[N+](=0)[0-])C(=0) C[C@H](C2)chccesd

ZINC04113086 | 4.05 -0.24 5314 0 9 1 469.495 6 COclec(ce(c1[0-])[N+](=0)[0-]) [C@@H]2C3C(=NC(=C)C2C(=0)0C)C[C@@H] (CC3=0)chccesd
7ZINC04113086_|_4.05 118 -59.82 0 9 1 469495 6 COclec(cc(c1[0-])[N+](=0)[0-]) [C@@H]2[C@H]3C(=NC(=C)C2C(=0)OC)C[C@@H](CC3=0)cdccesd

ZINC04113086 | 3.87 036 -55.58 0 9 1 469.495 6 CC1=C([C@@H]([C@H] 2C(=N1)C[C@@H](CC2=0)c3cces3)cdec(c(c(c4)0C)[0-]) [N+](=0)[0-])C(=0)0C
7ZINC08439498 | 4.72 035 2342 1 13 0 607.616 14 CC1=NC(=C([C@@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ceec(c3)[N+](=0)[0-])C(=0) OC[C@@H]4CCCO4)C
7ZINC08439498 | 4.91 0.28 22.95 1 13 0 607.616 14 CC1=NC(=C)C([C@H](C1C(=0)OC[C@@H]2CCCO2)c3cccc(c3)[N+](=0)[0-]) C(=0)OCCOC(=0)cdcecc(cc4)NC(=0)C
7INC08439498 | 4.91 169 26.02 1 13 0 607.616 14 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3ccce(c3)[N+] (=0)[0-]) C(=0)0CCOC(=0)céecc(cc4)NC(=0)C
7ZINC08439498 | 4.72 032 -22.96 1 13 0 607.616 14 CC1=NC(=C([C@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3cccc(c3)[N+](=0)[0-])C(=0)OCCOC(=0)cecc(cc4)NC(=0)C)C
7INC08439497 | 4.86 0.29 -50.16 2 6 1 562.715 7 CSCCIC@@H]1[C@H]2[C@@H](C(=0)N(C2=0)CcBccccc3)[C@@]4([NH2+] 1)c5ccece5N(C4=0)CebececT cbeece?
ZINC08439495 | 4.72 0.24 21.67 1 13 0 607.616 14 CC1=NC(=C([C@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ccee(c3)[N+](=0)[0-])C(=0)OC[C@@H]4CCCO4)C
7ZINC08439495 | 4.91 0.27 20.67 1 13 0 607.616 14 CC1=NC(=C)C([C@@H](C1C(=0)0C[C@@H]2CCCO2)c3ccce(c3)[N+](=0)[0-])C(=0)OCCOC(=0)céecc(cc4)NC(=0)C
ZINC08439495 | 4.91 142 21.92 1 13 0 607.616 14 CC1=NC(=C)C([C@@H]([C@@H] 1C(=0)0C[C@@H]2CCC02)c3cccc(c3)[N+](=0)[0-])C(=0)0CCOC(=0)chcce(cc)NC(=0)C
7ZINC08439495 | 4.72 032 21.07 1 13 0 607.616 14 CC1=NC(=C([C@@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3cecc(c3)[N+](=0)[0-])C(=0)0CCOC(=0) c4ccc(cch)NC(=0)C)C
7ZINC08439494 | 5.31 -0.21 -8.64 0 ) 0 452348 5 CC1=NC2=C([C@@H](C1C(=0)0Cc3cccce3)checcccdBr)C(=0)CCC2

7ZINC08439494 | 5.49 015 956 0 4 0 452.348 5 C=C1C([C@H](C2C(=N1)CCCC2=0)c3cccec3Br)C(=0)0Cc4cccccd

ZINC08439494 | 5.49 118 -10.69 0 ) 0 452348 5 C=C1C(|C@H]([C@@H]2C(=N1)CCCC2=0)c3cccee3Br)C(=0)OCchcccecd

7INC08439494 | 5.31 -0.27 -12.23 0 4 0 452348 5 CC1=C([C@H]([C@@H]2C(=N1)CCCC2=0)c3cccec3Br)C(=0)0CcAcceccd

7ZINC08439493 | 5.78 2.93 -63.83 2 13 1 671.727 17 CC1=NC(=C([C@@H](C1C(=0)0CC[NH+](C)Cc2cccce2)c3ceec(c3)[N+] (=0)[0-])C(=0)0CCOC(=0)cheec(cch)NC(=0)C)C
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ZINC08439493 | 5.96 3.05 -57.23 2 13 1 671.727 17 CC1=NC(=C)C([C@H](C1C(=0)0CCOC(=0)c2cce(cc2)NC(=0)C)c3ccce(c3)[N+] (=0)[0-])C(=0) OCC[NH+] (C) Cedeccecd
7ZINC08439493 | 5.96 4.28 -65 2 13 1 671.727 17 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CCOC(=0)c2cce(cc2)NC(=0)C)c3ceec(c3)[N+] (=0)[0-])C(=0)OCC[NH+](C)Ceheccecd
7ZINC08439493 | 5.78 2.79 57.11 2 13 1 671.727 17 CC1=NC(=C([C@H]([C@@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ecee(c3)[N+](=0)[0-])C(=0) OCC[NH+] (C) Ceeccecd)C
7INC08439492 | 5.78 2.87 -55.72 2 13 1 671.727 17 CC1=NC(=C([C@H](C1C(=0)OCC[NH+](C)Cc2cccec2)c3ecec(c3)[N+](=0)[0-])C(=0)0CCOC(=0)checc(cc4)NC(=0)C)C
ZINC08439492 | 5.96 2.95 -53.96 2 13 1 671.727 17 CC1=NC(=C)C([C@@H](C1C(=0)0CCOC(=0)c2cec(cc2)NC(=0)C)c3ccee(c3)[N+] (=0)[0-])C(=0)OCC[NH+] (C) Cedeccecd
7ZINC08439492 | 5.96 4.08 -55.49 2 13 1 671.727 17 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0CCOC(=0)c2ccc(ccZ)NC(=0)C)c3cccc(c3)[N+](=0)[0-])C(=0)OCC[NH+](C)Ccéecceck
7ZINC08439492 | 5.78 2.8 51.87 2 13 1 671.727 17 CC1=NC(=C([C@@H](|[C@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ecee(c3)[N+](=0)[0-]) C(=0) OCC[NH+](C)Ceeccecd)C
ZINC00643341 |45 -1.96 -18.64 1 5 0 448,997 9 COclecc(cc10C)CCNC(=0)CSe2ne(cs2)c3ecc(ce3)Cl

7ZINC08439491 | 4.41 -3.74 24.21 3 14 0 629.626 14 CC1=NC(=C([C@@H](C1C(=0)0CCNC(=0)c2ccenc2)c3ccec(c3)[N+](=0)[0-])C(=0)OCCNC(=0)cdeccecd0)C

7ZINC08439491 | 4.59 368 2221 3 14 0 629.626 14 CC1=NC(=C)C([C@H](C1C(=0)OCCNC(=0)c2cccec20)c3ccec(c3)[N+](=0)[0-]) C(=0)OCCNC(=0) cecenck

ZINC08439491 | 4.59 25 27.94 3 14 0 629.626 14 CC1=NC(=C)C([C@H]([C@H]1C(=0)OCCNC(=0)c2ccecc20)c3cecc(c3)[N+](=0)[0-]) C(=0) OCCNC(=0) cecencd
7ZINC08439491 | 4.41 -394 22.95 3 14 0 629.626 14 CC1=NC(=C([C@H]([C@H]1C(=0)OCCNC(=0)c2ccccc20)c3ecce(c3)[N+](=0)[0-]) C(=0)OCCNC(=0)céccenca)C
ZINC00643337 | 4.57 15 -12.65 1 6 0 443.594 6 CCOcleecccINC(=0)CSc2nc3e(céc(s3)C[C@H] (CC4)C)c(=0)n2C

7ZINC08439490 | 5.31 0.2 -8.68 0 4 0 452348 5 CC1=NC2=C([C@H](CIC(=0)0Cc3cccce3)chececcBr)C(=0)CCC2

ZINC08439490 | 5.49 038 9.18 0 4 0 452348 5 C=CIC([C@@H](C2C(=N1)CCCC2=0)c3cccce3Br)C(=0)0CcAccccck

7ZINC08439490 | 5.49 101 -15.95 0 4 0 452348 5 C=C1C([C@@H]([C@H]2C(=N1)CCCC2=0)c3cccec3Br)C(=0)0Cc4cceccd

ZINC08439490 | 5.31 -0.03 12.21 0 ) 0 452348 5 CC1=C(|C@@H]([C@@H]2C(=N1)CCCC2=0)c3ccece3Br)C(=0)OCchcccecd

7ZINC08439489 | 4.41 367 -28.05 3 14 0 629.626 14 CC1=NC(=C([C@H](C1C(=0)OCCNC(=0)c2ccenc2)c3ecec(c3)[N+](=0)[0-])C(=0)OCCNC(=0)ceccec40)C

ZINC08439489 | 4.59 351 -26.66 3 14 0 629.626 14 CC1=NC(=C)C([C@@H](C1C(=0)OCCNC(=0)c2ccecc20)c3ccec(c3)[N+](=0)[0-])C(=0) OCCNC(=0) cecencd

7ZINC08439489 | 4.59 216 -39.94 3 14 0 629.626 14 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)OCCNC(=0)c2cccec20)c3ccec(c3)[N+](=0)[0-])C(=0) OCCNC(=0)ckecencd
ZINC08439489 | 4.41 -3.76 -27.95 3 14 0 629.626 14 CC1=NC(=C([C@@H]([C@H]1C(=0)OCCNC(=0)c2ccecc20)c3ccce(c3)[N+] (=0)[0-])C(=0) OCCNC(=0)cdccencd)C
ZINC00643339 | 4.57 15 -12.68 1 6 0 443.594 6 CCOclccccc1NC(=0)CSc2ne3e(cée(s3)C[C@@H](CC4)C)c(=0)n2C

7ZINC08439487 | 6.14 -4.09 2641 ) 14 0 644.637 14 CC1=NC(=C([C@H](C1C(=0)OCCNC(=0)c2ccccc20)c3eecc(c3)[N+](=0)[0-])C(=0)OCCNC(=0)cececcd0)C

7INC08439487 | 6.32 412 -25.49 4 14 0 644.637 14 CC1=NC(=C)C([C@@H](C1C(=0)OCCNC(=0)c2ceccc20)c3ecce(c3) [N+](=0)[0-])C(=0)OCCNC(=0)céeccccd0
ZINC08439487 | 6.32 -2.62 -32.15 ) 14 0 644.637 14 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)OCCNC(=0)c2ccccc20)c3ccce(c3)[N+](=0)[0-])C(=0) OCCNC(=0) chcccccdO
7INC08439487 | 6.14 425 -25.52 4 14 0 644.637 14 CC1=NC(=C([C@@H]([C@@H]1C(=0)0CCNC(=0)c2cccec20)c3ccec(c3) [N+](=0)[0-])C(=0)OCCNC(=0) ceccec40)C
ZINC08439486 | 5.18 172 -33.04 2 16 0 728711 18 CC1=NC(=C([C@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ecec(cd)[N+] (=0)[0-])C(=0) OCCOC(=0)checc(cc)NC(=0)C)C
7ZINC08439486_| 5.36 171 -31.89 2 16 0 728711 18 CC1=NC(=C)C([C@@H](C1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ecee(c3) [N+](=0) [0-])C(=0)O0CCOC(=0)checc(cc4)NC(=0)C
ZINC08439486 | 5.36 3.22 -39.65 2 16 0 728711 18 CC1=NC(=C)C([C@@H]([C@@H] 1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3eccc(c3)[N+](=0)[0-])C(=0)0CCOC(=0) chccc(cch)NC(=0)C
7INC08439486_| 5.18 159 -32.49 2 16 0 728711 18 CC1=NC(=C([C@@H]([C@@H]1C(=0)0CCOC(=0)c2ccc(cc2)NC(=0)C)c3ecee(c3)[N+](=0)[0-])C(=0)0CCOC(=0) ccce(cc4)NC(=0)C)C
7ZINC08439484 | 3.86 -1.66 20.21 2 11 0 495.488 10 CC1=NC(=C([C@@H](C1C(=0)0C)c2ccec(c2) [N+](=0)[0-])C(=0)OCCNC(=0)c3ccc(cc3)0)C

7ZINC08439484 | 4.05 155 -20.28 2 11 0 495488 10 CC1=NC(=C)C([C@H](C1C(=0)OCCNC(=0)c2ccc(cc2)0)c3ccec(c3)[N+] (=0)[0-])C(=0)OC

ZINC08439484 | 4.05 038 2145 2 11 0 495.488 10 CC1=NC(=C)C([C@H]([C@H]1C(=0)OCCNC(=0)c2cce(cc2)0)c3cecc(c3)[N+] (=0)[0-]) C(=0)0C

7INC08439484 | 3.86 161 222 2 11 0 495488 10 CC1=NC(=C([C@H]([C@@H] 1C(=0)OCCNC(=0)c2cce(ce2)0)c3ecce(c3)[N+](=0)[0-])C(=0)0C)C

7ZINC08439483 | 6.04 0.23 -10.18 0 5 0 485.605 7 CC1=NC2=C([C@@H](C1C(=0)0C)c3cccc(c3)0CcAcccecd)C(=0)C[C@@H](C2)c5cces5

7INC08439483 | 6.23 0.29 -10.64 0 5 0 485.605 7 COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cccs3)chccec(c4)OCc5eccecs

7ZINC08439483 | 6.23 1.62 12.42 0 5 0 485.605 7 COC(=0)C1|C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)cdecee(cA)OCc5eceecs

7INC08439483 | 6.04 0.17 12,67 0 5 0 485.605 7 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)cecec(c4)0Cc5ccecc5)C(=0)0C

ZINC02170649 | 6.8 19 9.46 0 4 0 435376 6 CCcle(nc(s1)N(c2ccc(cc2ChCNC(=0)CC)c3ecc(ce3)0C

7INC08439482 | 3.86 177 -16.9 2 11 0 495488 10 CC1=NC(=C([C@H](C1C(=0)0C)c2cccc(c2)[N+](=0)[0-])C(=0)OCCNC(=0)c3ccc(cc3)0)C

ZINC08439482 | 4.05 -1.83 -17.62 2 11 0 495.488 10 CC1=NC(=C)C([C@@H](C1C(=0)OCCNC(=0)c2ccc(cc2)0)c3ccce(c3)[N+](=0)[0-])C(=0)0C

7INC08439482 | 4.05 -0.28 -24.05 2 11 0 495488 10 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)OCCNC(=0)c2cce(ce2)0)c3cecc(c3)[N+](=0)[0-])C(=0)0C

ZINC08439482 | 3.86 178 1811 2 11 0 495.488 10 CC1=NC(=C([C@@H]([C@H]1C(=0)OCCNC(=0)c2cce(ce2)0)c3ecee(c3)[N+](=0)[0-])C(=0)0C)C

7ZINC02170646_| 5.82 313 11.37 1 5 0 459.681 5 C1CCC(CC1)NC(=0)CSc2nc3c(céc(s3)CCCC4)c(=0)n2C5CCCCCs

ZINC02170635 | 7.97 1698 -12.53 1 5 0 545.774 8 CCclcccccINC(=0)CSc2ne3c(c4c(s3)C[C@H] (CC4)C(C)(C)C)c(=0)n2Cc5eceecs

7ZINC08439481 | 4.71 -0.61 2419 1 12 0 579.606 13 CC1=NC(=C([C@@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)e3ccec(c3)[N+](=0)[0-])C(=0)OC[C@H]4CCCO4)C

ZINC08439481 | 4.89 -0.52 21.58 1 12 0 579.606 13 CC1=NC(=C)C([C@H](C1C(=0)OC[C@H]2CCCO2)c3ccce(c3)[N+](=0)[0-])C(=0)0CCOc4cce(cch)NC(=0)C

7ZINC08439481 | 4.89 0.87 2751 1 12 0 579.606 13 CC1=NC(=C)C([C@H]([C@H]1C(=0)OC[C@H]2CCCOZ)c3ccce(c3)[N+](=0)[0-])C(=0)0CCOc4ccc(cc4)NC(=0)C
ZINC08439481 | 4.71 -0.57 22.68 1 12 0 579.606 13 CC1=NC(=C([C@H]([C@@H]1C(=0)0C[C@H]2CCCO2)c3ccec(c3)[N+] (=0)[0-])C(=0)OCCOchccc(cc4)NC(=0)C)C
7ZINC08439480 | 4.71 -0.72 2271 1 12 0 579.606 13 CC1=NC(=C([C@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccee(c3) [N+](=0)[0-])C(=0)OC[C@H]4CCCO4)C

ZINC08439480 | 4.71 -0.74 22.16 1 12 0 579.606 13 CC1=NC(=C([C@@H]([C@@H]1C(=0)OC[C@H]2CCCO2)c3ccec(c3)[N+](=0)[0-])C(=0)0CCOc4ccc(cch)NC(=0)C)C
7ZINC08439479 | 6.04 0.23 103 0 5 0 485.605 7 CC1=NC2=C([C@H](C1C(=0)0C)c3ccee(c3)0CcAcceec4)C(=0)C[C@@H](C2)c5ecesS

ZINC08439479 | 6.23 0.4 -10.67 0 5 0 485.605 7 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)cdecee(c)OCc5eceecs

7ZINC08439479 | 6.23 171 -19.68 0 5 0 485.605 7 COC(=0)C1|C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)cdecee(cA)OCc5eceecs

7ZINC08439479 | 6.04 0.28 -12.58 0 5 0 485.605 7 CC1=C(|C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cces3)checec(c4)0Cc5eccee5)C(=0)0C

7ZINC02170638 | 7.97 056 -11.86 1 5 0 545.774 8 CCelececcINC(=0)CSc2ne3e(ce(s3)C[C@@H](CCA)C(C) (C)C)e(=0)n2Ccbeceecs

7ZINC08439478 | 4.71 -0.52 24.16 1 12 0 579.606 13 CC1=NC(=C([C@@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccee(c3)[N+](=0)[0-])C(=0) OC[C@@H] 4CCCO4)C
7INC08439478 | 4.89 042 214 1 12 0 579.606 13 CC1=NC(=C)C([C@H](C1C(=0)OC[C@@H]2CCCO2)c3ccce(c3)[N+](=0)[0-]) C(=0)OCCOcAccc(cc)NC(=0)C

7ZINC08439478 | 4.71 -0.46 22.16 1 12 0 579.606 13 CC1=NC(=C([C@H]([C@@H]1C(=0)0C[C@@H]2CCCO2)c3ccec(c3)[N+] (=0)[0-])C(=0)0CCOcAccc(ccd)NC(=0)C)C
7INC02170633 | 7.28 16 -8.54 0 3 0 44341 6 CCCC(=0)N(clccc(cel)Br)e2ne(c(s2)CC)c3ecc(ce3)C

7ZINC08439477 | 5.9 093 -47.8 2 6 1 537.039 4 CC[C@H] 1[C@H]2[C@@H](C(=0)N(C2=0)c3cccc(c3)Cl) [C@@]4([NH2+] 1)c5ececc5N(C4=0) Cebecee7 cbecee?
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7INC08439476 | 4.71 -0.71 -21.15 1 12 0 579.606 CC1=NC(=C([C@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccec(c3)[N+] (=0)[0-])C(=0)0C[C@@H]4CCCO4)C
7INC08439476 | 4.89 -0.68 2004 1 12 0 579.606 CCI=NC(=C)C([C@@H](C1C(=0)0C[C@@H]2CCCO2)c3ccec(c3)[N+](=0)[0-])C(=0)0CCOC4ccc(cc4)NC(=0)C
7INC08439476 | 4.89 0.47 2148 1 12 0 579.606 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@@H]2CCCO2)c3cccc(c3)[N+](=0)[0-])C(=0)0CCOc4ccc(cc4)NC(=0)C
7INC08439476 | 4.71 063 2034 1 12 0 579.606 CCI=NC(=C([C@@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3ccee(c3)[N+](=0)[0-])C(=0)0CCOc4ccc(cc4)NC(=0)C)C
ZINC08439475 | 6.04 0.15 1043 0 5 0 485.605 CC1=NC2=C([C@@H](C1C(=0)0C)c3cccc(c3)0Cc4ccccc)C(=0)C[C@H](C2)c5ecess

7INC08439475 | 6.23 03 1054 0 5 0 485.605 COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)chccec(c4)0Cc5cecec

ZINC08439475 | 6.23 156 114 0 5 0 485.605 COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chccec(c4)0Cc5eeeees

ZINC08439475 | 6.04 0.43 1221 0 5 0 485.605 CC1=C([C@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)checce(c4)0Cc5eecec5)C(=0)0C

ZINC08439474 | 59 0.52 5113 2 6 1 537.039 CC[C@@H]1[C@H]2[C@@H](C(=0)N(C2=0)c3cccc(c3)Cl) [C@@]4([NH2+]1)c5ceccc5N(C4=0) Cebeeec cbeeee?
7INC08439473 | 4.78 18 1674 2 11 0 515.544 CCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0)OCCNC(=0)c2ccccc20)c3cec(s3) [N+](=0)[0-]

7INC08439473 | 4.78 22 19.71 2 11 0 515.544 CCOC(=0)C1=C(N=C(C([C@H]1c2ccc(s2)[N+](=0)[0-])C(=0)OCCNC(=0)c3ccccc30)C)C

7INC08439473 | 4.96 316 -19.01 2 11 0 515.544 CCOC(=0)C1[C@@H](C(C(=NC1=C)C)C(=0)OCCNC(=0)c2ccccc20)c3cec(s3)[N+](=0)[0]

7INC08439471 | 4.78 197 14.84 2 11 0 515.544 CCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)OCCNC(=0)c2ccccc20)c3ecc(s3)[N+](=0)[0-]

7INC08439471 | 4.78 221 1643 2 11 0 515.544 CCOC(=0)C1=C(N=C(C([C@@H]1c2ccc(s2)[N+](=0)[0-])C(=0)OCCNC(=0)c3ccccc30)C)C

7INC08439471 | 4.96 332 1645 2 11 0 515.544 CCOC(=0)C1[C@H](C(C(=NC1=C)C)C(=0)OCCNC(=0)c2ccccc20)c3ccc(s3) [N+](=0)[0-]

7INC08439469 | 5.57 -0.93 19.18 2 11 0 523.542 CCI=NC(=C([C@@H](C1C(=0)OCCNC(=0)c2ccccc20)c3ecce(c3) [N+](=0)[0-]))C(=0)0C(C)C)C

7INC08439469 | 5.75 0.42 2128 2 11 0 523.542 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C(C)C)c2ccec(c2) [N+](=0)[0-]) C(=0)OCCNC(=0)c3ccecc30
7INC08439469 | 5.57 ~0.88 1892 2 11 0 523.542 CCI=NC(=C([C@H]([C@H]1C(=0)0C(C)C)c2ccec(c2)[N+](=0)[0-])C(=0)OCCNC(=0)c3cccec30)C
ZINC08439468 | 6.04 0.25 1017 0 5 0 485.605 CC1=NC2=C([C@H](C1C(=0)0C)c3cccc(c3)0Ccccccc4)C(=0)C[C@H](C2)c5eces5

7INC08439468 | 6.23 0.31 1053 0 5 0 485.605 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdccec(c4)0Cc5cececs

ZINC08439468 | 6.23 147 1278 0 5 0 485.605 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)chcccc(c4)0Cc5eececs

7INC08439468 | 6.04 0.2 1246 0 5 0 485.605 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cccs3)chccec(c4)0Cc5cecec5)C(=0)0C

7INC02170629 | 7.2 124 8.86 0 4 0 473436 CCCclc(nc(s1)N(c2cec(cc2)Br)C(=0)CC)c3cee(cc3)0CC

7INC08439467 | 5.57 ~0.86 2004 2 11 0 523.542 CCI=NC(=C([C@H](C1C(=0)OCCNC(=0)c2ccccc20)c3ccce(c3) [N+](=0)[0-])C(=0)0C(C)C)C

7INC08439467 | 5.75 -0.87 -16.89 2 11 0 523.542 CC1=NC(=C)C([C@@H](C1C(=0)0C(C)C)c2cccc(c2)[N+](=0)[0-])C(=0) OCCNC(=0)c3ccccc30

7INC08439467 | 5.75 0.41 2071 2 11 0 523.542 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)0C(C)C)c2cccc(c2)[N+](=0)[0-])C(=0) OCCNC(=0)c3ccccc30
7INC08439467 | 5.57 096 169 2 11 0 523.542 CC1=NC(=C([C@@H]([C@@H]1C(=0)0C(C)C)c2cccc(c2)[N+](=0)[0-])C(=0)OCCNC(=0)c3cccec30)C
ZINC02170623 7.54 2.61 -15.4 0 4 0 478.617 Cclc(nc(s1)N(c2ccce3c2ecce3)C(=0)CCc4cccccd)c5eec(cec5)0C

7INC06299035 | 6.29 18.46 -14.63 1 5 0 518.686 C[C@H](C(=0)NC(cIccceel)c2cccec2)Sc3nnc(n3C)C(ceccecd)cseceecs

7INC06298704 | 6.29 18.46 1477 1 5 0 518.686 C[C@@H](C(=0)NC(clceccel)c2eccee2)Se3nnc(n3C)Clcheccecd)cSeceecs

7INC08439466 | 4.73 222 5427 1 12 1 599.686 CCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3cccce3) checce(c4) [N+](=0)[0-]
7INC08439466 | 4.73 246 59.5 1 12 1 599.686 CCOC(=0)C1=C(N=C(C([C@H]1c2cccc(c2)[N+](=0)[0-])C(=0)OCC[NH+]3CCN(CC3)S(=0)(=0) c4cccecd)C)C
7INC08439466 | 4.91 353 6052 1 12 1 599.686 CCOC(=0)C1[C@@H](C(C(=NC1=C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3cccce3) checce(c4) [N+](=0)[0-]
7INC08439465 | 4.29 053 134 0 6 0 478383 CC1=NC2=C([C@@H](C1C(=0)0CCOC(C)C)c3ec(cce30C)Br)C(=0)CCC2

ZINC08439465 | 4.47 042 -13.66 0 6 0 478.383 CC(C)OCCOC(=0)C1[C@H](C2C(=NC1=C)CCCC2=0)c3cc(ccc30C)Br

7INC08439465 | 4.47 0.79 1662 0 6 0 478.383 CC(C)OCCOC(=0)C1[C@H]([C@@H]2C(=NC1=C)CCCC2=0)c3cc(ccc30C)Br

ZINC08439465 | 4.29 -0.68 1522 0 6 0 478383 CC1=C([C@H]([C@@H]2C(=N1)CCCC2=0)c3cc(ccc30C)Br)C(=0)OCCOC(C)C

7INC08439464 | 4.73 227 5695 1 12 1 599.686 CCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0)c3cccce3)checce(cd) [N+](=0)[0-]
7INC08439464 | 4.73 25 6221 1 12 1 599.686 CCOC(=0)C1=C(N=C(C([C@@H]1c2cccc(c2)[N+](=0)[0-])C(=0)OCC[NH+]3CCN(CC3)S(=0) (=0)cdcccccd)C)C
7INC08439464 | 4.91 3.62 62,66 1 12 1 599.686 CCOC(=0)C1[C@H](C(C(=NC1=C)C)C(=0)OCC[NH+]2CCN(CC2)S(=0)(=0) c3ccceca)chcccc(c4) [N+](=0)[0-]
ZINC08439463 | 6.64 12.64 14.07 2 7 0 581.47 Celc(c(n(n1)c2ccccc2)0)C(c3cec(03) checc(ccd)Br)cse(nn(c50)c6eeccc6)C

7INC08439462 | 3.9 031 2002 1 11 0 515.544 CCI=NC(=C([C@@H](C1C(=0)0C)c2ccc(s2)[N+](=0)[0-])C(=0)0CCOC3cec(cc3)NC(=0)C)C

7INC08439462 | 4.09 031 2016 1 11 0 515.544 CC1=NC(=C)C([C@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3cec(s3) [N+](=0)[0-])C(=0)0C

7INC08439462 | 4.09 112 25.88 1 11 0 515.544 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CCOC2ccc(ccZ)NC(=0)C)c3ecc(s3) [N+](=0) [0-]) C(=0)OC

7INC08439462 | 3.9 027 2002 1 11 0 515.544 CC1=NC(=C([C@H]([C@H]1C(=0)0CCOC2ccc(cc2)NC(=0)C)c3ccc(s3)[N+](=0)[0-])C(=0)0C)C

7INC00643314 | 6.06 2.9 11.85 0 6 0 438.549 CCclc(ne(s1)N(c2cec(cc2)C(=0)0C)C(=0)CC)c3ecc(cc3)0CC

7INC08439461 | 3.9 025 19.3 1 11 0 515.544 CC1=NC(=C([C@H](C1C(=0)0C)c2ccc(s2)[N+](=0)[0-])C(=0)0CCOc3ccc(cc3)NC(=0)C)C

ZINC08439461 | 4.09 ~0.09 1927 1 11 0 515.544 CCI=NC(=C)C([C@@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3cce(s3) [N+](=0)[0-])C(=0)0C

7INC08439461 | 4.09 1.02 -19.83 1 11 0 515.544 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ece(s3)[N+](=0)[0-])C(=0)0C
ZINC08439461 | 3.9 034 19.5 1 11 0 515.544 CCI=NC(=C([C@@H]([C@@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ecc(s3)[N+](=0)[0-])C(=0)0C)C
ZINC08439460 | 5.64 226 3111 3 14 0 658.664 CC1=NC(=C([C@@H](C1C(=0)0CCNC(=0)c2ccccc20)c3ecee(c3) [N+](=0)[0-]) C(=0)0CCOc4ccc(cc4)NC(=0)C)C
ZINC08439460 | 5.82 212 27.88 3 14 0 658.664 CCI=NC(=C)C([C@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccce(c3)[N+](=0)[0-])C(=0)OCCNC(=0)ckcccecd0
7INC08439460 | 5.82 0.9 -33.8 3 14 0 658.664 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3eccc(c3)[N+] (=0)[0-]) C(=0)OCCNC(=0) cAcccccdO
ZINC08439460 | 5.64 237 28.66 3 14 0 658.664 CCI=NC(=C([C@H]([C@@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccce(c3) [N+](=0)[0-])C(=0) OCCNC(=0) chccccc40)C
ZINC08439459 | 4.29 0.6 1249 0 6 0 478383 CC1=NC2=C([C@H](C1C(=0)0CCOC(C)C)c3cc(ccc30C)Br)C(=0)CCC2

ZINC08439459 | 4.47 047 13.64 0 6 0 478.383 CC(C)OCCOC(=0)C1[C@@H](C2C(=NC1=C)CCCC2=0)c3cc(ccc30C)Br

ZINC08439459 | 4.47 0.48 1237 0 6 0 478383 8 CC(C)OCCOC(=0)C1[C@@H]([C@H]2C(=NC1=C)CCCC2=0)c3cc(ccc30C)Br

7INC08439459 | 4.29 0.74 15.04 0 6 0 478383 8 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3cc(ccc30C)Br)C(=0)OCCOC(C)C

ZINC02170620 | 4.93 0.59 24.2 0 6 0 474.007 6 CC1=C(S[C@]2(N1Cc3cccec3)N(N=C(52)C(=0)0C)cdcccccdCl)C(=0)C

ZINC08439458 | 5.64 212 29.12 3 14 0 658.664 15 CCI=NC(=C([C@H](C1C(=0)OCCNC(=0)c2ccccc20)c3ecce(c3)[N+](=0)[0-])C(=0) OCCOc4ccc(cch)NC(=0)C)C
7INC08439458 | 5.82 214 2591 3 14 0 658.664 15 CC1=NC(=C)C([C@@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ecee(c3)[N+](=0)[0-])C(=0) OCCNC(=0) ccccccdO




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

7INC08439458 | 5.82 -0.87 -29.6 3 14 0 658.664 15 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccec(c3)[N+](=0)[0-]) C(=0) OCCNC(=0)chcccccd0
ZINC08439458 | 5.64 242 2621 3 14 0 658.664 15 CCI=NC(=C([C@@H]([C@@H]1C(=0)0CCOC2ccc(cc2)NC(=0)C)c3ccec(c3)[N+](=0)[0-])C(=0)OCCNC(=0)c4ccecc0)C
ZINC02170616 | 4.93 0.84 -10.38 0 6 0 474.007 6 CC1=C(S[C@@]2(N1Cc3ccccc3)N(N=C(52)C(=0)0C) ccceccdCl)C(=0)C

ZINC08439457 | 5.21 ~0.84 21.01 2 11 0 509.515 11 CCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0)OCCNC(=0)c2cccec20)c3ccce(c3)[N+](=0)[0-]

7INC08439457 | 5.21 -1.08 225 2 11 0 509.515 11 CCOC(=0)C1=C(N=C(C([C@H]c2ccce(c2)[N+](=0)[0-])C(=0)OCCNC(=0)c3ccccc30)C)C

7INC08439457 | 5.39 197 2099 2 11 0 509.515 11 CCOC(=0)C1[C@@H](C(C(=NC1=C)C)C(=0)OCCNC(=0)c2ccccc20)c3ccce(c3)[N+](=0)[0-]

ZINC08439456 | 4.17 0.55 56.19 2 7 1 546.644 7 COclcec(cc1)N2C(=0)[C@H]3[C@H] ([NH2+][C@@]4([C@@H]3C2=0)c5ccccc5N(C4=0)Cebececc6F)CCSC
7INC08439455 | 6.14 13.92 2087 1 5 0 445559 7 Cclceec(c1)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CCOcAcccecs)C

ZINC08439455 | 6.26 0.27 9.7 0 5 0 445.559 7 Cclccec(c1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CCOc4ccccc4)C)(C)C

7INC08439454 | 5.21 0.94 1552 2 11 0 509.515 11 CCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)OCCNC(=0)c2ccccc20)c3ecec(c3) [N+](=0)[0-]

7INC08439454 | 5.21 118 17.76 2 11 0 509.515 11 CCOC(=0)C1=C(N=C(C([C@@H]1c2cccc(c2)[N+](=0)[0-])C(=0) OCCNC(=0)c3ccccc30)C)C

7INC08439454 | 5.39 23 1617 2 11 0 509.515 11 CCOC(=0)C1[C@H](C(C(ENCI=C)C)C(=0)OCCNC(=0)c2cccec20)c3ecec(c3) [N+](=0)[0-]

ZINC08439452_| 4.21 12 -18.96 1 11 0 523.542 12 CCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccccc3[N+](=0)[0-]

ZINC08439452 | 4.21 0.81 1911 1 11 0 523.542 12 CCOC(=0)C1=C(N=C(C([C@H]Ic2ccccc2[N+](=0)[0-])C(=0)0CCOc3ccc(ce3)NC(=0)C)C)C

ZINC08439452_| 4.39 -0.09 189 1 11 0 523.542 12 CCOC(=0)C1[C@@H](C(C(=NC1=C)C)C(=0)0CCOc2ccc(cc2)NC(=0)C)c3cccec3[N+](=0)[0-]

7INC08439451 | 4.17 0.44 “48.84 2 7 1 546.644 7 COclcce(cc1)N2C(=0)[C@H]3[C@@H]([NH2+][C@@]4([C@@H]3C2=0)c5cccec5N(C4=0) Cebecccc6F)CSC
ZINC08439450 | 6.14 13.69 2028 1 5 0 445,559 7 Cclccee(c1)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CCOc4cccecd)C

ZINC08439450 | 6.26 007 -8.68 0 5 0 445.559 7 Cclccee(c1) [C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CCOc4ccecc4)C)(C)C

ZINC08439449 | 4.21 142 1572 1 11 0 523.542 12 CCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)0CCOC2ccc(cc2)NC(=0)C)c3ccccc3[N+](=0)[0-]

ZINC08439449 | 4.21 128 1643 1 11 0 523.542 12 CCOC(=0)C1=C(N=C(C([C@@H]1c2ccccc2[N+](=0)[0-])C(=0)0CCOCBcce(cc3)NC(=0)C)C)C,

ZINC08439449 | 4.39 0.33 1607 1 11 0 523.542 12 CCOC(=0)C1[C@H](C(C(=NC1=C)C)C(=0)0CCOC2ccc(cc2)NC(=0)C)c3ccccc3[N+](=0)[0-]

ZINC08439447 | 4.57 1.05 2651 1 11 0 537.569 12 CCI=NC(=C([C@@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3cccec3[N+](=0)[0-])C(=0)0C(C)C)C
7INC08439447 | 4.75 128 24.86 1 11 0 537.569 12 CC1=NC(=C)C([C@H](C1C(=0)0C(C)C)c2ccccc2[N+](=0)[0-])C(=0)0CCOc3cec(cc3)NC(=0)C

ZINC08439447 | 4.75 2.44 31.34 1 11 0 537.569 12 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C(C)C)c2ceccc2[N+] (=0)[0-])C(=0)0CCOc3cec(cc3)NC(=0)C
ZINC08439447 | 4.57 1.05 26,04 1 11 0 537.569 12 CC1=NC(=C([C@H]([C@H]1C(=0)OC(C)C)c2ccccc2[N+](=0)[0-])C(=0)0CCOCBccc(cc3)NC(=0)C)C
7INC02170611 | 6.03 5.29 -8.25 1 2 0 423356 6 clccc(cel)C(c2ecccc2)NC(=0)c3ec(cc(c3)C(F) (F)F)C(F) (F)F

ZINC08439446 | 6.12 13.49 2422 1 6 0 475.585 9 CCOclccec(c1)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CCOckcccecd)C

7INC08439446 | 6.24 001 11.24 0 6 0 475585 9 CCOclccee(c1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CCOc4ccccc4)C)(C)C

7INC08439445 | 4.57 111 209 1 11 0 537.569 12 CC1=NC(=C([C@H](C1C(=0)0CCOc2Zccc(cc2)NC(=0)C)c3eceec3[N+](=0)[0-])C(=0)0C(C)C)C

ZINC08439445 | 4.75 114 2051 1 11 0 537.569 12 CCI=NC(=C)C([C@@H](C1C(=0)0C(C)C)c2ccccc2[N+](=0)[0-])C(=0)0CCOc3ccc(cc3)NC(=0)C
ZINC08439445 | 4.75 2.26 20 1 11 0 537.569 12 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C(C)C)c2ccccc2[N+](=0)[0-])C(=0)0CCOC3ccc(cc3)NC(=0)C
7INC08439445 | 4.57 0.92 21.04 1 11 0 537.569 12 CCI=NC(=C([C@@H]([C@@H]1C(=0)0C(C)C)c2ccccc2[N+](=0)[0-])C(=0)0CCOC3cce(cc3)NC(=0)C)C
7INC08439444 | 5.98 134 1233 2 4 0 455.023 5 CSclcec(c(c1)C(=0)Nc2cee(cc2)NC(=0)C34CC5CC(C3)CC(C5)C4)Cl

7INC08439443 | 5.14 049 28.89 2 14 0 672.691 16 CCI=NC(=C([C@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3cccc(c3)[N+](=0)[0-])C(=0)0CCOc4ccc(cc4)NC(=0)C)C
7INC08439443 | 5.32 049 2831 2 14 0 672.691 16 CC1=NC(=C)C([C@@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccec(cd) [N+](=0)[0-])C(=0)OCCOc4cec(cc4)NC(=0)C
7INC08439443 | 5.32 1.02 3544 2 14 0 672.691 16 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ecee(c3)[N+](=0)[0-]) C(=0) 0CCOc4cec(cc4)NC(=0)C
7INC08439443 | 5.14 061 28.86 2 14 0 672.691 16 CC1=NC(=C([C@@H]([C@@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ecce(c3)[N+](=0)[0-])C(=0)0CCOc4cec(cc4)NC(=0)C)C
7INC08439442_| 6.12 1331 2347 1 6 0 475585 9 CCOclccee(c1)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CCOcAcceced)C

ZINC08439442_|_6.24 -0.03 -10.89 0 6 0 475.585 9 CCOclccec(c1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CCOc4cccccd)C)(C)C

7INC02170573 | 5.53 0.51 137 1 6 0 476.96 8 Cclc(c2cc(ccc2nlC(=0)c3cec(ce3)Cl)0C) CC(=0)NCCOc4ccceck

ZINC08439441 | 3.74 181 545 1 12 1 539.565 10 CC1=NC(=C([C@H](C1C(=0)0C)c2cccc(c2)[N+](=0)[0-])C(=0)OCC[NH+]3CCN(CC3)C(=0)cdcccod)C
7INC08439441 | 3.92 191 59.17 1 12 1 539.565 10 CCI=NC(=C)C([C@@H](CIC(=0)OCC[NH+]2CCN(CC2)C(=0)c3ccco3)checec(c4)[N+](=0)[0-])C(=0)0C
7INC08439441 | 3.92 3.06 5441 1 12 1 539.565 10 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)OCC[NH+]2CCN(CC2)C(=0)c3ccco3)checce(c4)[N+](=0)[0-])C(=0)0C
ZINC08439441 | 3.74 18 -59.83 1 12 1 539.565 10 CCI=NC(=C([C@@H]([C@H]1C(=0)OCC[NH+]2CCN(CC2)C(=0)c3ccco3)checee(c4)[N+](=0)[0-]) C(=0)0C)C
ZINC02170558 6.02 2.36 -10.11 0 3 0 428.891 5 clcec(cc1)Cn2¢(=0)c3ccccc3nc2SCe4cc(c(cc4Cl)F)F

ZINC08439440 | 4.13 0.13 23.08 1 12 0 553.568 14 CC1=NC(=C([C@@H](C1C(=0)0CCOC)c2cccc(c2)[N+](=0)[0-])C(=0)0CCOC3cec(cc3)NC(=0)C)C
7INC08439440 | 4.31 0.21 215 1 12 0 553.568 14 CC1=NC(=C)C([C@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3cecc(c3)[N+](=0)[0-])C(=0)0CCOC
ZINC08439440 | 4.31 142 25.79 1 12 0 553.568 14 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CCOC2ccc(ccZ)NC(=0)C)c3eccc(cd)[N+](=0)[0-]) C(=0)0CCOC
7INC08439440 | 4.13 0.13 2245 1 12 0 553.568 14 CC1=NC(=C([C@H]([C@@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccce(c3) [N+](=0)[0-])C(=0)0CCOC)C
7INC08439439 | 538 058 111 0 5 0 482.374 7 CC1=NC2=C([C@@H](C1C(=0)0CCOc3ccece3)checcc(c4)Br)C(=0)CCC2

ZINC08439439 | 5.98 037 1172 0 5 0 482.374 7 C=CIC([C@H](C2C(=N1)CCCC2=0)c3ccec(c3)Br)C(=0)0CCOc4ccccc

7INC08439439 | 5.98 0.63 1169 0 5 0 482.374 7 C=C1C([C@H]([C@@H]2C(=N1)CCCC2=0)c3ccce(c3)Br)C(=0)0CCOcAccccck

ZINC08439439 | 58 049 -14.08 0 5 0 482.374 7 CC1=C([C@H]([C@H]2C(=N1)CCCC2=0)c3ccec(c3)Br)C(=0)0CCOcAccccc

7INC08439438 | 4.13 0.33 2044 1 12 0 553.568 14 CCI=NC(=C([C@H](C1C(=0)0CCOC)c2cccc(c2) [N+](=0)[0-])C(=0)0CCOC3cec(cc3)NC(=0)C)C
7INC08439438 | 4.31 0.4 2028 1 12 0 553.568 14 CC1=NC(=C)C([C@@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ecec(c3)[N+](=0)[0-])C(=0)0CCOC
ZINC08439438 | 4.31 1.85 32.79 1 12 0 553.568 14 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)0CCOC2ccc(cc2)NC(=0)C)c3ecee(c3)[N+](=0)[0-])C(=0)0CCOC
7INC08439438 | 4.13 0.16 2074 1 12 0 553.568 14 CC1=NC(=C([C@@H]([C@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccee(c3) [N+](=0)[0-])C(=0)0CCOC)C
ZINC08439437 4.53 -1.06 -21.73 2 6 0 496.654 12 COclcccccINC(=0)CSCe2ccec(c2)CSCC(=0)Nc3ccccc30C

7INC08439436_| 3.63 0.02 2283 1 12 0 553.568 14 CC1=NC(=C([C@@H](C1C(=0)0CCOC)cZcccccZ[N+](=0)[0-])C(=0)0CCOc3cec(ccd)NC(=0)C)C
7INC08439436 | 3.81 0.2 23.06 1 12 0 553.568 14 CCI=NC(=C)C([C@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ecccc3[N+](=0)[0-]) C(=0)0CCOC

7INC08439436 | 3.81 146 3145 1 12 0 553.568 14 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CCOC2ccc(cc2)NC(=0)C)c3eccec3[N+] (=0)[0-])C(=0)0CCOC
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ZINC08439436 | 3.63 0.23 -23.7 1 12 0 553.568 14 CC1=NC(=C([C@H]([C@@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccccc3[N+] (=0)[0-])C(=0)0CCOC)C
7ZINC00643290 | 5.12 0.1 -12.86 1 6 0 459.571 8 CC(C)OclcceccINC(=0)CSc2nc3ceccec3e(=0)n2Cedececcd

7ZINC08439435 | 3.63 041 -19.25 1 12 0 553.568 14 CC1=NC(=C([C@H](C1C(=0)0CCOC)c2cccec2[N+](=0)[0-])C(=0)0CCOc3cec(cc3)NC(=0)C)C
7ZINC08439435 | 3.81 047 -19.39 1 12 0 553568 14 CC1=NC(=C)C([C@@H](C1C(=0)0CCOC2ccc(cc2)NC(=0)C)c3eccec3[N+](=0)[0-])C(=0)0CCOC
ZINC08439435 | 3.81 164 20 1 12 0 553.568 14 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0CCOc2ccc(ccZ)NC(=0)C)c3cccce3[N+](=0)[0-])C(=0)OCCOC
7ZINC08439435 | 3.63 0.34 -19.55 1 12 0 553.568 14 CC1=NC(=C([C@@H]([C@H]1C(=0)0CCOc2ccc(ccZ)NC(=0)C)c3cccce3[N+] (=0)[0-])C(=0)0CCOC)C
ZINC00643280 | 4.08 -2.87 -11.83 3 6 0 412277 5 clccc(c(c1)NC(=0)CSc2nnc(n2N)c3cec(cc3CICHF

7INC08439434 | 3.48 -0.44 -18.42 1 11 0 494.504 11 CCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0)OCCNC(=0)c2ccenc2)e3ccec(c3) [N+](=0)[0-]
7ZINC08439434 | 3.48 -0.68 -19.61 1 11 0 494.504 11 CCOC(=0)C1=C(N=C(C([C@H]1c2cccc(c2)[N+](=0)[0-])C(=0)OCCNC(=0)c3ccenc3)C)C
7INC08439434 | 3.66 157 -18.39 1 11 0 494.504 11 CCOC(=0)C1[C@@H](C(C(=NC1=C)C)C(=0)OCCNC(=0)c2ccenc2)c3ccec(c3)[N+](=0)[0-]
7INC08439433 | 5.8 -0.59 9.64 0 5 0 482374 7 CC1=NC2=C([C@H](C1C(=0)0CCOc3ccece)checce(c4)Br)C(=0)CCC2

7INC08439433 | 5.98 -0.46 -10.69 0 5 0 482.374 7 C=C1C([C@@H](C2C(=N1)CCCC2=0)c3cccc(c3)Br)C(=0)0CCOckccceck

7ZINC08439433 | 5.98 0.78 1146 0 5 0 482374 7 C=C1C(|C@@H]([C@H]2C(=N1)CCCC2=0)c3ccce(c3)Br)C(=0)0CCOckcceecd

7INC08439433 | 58 -0.59 1335 0 5 0 482374 7 CC1=C([C@@H]([C@H]2C(=N1)CCCC2=0)c3ccce(c3)Br)C(=0)0CCOcAccccck

7ZINC08439432 | 3.48 0.4 -11.86 1 11 0 494.504 11 CCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)OCCNC(=0)c2ccenc2)c3ccec(c3)[N+](=0)[0-]
7INC08439432 | 3.48 -0.64 -13.63 1 11 0 494.504 11 CCOC(=0)C1=C(N=C(C([C@@H]1c2cccc(c2)[N+](=0)[0-])C(=0)OCCNC(=0)c3ccenc3)C)C
ZINC08439431 | 4.79 18 8.7 0 8 0 434514 10 CC1=NC(=C([C@@H](C1C(=0)0CCSC)c2ccec(c2)[N+](=0)[0-])C(=0)OC(C)C)C

7ZINC08439431 | 4.97 185 -8.37 0 8 0 434514 10 CC1=NC(=C)C([C@H](C1C(=0)0C(C)C)c2ceec(c2) [N+](=0)[0-])C(=0)0CCSC

ZINC08439431 | 4.97 341 -17.34 0 8 0 434514 10 CC1=NC(=C)C([C@H]([C@H]1C(=0)0C(C)C)c2ceec(c2) [N+] (=0)[0-])C(=0)0CCSC
7ZINC08439431 | 4.79 193 -8.53 0 8 0 434514 10 CC1=NC(=C([C@H]([C@@H] 1C(=0)0C(C)C)c2ccec(c2)[N+](=0)[0-])C(=0)OCCSC)C
ZINC02170530 | 5.46 -3.49 -14.48 3 7 0 466.394 9 CCCCOclcce(cc1)NC(=0)CSc2nnc(n2N)c3cec(ce3Cl)Cl

ZINC08439430 | 4.79 2.01 -14.66 0 8 0 434514 10 CC1=NC(=C([C@H](C1C(=0)0CCSC)c2ecce(c2)[N+](=0)[0-])C(=0)OC(C)C)C

ZINC08439430 | 4.97 3.14 -13.74 0 8 0 434514 10 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C(C)C)c2ccce(c2)[N+](=0)[0-])C(=0)OCCSC
7ZINC08439429 | 6.03 199 8.6 0 4 0 433523 6 CC1=NC2=C([C@@H](C1C(=0)0CCc3cccee3)checec(c4)F)C(=0)CC(C2)(C)C

ZINC08439429 | 6.21 247 -9.89 0 4 0 433.523 6 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3ccec(c3)F)C(=0)0CCcdcccecd)C

7INC08439429 | 6.21 341 9.25 0 4 0 433.523 6 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3cccc(c3)F)C(=0)0CCchcccccd)C

ZINC08439429 | 6.03 2.52 1145 0 ) 0 433,523 6 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccce(c3)F)C(=0)0CCcheccech

7INC08439428 | 4.54 1.08 -12.06 0 9 0 442468 10 CC1=NC(=C([C@@H](C1C(=0)0CC=C)c2ccec(c2)[N+] (=0)[0-])C(=0)OC[C@H]3CCCOB)C
7ZINC08439428 | 4.72 118 -10.56 0 9 0 442468 10 CC1=NC(=C)C([C@H](C1C(=0)OC[C@H]2CCCO2)c3ccec(c3)[N+](=0)[0-])C(=0)0CC=C
7INC08439428 | 4.54 113 -11.85 0 9 0 442468 10 CC1=NC(=C([C@H]([C@@H]1C(=0)0C[C@H]2CCCO2)c3ccee(cd) [N+] (=0)[0-])C(=0)0CC=C)C
7ZINC08439426 | 4.54 11 -10.55 0 9 0 442468 10 CC1=NC(=C([C@H](C1C(=0)0CC=C)c2cecc(c2)[N+](=0)[0-])C(=0)OC[C@H]3CCCO3)C
7INC08439426 | 4.72 118 9.76 0 9 0 442468 10 CC1=NC(=C)C([C@@H](C1C(=0)OC[C@H]2CCCO2)c3cccc(c3)[N+] (=0)[0-])C(=0)0CC=C
ZINC08439426 | 4.72 2.61 -16.59 0 9 0 442468 10 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)OC[C@H]2CCCO2)c3ccec(c3)[N+] (=0)[0-])C(=0)0CC=C
7INC08439426 | 4.54 1.06 -10.18 0 9 0 442468 10 CC1=NC(=C([C@@H]([C@@H]1C(=0)0C[C@H]2CCCO2)c3ccce(c3)[N+](=0)[0-])C(=0)0CC=C)C
7ZINC08439424 | 6.03 2.19 -12.99 0 ) 0 433,523 6 CC1=NC2=C([C@H](C1C(=0)0CCc3cccee3)cdecec(cd)F)C(=0)CC(C2)(C)C

7INC08439424 | 6.21 2.22 1173 0 4 0 433523 6 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccce(c3)F)C(=0)0CCchcceccd)C

7ZINC08439424 | 6.21 3.44 -13.72 0 ) 0 433,523 6 CC1(CC2=NC(=C)C(|[C@@H]([C@@H]2C(=0)C1)c3ccec(c3)F)C(=0)0CCeAcccccd)C
7ZINC08439424 | 6.03 197 -13.58 0 4 0 433,523 6 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccee(c3)F)C(=0)OCCedccceck
ZINC00717017 | 6.15 071 10 0 5 0 471578 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3ccec(c3)Ockeccccd)C(=0)C[C@@H] (C2)c5eces5
7ZINC00717017 | 6.33 0.77 -10.43 0 5 0 471578 6 COC(=0)C1[C@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)chccce(c4)Oc5cecees

ZINC00717017 | 6.33 2.1 -12.01 0 5 0 471578 6 COC(=0)C1[C@H]([C@@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)cdecec(cd)Oc5eceecs
ZINC00717017 | 6.15 0.65 -12.49 0 5 0 471578 6 CC1=C([C@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cccs3)cdecec(c4)0c5ceece5)C(=0)0C
7ZINC08439423 | 4.54 111 -10.03 0 9 0 442468 10 CC1=NC(=C([C@@H](C1C(=0)0CC=C)c2ccec(c2)[N+](=0)[0-])C(=0)OC[C@@H]3CCCO3)C
7ZINC08439423 | 4.72 122 9.56 0 9 0 442468 10 CC1=NC(=C)C([C@H](C1C(=0)OC[C@@H]2CCCO2)c3ccce(c3)[N+](=0)[0-])C(=0)OCC=C
7ZINC08439423 | 4.72 2.61 -19.14 0 9 0 442468 10 CC1=NC(=C)C([C@H]([C@H]1C(=0)OC[C@@H]2CCCO2)c3ccce(c3)[N+] (=0)[0-])C(=0)0CC=C
7INC08439423 | 4.54 11 9.93 0 9 0 442468 10 CC1=NC(=C([C@H]([C@@H]1C(=0)0C[C@@H]2CCCO2)c3ccee(c3)[N+](=0)[0-])C(=0)0CC=C)C
ZINC00717018 | 6.15 0.6 -10.29 0 5 0 471578 6 CC1=NC2=C([C@H](C1C(=0)0C)c3ccee(c3)Ocdcccecd)C(=0)C[C@@H](C2)c5cees5
ZINC00717018 | 6.33 0.7 -10.07 0 5 0 471578 6 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@H](CC2=0)c3cces3)cecec(c4)Oc5eceecs
ZINC00717018 | 6.33 2.01 -19.03 0 5 0 471578 6 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@H](CC2=0)c3cces3)cdecec(cd)Oc5eceecs
ZINC00717018 | 6.15 0.74 -12.06 0 5 0 471578 6 CC1=C([C@@H]([C@@H]2C(=N1)C[C@H](CC2=0)c3cces3)checec(c4)0c5eccce5)C(=0)0C
ZINC00717019 | 6.15 072 9.58 0 5 0 471578 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3cccc(c3)Ockeccecd)C(=0)C[C@H] (C2)c5eces5
ZINC00717019 | 6.33 0.85 1011 0 5 0 471578 6 COC(=0)C1[C@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cccs3)checec(c4)Oc5eceecs
ZINC00717019 | 6.33 211 1173 0 5 0 471578 6 COC(=0)C1|C@H]([C@@H] 2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdecce(c4) Ocbeccecs
ZINC00717019 | 6.15 073 1231 0 5 0 471578 6 CC1=C([C@H]([C@@H]2C(=N1)C[C@@H](CC2=0)c3cces3)checce(c4)0ceccce5)C(=0)0C
ZINC00717020 | 6.15 0.7 9.76 0 5 0 471578 6 CC1=NC2=C([C@H](C1C(=0)0C)c3ccec(c3)Ockcccccd)C(=0)C[C@H](C2)c5eces5
7ZINC00717020 | 6.33 0.76 -10.03 0 5 0 471578 6 COC(=0)C1[C@@H](C2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cAccce(c4)Oc5eececs
ZINC00717020 | 6.33 193 12.42 0 5 0 471578 6 COC(=0)C1[C@@H]([C@H]2C(=NC1=C)C[C@@H](CC2=0)c3cces3)cdecce(c4) Ocbeccecs
ZINC00717020 | 6.15 0.65 -11.82 0 5 0 471578 6 CC1=C([C@@H]([C@H]2C(=N1)C[C@@H](CC2=0)c3cces3)checce(c4)0ceccce5)C(=0)0C
7ZINC08439421 | 4.54 1.02 9.63 0 9 0 442468 10 CC1=NC(=C([C@H](C1C(=0)0CC=C)c2ccce(c2)[N+](=0)[0-])C(=0)OC[C@@H]3CCCO3)C
7INC08439421 | 4.72 1.05 9.15 0 9 0 442468 10 CC1=NC(=C)C([C@@H](C1C(=0)0C[C@@H]2CCCO2)c3ecce(c3)[N+](=0)[0-])C(=0)0CC=C
7ZINC08439421 | 4.72 221 9.96 0 9 0 442468 10 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0C[C@@H]2CCC02)c3ccec(c3)[N+](=0)[0-])C(=0)0CC=C
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7INC08439421 | 4.54 1.1 -9.73 0 9 0 442.468 10 CC1=NC(=C([C@@H]([C@H]1C(=0)0C[C@@H]2CCCO2)c3cccc(c3)[N+](=0)[0-])C(=0)0CC=C)C
7INC08439419 | 4.33 1 2117 1 11 0 509.515 11 CCI=NC(=C([C@@H](C1C(=0)0C)c2cccc(c2)[N+](=0)[0-])C(=0)0CCOc3cec(cc3)NC(=0)C)C
7INC08439419 | 4.51 0.92 19.52 1 11 0 509.515 11 CC1=NC(=C)C([C@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccee(c3)[N+](=0)[0-])C(=0)0C
ZINC08439419 | 4.51 2.32 2343 1 11 0 509.515 11 CCI=NC(=C)C([C@H]([C@H]1C(=0)0CCOC2ccc(ccZ)NC(=0)C)c3ecce(cd)[N+] (=0)[0-])C(=0)0C
7INC08439419 | 4.33 0.87 2021 1 11 0 509.515 11 CC1=NC(=C([C@H]([C@@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccec(c3) [N+](=0)[0-])C(=0)0C)C
7INC08439418 | 4.63 11.98 29.96 1 6 0 435.52 4 Cclccc2c(c1)c(=0)c(co2) [C@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C(C)C)C
ZINC08439418 | 4.74 1.06 13.6 0 6 0 43552 4 Cclecc2c(c1)c(=0)c(co2) [C@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C(C)C)C)(C)C
7INC08439417 | 4.33 0.84 2073 1 11 0 509.515 11 CCI=NC(=C([C@H](C1C(=0)0C)c2ccec(c2) [N+](=0)[0-])C(=0)0CCOC3cec(cc3)NC(=0)C)C
7INC08439417 | 4.51 0.94 2052 1 11 0 509.515 11 CC1=NC(=C)C([C@@H](C1C(=0)0CCOc2ccc(cc2)NC(=0)C)cBecce(c3)[N+](=0)[0-])C(=0)0C
ZINC08439417 | 4.51 2.08 2227 1 11 0 509.515 11 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)0CCOc2ccc(cc2)NC(=0)C)c3ccee(c3)[N+](=0)[0-])C(=0)OC
7INC08439416 | 5.07 2.35 9.82 0 8 0 446.525 12 CCSCCOC(=0)C1[C@@H](C(=C(N=C1C)C)C(=0)0CC=C)c2ccce(c2) [N+](=0)[0-]
7INC08439416 | 5.07 2.19 10.84 0 8 0 446,525 12 CCSCCOC(=0)C1=C(N=C(C([C@H]1c2cccc(c2)[N+](=0)[0-])C(=0)0CC=C)C)C
7INC08439416 | 5.25 124 -10.05 0 8 0 446.525 12 CCSCCOC(=0)C1[C@@H](C(C(=NC1=C)C)C(=0)0CC=C)c2ccec(c2)[N+](=0)[0-]
ZINC01013249 5.95 0.36 -12.68 2 6 0 494418 7 Cclcee(c(c1)Br)NC(=0)CSc2nnc(n2c3ccccc3)Nedeccecd

ZINC08439415_| 4.63 1198 29.8 1 6 0 43552 4 Cclecc2c(c1)c(=0)c(co2) [C@@H]3C4=C(CC(CC4=0)(C)C)NC(=C3C(=0)0C(C)C)C
ZINC08439415 | 4.74 1.04 1351 0 6 0 435.52 4 Cclece2e(c1)c(=0)c(co2) [C@@H]3C4C(=0)CC(C=C4N=C(C3C(=0)0C(C)C)C)(C)C
7INC08439414 | 5.07 2.17 -8.45 0 8 0 446.525 12 CCSCCOC(=0)C1[C@H](C(=C(N=C1C)C)C(=0)0CC=C)c2ccec(c2)[N+](=0)[0-]
ZINC08439414 | 5.07 2.02 -8.66 0 8 0 446.525 12 CCSCCOC(=0)C1=C(N=C(C([C@@H]1c2ccec(c2)[N+](=0)[0-])C(=0)0CC=C)C)C
7INC08439414 | 5.25 0.9 8.2 0 8 0 446.525 12 CCSCCOC(=0)C1[C@H](C(C(=NC1=C)C)C(=0)0CC=C)c2ccce(c2)[N+](=0)[0-]
ZINC02170517 5.42 0.14 -14.14 1 6 0 490.987 9 Celc(c2cc(cce2n1C(=0)c3ccc(ce3)Cl)0C)CC(=0)NCCOCc4ccccch

7INC08439413 | 4.58 115 1195 0 8 0 466.581 12 CC1=NC(=C([C@H](C1C(=0)0CCSC)c2ccec(c2)[N+](=0)[0-])C(=0)OCCSC)C
ZINC08439413 | 4.76 132 1038 0 8 0 466.581 12 CCI=NC(=C)C([C@@H](C1C(=0)0CCSC)c2cccc(c2)[N+](=0)[0-])C(=0)0CCSC
7INC08439413 | 4.76 2.45 1234 0 8 0 466.581 12 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0CCSC)c2cccc(c2)[N+](=0)[0-])C(=0)0CCSC
7INC08439413 | 4.58 1.06 1074 0 8 0 466.581 12 CCI=NC(=C([C@@H]([C@@H]1C(=0)0CCSC)c2ccec(c2)[N+](=0)[0-])C(=0)0CCSC)C
ZINC08439412_| 5.63 13.39 2144 1 6 0 475.585 9 CCOclcecec] [C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CCOcAcccccd)C

ZINC08439412 5.74 -0.48 -9.94 0 6 0 475.585 9 CCOclccecc1[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CCOc4ccccc4)C)(C)C

7INC08439411 | 4.08 1.03 1335 0 8 0 466.581 12 CC1=NC(=C([C@@H](C1C(=0)0CCSC)c2ccccc2[N+](=0)[0-])C(=0)OCCSC)C
ZINC08439411 | 4.26 1.04 1273 0 8 0 466.581 12 CCI=NC(=C)C([C@H](C1C(=0)0CCSC)c2ecccc2[N+](=0)[0-])C(=0)0CCSC

7INC08439411 | 4.26 2.38 14.96 0 8 0 466.581 12 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CCSC)c2ccccc2[N+](=0)[0-])C(=0)0CCSC
ZINC08439411 | 4.08 1.08 13.86 0 8 0 466.581 12 CCI=NC(=C([C@H]([C@H]1C(=0)0CCSC)c2ccccc2[N+](=0)[0-])C(=0)OCCSCIC
ZINC02170506 6.35 0.4 -22.45 1 6 0 439.515 8 CCCCCOclccc(cc1)NC(=0)Cn2c3cccc4c3c(n2)-cSccccc5C4=0

ZINC00249053 2.95 291 -11.96 1 5 0 299.392 5 COclcee(c(c1)S(=0)(=0)NC2CCCCC2)0C

ZINC08439410 | 4.7 198 8.73 0 8 0 432.498 11 CC1=NC(=C([C@@H](C1C(=0)0CCSC)c2cccc(c2)[N+](=0)[0-])C(=0)OCC=C)C
ZINC08439410 | 4.88 2.01 -8.48 0 8 0 432.498 11 CCI=NC(=C)C([C@H](C1C(=0)0CC=C)c2ccce(c2)[N+](=0)[0-])C(=0)OCCSC
7INC08439410 | 4.88 3.41 1648 0 8 0 432.498 11 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CC=C)c2ccec(c2) [N+] (=0)[0-])C(=0)OCCSC
ZINC08439410 | 47 2.05 8.73 0 8 0 432.498 11 CCI=NC(=C([C@H]([C@@H]1C(=0)0CC=C)c2ccec(c2)[N+](=0)[0-]) C(=0)0CCSC)C
ZINC02170492 6.03 0.99 -15.85 0 4 0 478.614 7 clccc(ccl)n2c(=0)c3c4c(sc3nc2SCCCC(=0)c5ccc(cc5)F)CCCC4

ZINC08439409 | 47 2.07 8.61 0 8 0 432.498 11 CCI=NC(=C([C@H](C1C(=0)0CCSC)c2ccec(c2)[N+](=0)[0-])C(=0)0CC=C)C
7INC08439409 | 4.88 2.08 841 0 8 0 432.498 11 CC1=NC(=C)C([C@@H](C1C(=0)0CC=C)c2cccc(c2) [N+](=0)[0-])C(=0)0CCSC
ZINC08439409 | 4.7 1.96 9.05 0 8 0 432.498 11 CCI=NC(=C([C@@H]([C@@H]1C(=0)0CC=C)c2cccc(c2) [N+](=0)[0-])C(=0)OCCSCIC
ZINC08439408_| 5.63 14.13 264 1 6 0 475585 9 CCOclcecec] [C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CCOc4cccccd)C
ZINC08439408 5.74 0.23 -13.12 0 6 0 475.585 9 CCOclcceccl[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CCOc4ccccc4)C)(C)C
ZINC00643217 | 4.12 0.7 1691 1 6 0 437.323 5 Cclcc(cc(c10CC(=0)N2CCOCC2)C)NC(=0)c3ece(c(c3)C)Cl

7INC08439407 | 3.35 133 1043 0 9 0 450.513 12 CC1=NC(=C([C@@H](C1C(=0)0CCOC)c2cccec2[N+](=0)[0-])C(=0)0CCSC)C
7INC08439407 | 3.53 133 9.87 0 9 0 450.513 12 CC1=NC(=C)C([C@H](C1C(=0)0CCSC)c2ececc2[N+](=0)[0-])C(=0)0CCOC

7INC08439407 | 3.35 124 1007 0 9 0 450.513 12 CC1=NC(=C([C@H]([C@H] 1C(=0)0CCSC)c2cccec2[N+](=0)[0-])C(=0)0CCOCIC
7INC08439407 | 3.53 2.84 1671 0 9 0 450.513 12 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CCSC)c2ccccc2[N+](=0)[0-])C(=0)0CCOC
7INC08439405 | 3.35 0.89 1295 0 9 0 450.513 12 CCI=NC(=C([C@H](C1C(=0)0CCOC)c2cccec2[N+](=0)[0-])C(=0)0CCSC)C

7INC08439405 | 3.53 1.05 1278 0 9 0 450.513 12 CC1=NC(=C)C([C@@H](C1C(=0)0CCSC)c2cccec2[N+](=0)[0-])C(=0)0CCOC
7ZINC08439405 | 3.53 217 1328 0 9 0 450.513 12 CC1=NC(=C)C([C@@H]([C@@H]1C(=0)0CCSC)c2ccccc2[N+](=0)[0-])C(=0)0CCOC
7INC08439405 | 3.35 0.83 1312 0 9 0 450.513 12 CC1=NC(=C([C@@H]([C@@H]1C(=0)0CCSC)c2ccccc2[N+](=0)[0-])C(=0)0CCOC)C
7INC06321516 | 52 11.83 1608 1 5 0 477.655 5 Ccleec(c(c1)C)NC(=0)CSC2=NC3=C([C@@H](C2C#N)c4cccs4)C(=0)CC(C3)(C)C
7INC06321516 | 4.82 12.87 -16.08 1 5 0 477.655 5 Cclcec(c(c1)C)NC(=0)CSC2=C([C@H]([C@@H]3C(=N2)CC(CC3=0)(C)C)chcces4)CHN
7INC02170483_| 7.35 514 17.24 0 6 0 480.516 12 clcee(cc1)C(=0)0CC(COC(=0)c2ecccc2)(c3cccccd) 0C(=0)checceck

7INC08439404 | 4.09 1 1551 0 9 0 478567 13 CC1=NC(=C([C@@H](C1C(=0)0CCOC)c2ccccc2[N+](=0)[0-])C(=0)0CCSC(C)C)C
ZINC08439404 | 4.27 2.43 2455 0 9 0 478567 13 CC1=NC(=C)C([C@H]([C@H]1C(=0)0CCSC(C)C)c2ececc2[N+](=0)[0-])C(=0)0CCOC
7INC08439404 | 4.27 118 158 0 9 0 478567 13 CC1=NC(=C)C([C@H](C1C(=0)OCCSC(C)C)c2ceccc2[N+](=0)[0-])C(=0)OCCOC
7ZINC08439403 | 4.09 11.85 -9.89 0 9 0 478567 13 CCI=NC(=C([C@H](C1C(=0)0CCOC)c2ccecc2[N+](=0)[0-])C(=0)OCCSC(C)C)C
7INC08439403 | 4.27 11.65 9.2 0 9 0 478567 13 CC1=NC(=C)C([C@@H](C1C(=0)0CCSC(C)C)c2ececc2[N+](=0)[0-])C(=0)0CCOC
7INC08439403 | 4.27 1249 1923 0 9 0 478567 13 CCI=NC(=C)C([C@@H]([C@@H]1C(=0)0CCSC(C)C)c2cccec2[N+](=0)[0-])C(=0)0CCOC
7INC08439403 | 4.09 11.78 9.42 0 9 0 478567 13 CC1=NC(=C([C@@H]([C@H]1C(=0)0CCSC(C)C)c2eccec2[N+] (=0)[0-])C(=0)0CCOC)C
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7INC06321511 | 5.2 12.22 -16 1 5 0 477.655 5 Cclccc(c(c1)C)NC(=0)CSC2=NC3=C([C@H](C2C#N)c4cccs4)C(=0)CC(C3)(C)C

ZINC06321511 | 4.82 13.19 1681 1 5 0 477.655 5 Ccleee(c(c1)C)NC(=0)CSC2=C([C@@H] ([C@H]3C(=N2)CC(CC3=0)(C)C)cAcces4)CHN
7INC08439401 | 1.58 191 4041 2 9 1 558.618 8 COclce(cc(c1)0C)C(=0)NCCNC(=0)Cn2c3cccce3[n+]4c2ec-5c(n4)-cbececcbesecc?
7INC02170479 | 7.48 2.8 1518 2 4 0 442.603 6 Cclc(ceccINC(=0)c2ecc(cc2)C(C)(C)C)NC(=0)c3ecc(ce3)C(C)(C)C

ZINC08439400 | 2.17 165 82.24 2 10 2 770.897 10 clccc2c(cl)n(c3[n+]2nc-4c(c3)-c5ceccbebedece6) CCNC(=0)CCCC(=0)NCCn7 cBecceeB[n+]9¢7 ce-Le(n9)-c2ccee3c2clece3
7INC02170469 | 6.96 3.66 1433 0 6 0 540.394 10 CC(C)0clcce(cc1)C(=0)0c2c(c(ce(c2)0C(C)C)OC(C)C)C(=0)C

ZINC08439399 | 5.71 13.41 -17.03 1 5 0 445,559 6 Cclcccec] [C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)OCc4ccc(cc4)0C)C

7INC08439399 | 5.82 0.6 778 0 5 0 445.559 6 Cclcceec [C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0Cc4ccc(cch)0C)C)(C)C

7INC08439398 | 3.12 8.17 1629 1 5 0 301.353 0 CC1(c2ccccc2N(C3=C(C(=C(C#N)CH#N)N[C@H]31)C#N)C)C

7INC08439396 | 3.12 17 65.19 0 5 0 427.463 3 cTcec2c(cl)n(c3[n+]2nc-4c(c3)-c5ececbescdecc6)Ce7ecc(cc7)C(=0)[0-]

7INC08439395 | 3.12 8.17 1628 1 5 0 301.353 0 CC1(c2ccccc2N(C3=C(C(=C(C#N)CH#N)N[C@@H]31)C#N)C)C

7INC08439394 | 5.71 13.37 1696 1 5 0 445559 6 Cclcccecl [C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CcAccc(cc)0C)C

ZINC08439394 | 5.82 0.37 811 0 5 0 445.559 6 Cclcccec] [C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0Cc4ccc(cc4)0C)C)(C)C

ZINC00643196 | 6.22 3.37 14.67 0 6 0 512.34 9 CC(C)0clcc(c(c(c1C(=0)C)0C(=0)c2ccc(cc2)0C)NOC(C)C

7INC08439393 | 1.93 7.54 4313 4 11 0 427417 6 CC1=C([C@H](c2c([nH]c(nc2=0)N)N1)c3ccec(c3) [N+](=0)[0-])C(=0)OC[C@H]4CCCO4
7INC08439392 | 1.93 7.57 4427 4 11 0 427417 6 CC1=C([C@@H](c2c([nH]c(nc2=0)N)N1)c3ccee(c3) [N+](=0)[0-])C(=0) OC[C@H]4CCCO4
ZINC00643194 | 4.74 2.78 15.78 0 6 0 456.232 7 CC(=0)clc(cc(c(c10C(=0)c2ecc(cc2)0C))0C)0C

ZINC08439391 5.69 13.63 -21.27 1 5 0 431.532 8 CCOclccee(c1)[C@H]2C3=C(CCCC3=0)NC(=C2C(=0)0CCc4ccccc4)C

ZINC08439391 | 5.81 097 -9.58 0 5 0 431.532 8 CCOclccec(c1)[C@H]2C3C(=0)CCC=C3N=C(C2C(=0)OCCc4cccccd)C

ZINC00643192_| 4.74 2.75 15.87 0 6 0 456.232 7 CC(=0)clc(cc(cc10C(=0)c2cec(c(c2))0C)0C)0C

7INC08439390 | 1.93 7.62 44,37 4 11 0 427417 6 CC1=C([C@H](c2c([nH]c(nc2=0)N)N1)c3ccce(c3) [N+](=0)[0-])C(=0)OC[C@@H]4CCCO4
7INC08439389 | 1.93 7.64 44 4 11 0 427417 6 CC1=C([C@@H](c2c([nH]c(nc2=0)N)N1)c3ccee(c3)[N+](=0)[0-])C(=0) OC[C@@H]4CCCO4
ZINC00643190 | 5.56 2.4 12.43 0 5 0 466.271 5 CC(C)Oclccc(ccll)c2ec(=0)c3c(02)cc(cc30C)0C

ZINC08439388 5.69 14.16 -29.58 1 5 0 431.532 8 CCOclcccc(c1)[C@@H]2C3=C(CCCC3=0)NC(=C2C(=0)0CCc4ccccc4)C

ZINC08439388 | 5.81 -0.85 1223 0 5 0 431.532 8 CCOclccec(c1)[C@@H]2C3C(=0)CCC=C3N=C(C2C(=0)0CCc4cccccd)C

ZINC00628953 | 5.51 118 1037 1 5 0 426314 3 Cclcc2c(cel1C)n3c(n2)NC(=C([C@@H]3c4ccce(c4)Br)C(=0)0C)C

ZINC08439387 7.34 5.23 -24.52 0 10 0 622.626 9 COclcec(ccl)c2ec(=0)c3c(cc(c(c302)c4cc(ccc40C)c5ec(=0)cbe(05)cc(cc60C)0C)0C)0C
ZINC02170457 | 7.04 3 11.07 0 5 0 522.379 7 CC(C)0cTcee(cel)c2ec(=0)c3e(cc(c(c302)1)0C(C)C)OC(CIC

7INC08439386 | 2.25 118 2544 2 10 0 444.469 6 CC1=C([C@H](n2c(cc(=0)[nH]c2=S)N1)c3cccec3[N+](=0)[0-])C(=0)OC[C@H]4CCCO4
ZINC08439385_| -1.01 5.74 135 0 9 0 311.305 3 Cnlc(c(c(=0)n(c1=0)C)C(=C(C#N)C#N)C#N)/N=C/N(C)C

7INC08439384 | 2.25 171 2245 2 10 0 444,469 6 CC1=C([C@@H](n2c(cc(=0)[nH]c2=S)N1)c3cccee3[N+](=0)[0-])C(=0)OC[C@H]4CCCO4
7INC08439383 | 4.91 0.18 1298 0 5 0 476411 7 CC1=NC2=C([C@@H](C1C(=0)0CCOC(C)C)c3eccce3Br)C(=0)CC(C2)(C)C

ZINC08439383_|_5.09 0.66 1339 0 5 0 476411 7 CC(C)OCCOC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccccc3Br

7INC08439383_| 5.09 147 1605 0 5 0 476411 7 CC(C)OCCOC(=0)C1[C@H]([C@@H]2C(=NC1=C)CC(CC2=0)(C)C)c3cccec3Br

7INC08439383 | 4.91 0.4 -14.85 0 5 0 476411 7 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cccce3Br) C(=0)0CCOC(C)C

7INC08439382_| 2.25 2.06 2812 2 10 0 444469 6 CC1=C([C@H](n2c(cc(=0)[nH]c2=S)N1)c3ccccc3[N+](=0)[0-])C(=0)OC[C@@H]4CCCO4
ZINC08439381 132 5.95 -9.11 0 5 0 220.18 3 COclccecc10C2=CC(=0)0C2=0

7INC08439380 | 2.25 -0.82 21.35 2 10 0 444469 6 CCI=C([C@@H](n2c(cc(=0)[nH]c2=S)N1)c3ccccc3[N+](=0)[0-])C(=0) OC[C@@H]4CCCO4
ZINC08439379 | 3.17 -0.66 -20.88 1 13 0 608.648 8 CC1(0[C@H]2[C@H]3[C@@H]4[C@@H](C(=0)N4N([C@@H]([C@@H]201)ON3C(=0)0Cc5cccec5)C(=0)0C(C)(C)C)NC(=0)Ccbeceec6)C
7INC08439378 | 4.91 ~0.04 812 0 5 0 476411 7 CC1=NC2=C([C@H](C1C(=0)0CCOC(C)C)c3cecce3Br)C(=0)CC(C2)(C)C

7INC08439378 | 5.09 0.29 914 0 5 0 476411 7 CC(C)OCCOC(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cccec3Br

ZINC08439378 | 5.09 138 1543 0 5 0 476411 7 CC(C)0CCOC(=0)C1[C@@H]([C@H]2C(=NC1=C)CC(CC2=0)(C)C)c3cecce3Br

ZINC08439378 | 4.91 0.33 1142 0 5 0 476411 7 CC1=C([C@@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3cccce3Br)C(=0)0CCOC(C)C

ZINC00628601 | 4.21 0.77 14.06 1 9 0 434452 6 CC1=C([C@H](n2c3ccccc3nc2N1)chccecc4[N+](=0)[0-])C(=0) OC[C@H]5CCCO5

7INC00628603 | 4.21 0.09 17 1 9 0 434.452 6 CC1=C([C@@H](n2c3ccccc3nc2N1)cdcccecd[N+] (=0)[0-]) C(=0) OC[C@H]5CCCO5

7INC08439377 | 3.17 173 1624 1 13 0 608.648 8 CC1(0[C@@H]2[C@H]3[C@@H]4[C@@H](C(=0)N4N([C@@H]([C@@H]201)ON3C(=0)OCcS5cceec5)C(=0)0C(C) (C)CINC(=0)Cebececc6)C
ZINC00628605 | 4.21 0.49 -19.16 1 9 0 434.452 6 CC1=C([C@H](n2c3cccec3nc2N1)cdccccc[N+](=0)[0-])C(=0)OC[C@@H]5CCCO5

7INC00628608 | 4.21 0.42 17.99 1 9 0 434452 6 CC1=C([C@@H](n2c3ccccc3nc2N1)chccecc4[N+](=0)[0-])C(=0)OC[C@@H]5CCCO5
ZINC08439375_|_6.06 2.49 1031 0 6 0 473.569 8 CC1=NC2=C([C@@H](C1C(=0)0CCc3cccce3)checc(cc4)C(=0)0C)C(=0)CC(C2)(C)C
ZINC08439375_| 6.24 2.92 11.23 0 6 0 473569 8 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cec(cc3)C(=0)0C)C(=0)0CCcdcccecd)C
ZINC08439375_|_6.24 3.9 1325 0 6 0 473.569 8 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccc(ce3)C(=0)0C) C(=0)OCCc4eccccd)C
ZINC08439375 | 6.06 2.76 1349 0 6 0 473569 8 CC1=C([C@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(ce3)C(=0)0C)C(=0)OCCchcccecd
ZINC08439372_|_3.63 012 2689 1 10 0 552.587 7 CC1=C[C@@H]2N(0[C@H]1[C@@H]3[C@@H](C(=0)N3N2C(=0)OCc4cccccd)NC(=0) Cebeecec5) C(=0)cbeceech,
7INC08439370 | 3.63 014 2448 1 10 0 552.587 7 CC1=C[C@H]2N(0[C@@H] 1 [C@@H]3[C@@H](C(=0)N3N2C(=0)OCc4cccccd)NC(=0)Cebeccee5)C(=0)cbeceech
ZINC00381730 2 5.67 -16.53 0 4 0 218.208 1 COclc2¢(ccc(=0)02)cc3¢10CC3

7INC08439369 | 6.06 2.47 -10.38 0 6 0 473.569 8 CC1=NC2=C([C@H](CIC(=0)0CCc3cccee3)cdece(ccd)C(=0)0C)C(=0)CC(C2)(C)C

ZINC08439369 | 6.24 2.97 1128 0 6 0 473.569 8 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccc(cc3)C(=0)0C)C(=0)OCCcéeccccd)C
ZINC08439369 | 6.24 3.94 19 0 6 0 473.569 8 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3cec(cc3)C(=0)0C)C(=0)0CCeAcccecd)C
ZINC08439369 | 6.06 2.85 1378 0 6 0 473.569 8 CC1=C([C@@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3ccc(cc3)C(=0)0C)C(=0)OCCeAcccccd
7INC08439368 | 4.77 341 34.2 1 9 0 605.709 6 CC1(CC2=C(C(C3=C(02)CC(CC3=0)(C)C)chccc(ccd)OC[C@H](CNSC(=0)cbeecec6S5(=0)=0)0)C(=0)C1)C
7INC08439367 | 5.56 2.46 19.51 0 6 0 438.52 9 CC1=CC(=0)O0[C@H]2[C@H]1C=CC(=C2)0CCCCCCOC3=C[C@@H]4[C@@H](C=C3)C(=CC(=0)04)C
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7INC08439366 | 4.77 391 -33.84 1 9 0 605.709 6 CC1(CC2=C(C(C3=C(02)CC(CC3=0)(C)C)c4ccc(cc4)OC[C@@H](CN5C(=0)cbeecec6S5(=0)=0)0)C(=0)C1)C
ZINC06147567 3.74 5.66 -9.59 1 3 0 267.394 3 Cclcee(c(c1)C)S(=0)(=0)NC2CCCCC2

7INC08439365 | 5.56 13.48 -19.98 0 6 0 438.52 9 CC1=CC(=0)0[C@H]2[C@H]1C=CC(=C2)0CCCCCCOC3=C[C@H]4[C@@H](C=C3)C(=CC(=0)04)C
ZINC08439364 | 4.97 1.2 -24.23 1 7 0 462.509 3 Cclc(c(=0)n(n1C)c2ccccc2)Ne3cccdc5¢3C(=0)cbeccechb-c5cc(=0)n4C

7INC08439362 | 4.23 7.16 14.18 1 6 0 427913 3 clccc(c(c1)N2CCN(CC2)S(=0)(=0)c3cccdc5c3cccc5C(=0)N4)Cl

7INC08439361 | 5.56 13.42 1993 0 6 0 43852 9 CC1=CC(=0)0[C@H]2[C@H]1C=CC(=C2)0CCCCCCOC3=C[C@@H]4[C@H](C=C3)C(=CC(=0)04)C
7INC08439360 | 4.47 512 14.87 1 6 0 461,465 4 clec(cc(c1)N2CCN(CC2)S(=0)(=0)c3cccdc5c3cccc5C(=0)N4)C(F) (F)F

7ZINC08439359 | 5.56 13.18 1891 0 6 0 43852 9 CC1=CC(=0)0[C@H]2[C@H]1C=CC(=C2)0CCCCCCOC3=C[C@H]4[C@H](C=C3)C(=CC(=0)04)C
7INC08439357 | 6.57 2.7 19.43 0 6 0 466.574 11 CC1=CC(=0)O0[C@H]2[C@H]1C=CC(=C2)0CCCCCCCCOC3=C[C@@H]4[C@@H](C=C3)C(=CC(=0)04)C
7INC08439356 | 3.72 748 1635 2 7 0 468.641 9 Cclec(c(c(c1)C)S(=0)(=0)NCCN(CCO)S(=0)(=0)c2¢c(cc(cc2C)C)C)C

7INC08439355 | 2.25 533 5551 2 8 1 462.507 7 CCN1c2ccc(c3c2c(cec3)C1=0)S(=0)(=0)N[C@H] (CcccScccce5 [nH]4)C(=0)[0-]

7INC08439354 | 6.57 15.04 2007 0 6 0 466.574 11 CC1=CC(=0)0[C@H]2[C@H]1C=CC(=C2)0CCCCCCCCOC3=C[C@H]4[C@@H](C=C3)C(=CC(=0)04)C
7INC08439353 | 2.25 531 5095 2 8 1 462.507 7 CCN1c2ccc(c3c2c(cec3)C1=0)S(=0) (=0)N[C@@H] (Cc4cc5eccecs [nH]4) C(=0)[0-]
ZINC08439351 | 6.57 14.98 19.99 0 6 0 466.574 11 CC1=CC(=0)0[C@H]2[C@H]1C=CC(=C2)0CCCCCCCCOC3=C[C@@H]4[C@H](C=C3)C(=CC(=0)04)C
ZINC08439350 6.51 -3.23 -12.29 2 5 0 467.612 7 CC(C)(C)c1cec(cc1)S(=0)(=0)Nc2cc(c(c3c2ccce3)0)SCedcccod

7INC08439349 | 6.57 14.75 -18.96 0 6 0 466.574 11 CC1=CC(=0)0[C@H]2[C@H]1C=CC(=C2)0CCCCCCCCOC3=C[C@H]4[C@H](C=C3)C(=CC(=0)04)C
ZINC08439348 | 4.63 -391 -19.23 2 8 0 475.555 6 clcec(ccl)n2c(nnn2)Sc3cc(c4cccecc4c30)NS(=0)(=0)c5cceecs

7INC08439347 | 8.08 0.95 53 0 2 0 440.722 5 CC(C)Sclc2c(cc(nl)c3ccde(c(n3)SC(C)C)CCCCC4)CCCLC2

ZINC08439345 9 16.07 -7.73 1 3 0 436.599 9 CCCCclcec(cc1)NC2=C/C(=N/c3ccc(cc3)CCCC)/c4cccccdC2=0

ZINC08439345 9 16.59 -7.72 1 3 0 436.599 9 CCCCclccc(cc1)NC2=C/C(=N\c3ccc(cc3)CCCC)/c4ccccc4C2=0

7INC08439344 | 3.41 0,99 12.17 0 6 0 491.157 5 CC(=0)N(clcec(cc1)0C(=0)C)S(=0)(=0) c2cc(ccc2Br) Br

7INC08439343 | 4.63 0.01 -8.88 0 5 0 43433 6 CCCOC(=0)C1[C@@H](C2=C(CCCC2=0)N=C1C)c3cc(ccc30C)Br

7INC08439343 | 4.63 035 -12.83 0 5 0 434.33 6 CCCOC(=0)C1=C(N=C2CCCC(=0)C2[C@H]1c3cc(ccc30C)Br)C

ZINC08439342_| 3.14 154 61.29 1 7 1 448473 8 CC(=0)0cl c2ccece2c(cc1SCC(=0)[0-])NS(=0)(=0)c3cce(cc3)F

ZINC08439341 | 4.63 0.01 8.73 0 5 0 434.33 6 CCCOC(=0)C1[C@H](C2=C(CCCC2=0)N=C1C)c3cc(ccc30C)Br

ZINC08439341 4.63 -0.27 -12.28 0 5 0 434.33 6 CCCOC(=0)C1=C(N=C2CCCC(=0)C2[C@@H]1c3cc(ccc30C)Br)C

7INC08439340 | 3.85 7.23 52,11 2 6 1 450.084 4 clcc(ce(c1)S(=0)(=0)Nc2ce(c(c(c2)Br)0)Br)C(=0)[0-]

ZINC08439339 | 5.46 14 -56.85 1 8 1 480518 9 CCCclc(c2ec(c3ccccc3c201)NS(=0)(=0)cecc(ccd)C(=0)[0-])C(=0)0CC

7INC08439338 | 3.8 2.25 60.09 1 9 1 482.49 9 Cclc(c2ec(c3ccecc3c201)NS(=0)(=0)chcec(cc4)C(=0)[0-])C(=0)0CCOC

ZINC08439336 | 5.98 224 5223 1 6 1 440,541 6 CCC(C)(C)[C@H]1CCc2c(cBec(ccc302)NS(=0)(=0)cecc(ccd)C(=0)[0-])C1

ZINC00622385 5.17 -1.66 -10.61 2 5 0 489.309 7 CCOclcc(cc(c10Cc2ccccc2))C(=0)Ne3ccc(cc3)0

ZINC08439335 | 5.98 2.26 5256 1 6 1 440,541 6 CCC(C)(C)[C@@H]1CCe2¢(c3cc(cec302)NS(=0)(=0)céecc(cc4)C(=0)[0-])C1

ZINC00622382 | 4.78 -1.67 -12.08 2 5 0 475.282 6 COclcc(cc(c10Cc2ccccc2)l)C(=0)Ne3ccec(c3)0

7INC08439334 | 4.38 10.08 -55.64 1 8 1 452,464 7 CCOC(=0)clc(oc2clec(c3c2ecced)NS(=0)(=0)chece(cc4)C(=0)[0-])C

7INC08439334 | 4.38 10.16 11037 0 8 2 451.456 7 CCOC(=0)clc(oc2clec(c3c2ecce3)[N-]S(=0)(=0)cdccc(cc4)C(=0)[0-])C

7INC08439332 | 4.49 179 56.07 1 8 1 464475 8 Cclc(c2cc(ccc201)NS(=0)(=0)c3ccc(cc3)C(=0)[0-])C(=0)0Cccccecd

ZINC00622380 5.29 0.45 -9.12 1 5 0 489.309 7 COclcccccINC(=0)c2cc(c(c(c2)1)0Cc3ccccec3)0C

7INC05396721 | 5.71 12.08 1045 0 5 0 431.532 6 CC1=NC2=C([C@@H](C1C(=0)0C)c3cccc(c3)0Cc4ccccc)C(=0)CC(C2)(C)C

ZINC05396721 | 5.89 11.87 1123 0 5 0 431.532 6 CC1(CC2=NC(=C)C([C@H](C2C(=0)C1)c3cccc(c3)0Cc4cccccd)C(=0)0C)C

7INC05396721 | 5.89 1271 1876 0 5 0 431532 6 CC1(CC2=NC(=C)C([C@H]([C@H]2C(=0)C1)c3ccce(c3)0CcAcccecd)C(=0)0C)C

ZINC05396721 | 5.71 12.07 135 0 5 0 431.532 6 CC1=C([C@H]([C@H]2C(=N1)CC(CC2=0)(C)C)c3ccec(c3)OCcAcccecd)C(=0)0C

ZINC08439331 | 4.01 9.16 -58.01 1 8 1 438437 6 Cclc(c2cc(c3ccccc3c201)NS(=0)(=0) c4ecc(cc4)C(=0)[0-])C(=0)0C

7INC08439331 | 4.01 924 -109.57 0 8 2 437.429 6 Cclc(c2ec(c3ccccc3c201)[N-]S(=0)(=0)c4ccc(ccd)C(=0)[0-])C(=0)0C

ZINC08439330 4.63 -1.01 -21.84 0 6 0 452.919 5 COclccc(cc1)N(C(=0)c2ccccc2Cl)S(=0)(=0)c3ccccdc3ncecd

ZINC00622370 5.41 0.91 -9.41 1 4 0 426.31 6 CclcccccINC(=0)c2cc(c(c(c2)Br)0Cc3ccccc3)0C

7INC05396702 | 5.71 12.08 1044 0 5 0 431.532 6 CC1=NC2=C([C@H](C1C(=0)0C)c3ccec(c3)0Cc4ccccc4)C(=0)CC(C2)(C)C
ZINC05396702_|_5.89 11.86 1145 0 5 0 431.532 6 CC1(CC2=NC(=C)C([C@@H](C2C(=0)C1)c3ccec(c3)0Cc4cccecd)C(=0)0C)C

7INC05396702_| 5.89 12.79 109 0 5 0 431.532 6 CC1(CC2=NC(=C)C([C@@H]([C@@H]2C(=0)C1)c3ccec(c3)0Cc4cccce4)C(=0)0C)C
ZINC05396702_| 5.71 12.05 1353 0 5 0 431.532 6 CC1=C([C@@H]([C@@H]2C(=N1)CC(CC2=0)(C)C)c3cccc(c3)0Cc4cccccd)C(=0)0C
7INC08439329 | 4.67 101 17.69 0 6 0 452919 5 COclccc(cc1)N(C(=0)c2ccc(cc2)CHS(=0)(=0)c3cccchc3nccck

7INC02170396 | 5.13 2.74 -6.87 1 4 0 432236 7 CCCOcIc(cc(cclBr)C(=0)Nc2ccccc2C(F)(F)F)0C

ZINC08439328 | 6.64 0.15 1345 1 6 0 477582 7 CCOC(=0)cl c2cc(cccZoclc3cccec3)NS(=0) (=0) c4e(c(cc(c4C)C)C)C

ZINC08439327 | 4.84 3.55 17.1 0 7 0 469.578 9 CC[C@H](C)0C(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3cce(c(c3)0CC)0C(=0)C
ZINC08439327 | 4.84 3.53 17.85 0 7 0 469.578 9 CC[C@H](C)OC(=0)C1=C(N=C2CC(CC(=0)C2[C@H] 1c3cec(c(c3)0CC)0C(=0)C)(C)C)C
ZINC08439327 | 5.02 2.66 -15.88 0 7 0 469.578 9 CC[C@H](C)0C(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3cec(c(c3)0CC)0C(=0)C
7ZINC08439326 | 7.56 528 1207 2 5 0 498.695 6 Cclec(cc(c1C)S(=0)(=0)Nc2ece(c(c2)Scancdcccecds3)0)C(C) (C)C

ZINC08439325_| 4.84 3.59 1355 0 7 0 469.578 9 CC[C@@H](C)0C(=0)C1[C@@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)0CC)0C(=0)C
ZINC08439325_| 4.84 3.57 1629 0 7 0 469578 9 CC[C@@H](C)0C(=0)C1=C(N=C2CC(CC(=0)C2[C@H] Tc3cce(c(c3)0CC)OC(=0)C)(C)C)C
ZINC08439325_| 5.02 2.64 1379 0 7 0 469.578 9 CC[C@@H](C)0C(=0)C1[C@@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)0CC)0C(=0)C
ZINC08439324 | 6.17 514 11.34 2 4 0 441.961 5 clcce(ce1)S(=0)(=0)Nc2cc(c(c3c2ccec3)0)Schecc(cc4)Cl

ZINC08439323 6.76 -3.93 -13.14 2 4 0 449.597 5 Cclcee(cc1)S(=0)(=0)Nc2cc(c(c3c2ccee3)0)Sc4ccc(cc4C)C
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ZINC03765149 5 2.64 -58.01 1 8 -1 467.523 9 CCOclcccccIN(CC(=0)Ne2ceeec2C(=0)[0-])S(=0) (=0) c3ccc(cc3)C
ZINC02987093 3.27 -3.62 -22.35 0 1 0 406.504 7 CCOclcccccIN(CC(=0)NCCc2ccc(cc2)0C)S(=0)(=0)C

ZINC08439322_|_4.84 3.58 1285 0 7 0 469.578 9 CC[C@H](C)0C(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=CIC)c3ccc(c(c3)0CC)0C(=0)C
7INC08439322_| 4.84 3.66 17.23 0 7 0 469578 9 CC[C@H](C)0C(=0)C1=C(N=C2CC(CC(=0)C2[C@@H]1c3ccc(c(c3)0CC)0C(=0)C)(C)C)C
ZINC08439322_|_5.02 2.74 14.64 0 7 0 469.578 9 CC[C@H](C)OC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ccc(c(c3)0CC)0C(=0)C
7INC08439321 | 6.32 425 133 2 4 0 43557 5 Cclcec(c(c1)C)Sc2ec(c3ccccc3c20)NS(=0)(=0)checccct

ZINC04174231 | 5.64 10.69 52.41 1 7 1 471.942 7 Cclcec(cc1)S(=0)(=0)N(CC(=0)Nc2eccec2C(=0)[0-])c3ceec(c3C)Cl
ZINC08439320 | 3.74 442 -58.06 2 6 1 420463 6 Cclec(ceclS(=0)(=0)Ne2ee(c(c3c2ecec3)0)SCC(=0)[0-]F

ZINC08439319 | 4.84 3.58 127 0 7 0 469.578 9 CC[C@@H](C)OC(=0)C1[C@H](C2=C(CC(CC2=0)(C)C)N=C1C)c3ccc(c(c3)0CC)0C(=0)C
7INC08439319 | 4.84 3.65 -17.03 0 7 0 469.578 9 CC[C@@H](C)OC(=0)C1=C(N=C2CC(CC(=0)C2[C@@H] 1c3cec(c(c3)0CC)0C(=0)C)(C)C)C
ZINC08439319 | 5.02 2.73 1452 0 7 0 469.578 9 CC[C@@H](C)OC(=0)C1[C@H](C2C(=NC1=C)CC(CC2=0)(C)C)c3ece(c(c3)0CC)0C(=0)C
ZINC08439318 | 4.64 -0.27 15.66 1 6 0 427453 5 Cclec(ceclS(=0)(=0)Ne2ee3c(c(oc3cdc2eccc4)C)C(=0)OC)F

7INC08439317 | 5.66 2.87 -20.83 1 7 0 488.993 9 CCOclcec(cc)NC(=0)CN(c2cec(c(c2)C0C)S(=0)(=0) c3ccc(cc3)C
7INC06270540 | 2.27 191 47.82 2 7 1 35343 5 clcc(sc1)S(=0)(=0)[N-]c2cec(c(c2)Sc3[nH]ncn3)0

ZINC08439316 | 5.58 14.81 1672 1 4 0 435.589 6 Cclcec(s1)[C@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)OCCcéeccccd)C
7INC08439316 | 5.7 058 -8.02 0 4 0 435.589 6 Cclcee(s1)[C@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CCcAcccec4)C)(C)C
ZINC08439315 | 2.91 3.06 256 1 8 0 436.53 10 Cclcec(c(c1)N(CC(=0)NCCe2eec(c(c2)0C)0C)S(=0)(=0)C)0C

7INC08439312 | 5.58 14.81 1683 1 4 0 435.589 6 Cclcee(s1)[C@@H]2C3=C(CC(CC3=0)(C)C)NC(=C2C(=0)0CCc4eccccd)C
ZINC08439312 | 57 048 -10.39 0 4 0 435.589 6 Cclcec(s1)[C@@H]2C3C(=0)CC(C=C3N=C(C2C(=0)0CCc4ccccc4)C)(C)C
ZINC08439311 | 4.43 -0.93 17.02 1 7 0 471.506 8 Cclec(ceclS(=0)(=0)Ne2cee3c(c(oc3cdc2ecccd)C)C(=0)OCCOC)F

7INC02986980 | 4.39 2.96 2593 1 6 0 404.532 9 CC(C)clecc(ccl)N(CC(=0)NCCe2cec(cc2)0C)S(=0)(=0)C

ZINC00969280 4.46 -3.55 -14.2 2 5 0 436.278 5 clcee(c(c1)/C=N/NC(=0)CSc2[nH]c3cccce3n2)l

ZINC08439310 4.55 -4.9 -16.13 2 6 0 452.504 6 Cclcc(cec1S(=0)(=0)Nc2cec(cc2)NS(=0)(=0)c3ccc(cc3C)F)F

ZINC04174238 | 5.55 312 21.22 1 6 0 468.619 7 COclcce(cc1)NC(=0)CN(c2cec(cc2)C34CC5CC(C3)CC(C5)C4)S(=0)(=0)C
ZINC08439309 3.85 -2.44 -23.81 1 8 0 490.537 8 Cclc(c2cc(c3ccccc3c201)NS(=0)(=0)c4cccc5c4ncec5)C(=0)0CCOC
ZINC08439308 5.71 1.03 -13.39 0 5 0 454.942 3 cleec(ccl)n2cec(c(n2)c3ccc(cc3)Cl) /C=c\4/c(=0)n5c6ccccebne5s4
ZINC08439307 | 3.51 1.46 13.91 0 7 0 433457 6 CCOC(=0)clc(oc2clcc(cc2)N(C(=0)C)S(=0)(=0)c3ccc(cc3C)F)C

ZINC01013182 4 -0.21 -11.39 0 6 0 480.723 4 clcc(ccc1C(=0)CN2C(=0)/C(=C/c3cc4c(cc3Br)0C04)/SC2=0)Cl

7INC08439306 | 4.91 175 12.66 0 7 0 461511 8 CCCC(=0)N(cIccc2c(cl)c(c(02)C)C(=0)0CC)S(=0) (=0)c3ccc(cc3C)F
ZINC01013180 3.87 0.37 -11.55 0 6 0 436.272 4 clec(cecc1C(=0)CN2C(=0)/C(=C/c3cc4c(cc3C1)0C04)/SC2=0)Cl

ZINC09042127 | 3.65 2.5 ~43.63 2 7 1 439.532 9 CC[NH+](CC)CCNI[C@H](/C(=C(/c2ccccc2)\0)/C(=0)C1=0)c3cc(ccc30C)0C
7INC08439304 | 46 12 14.09 0 6 0 431.485 6 CCCC(=0)N(cIecc2c(cl)c(c(02)C)C(=0)C)S(=0)(=0)c3ccc(cc3C)F

ZINC02853302 | 4.21 10.21 -17.4 0 7 0 455.513 6 Cclc(c2cc(ccc201)N(C(=0)c3cccec3)S(=0)(=0)c4cces4)C(=0)0C

ZINC02170296 5.66 -3.58 -29.83 2 5 0 480.387 5 Celccee(c1C)c2ne3cc(ccc302)NC(=S)NC(=0)c4cccc(c4)Br

ZINC08439303 5.71 0.14 -15.11 0 5 0 433.529 4 Cclcc(c(cc1C)S(=0)(=0)N(c2ccc3c(c2)cc(03)C)C(=0)c4cccccd)C

ZINC06270551 | 4.18 7.51 69.18 1 6 1 436.9 5 cTece(c(c1)C(=0)Nc2cec(cc2)CI[N-]S(=0)(=0)c3cccccanceck

7INC06270551 | 4.18 8.08 46.26 2 6 0 437.908 5 clcec(c(c1)C(=0)Ne2cee(cc2)Cl)[N-]S(=0) (=0) c3ccccdc3[nH+]ccck
ZINC00622060 6.51 9.08 -16.13 1 6 0 489.325 5 COclccc(ccINC(=0)c2ccc(02)c3ccc(ce3)Br)c4nc5ecccc504

7INC09042124 | 3.65 1.19 ~40.95 2 7 1 439.532 9 CC[NH+](CC)CCN1[C@@H](/C(=C(/c2cccec2)\0)/C(=0)C1=0)c3cc(ccc30C)0C
7INC02170293 | 5.91 0.76 -6.86 1 3 0 439.136 3 Cclec(cc(cINC(=0)c2ccc(02)c3ecc(c(c3)CHC)C)Br

ZINC08439301 5.44 -0.24 -16.82 0 7 0 492.94 5 COclcc(ccc10Cc2cc3c(cc2C)0CO3)/C=c\4/c(=0)n5c6ccceccbneSsd
ZINC08439300 | 5.99 0.32 14.8 1 6 0 455507 6 CC(C)(C)clc(c2ec(c3ecccc3c201)NS(=0)(=0)chccc(cc4)F)C(=0)0C
ZINC08439299 7.44 0.77 -12.83 0 5 0 531.468 4 Cclcec2¢(c1C)ne3n2c(=0)/c(=C\c4en(ncdcScccec5)Cebeec(cc6C)Cl) /53
ZINC08439298 | 6.25 038 1581 1 7 0 481.57 8 CCOclcee(ce1)S(=0)(=0)Nc2cc3c(c(oc3chc2ecccd) C(C)(C)C)C(=0)0C.
7INC00622047 | 2.19 3.67 22.45 2 7 0 434521 6 clccc(ccl)C(=0)N2CCN(CC2)c3ccc(cc3)NC(=S)NC(=0)chcccod

7INC08439297 | 1.38 -10.73 15 0 9 0 484.577 4 clec2c(cc(c3c2¢(c1)C(=0)S3)S(=0) (=0)N4CCOCC4)S(=0) (=0)N5CCOCCS
ZINC02170288 5.36 9.61 -21.8 3 5 0 433.558 6 CCclccc(ccl)C(=0)NC(=S)Nc2cee(c(c2)c3nc4cccecds3)0

7INC08439296 | 5.86 1271 5813 0 6 1 488516 7 Cclc(c2cc(c3cccec3c201)[N-]S(=0) (=0)ckccc(cc4)F)C(=0)OCc5eccees
ZINC08439296 5.86 12.64 -15.57 1 6 0 489.524 7 Cclc(c2cc(c3ccccc3c201)NS(=0)(=0)c4ccc(cc4)F)C(=0)0Cc5cccees
ZINC01013175 4.87 0.7 -21.57 1 9 0 581.046 9 CCOclcc(ccc10CC(=0)Nc2ccecc2C)/C=C\3/C(=0)N(C(=0)S3)Cc4cc5¢c(cc4Cl)0COS5
ZINC08439294 | 4.64 -1.36 -14.11 1 7 0 451.5 8 Cclc(c2ec(ccc201)NS(=0)(=0)c3ccc(cc3)0C)C(=0)O0Cc4ccccct

ZINC08439293 447 -0.44 -11.97 0 5 0 431.311 4 CCOclce(c(cc10C)/C=c/2\c(=0)n3c4ccccc4nc3s2) Br

7INC02170277 | 5.56 0.26 1158 0 7 0 544.412 7 COclcc(cce10Cc2ece(cc2)Cl)/C=C/3\C(=0)N(C(=0)S3)Cchccsc(cc4Cl)0CO5
7INC08439292 | 8.05 027 1313 1 4 0 475.654 4 Cclcc(c(cc1C)S(=0)(=0)Nc2cc3eac(oc3e5e2ecec5)CC[C@H](C4)C(C)(C)C)C
7INC08439291 | 8.05 0.27 “13.05 1 4 0 475.654 4 Cclcec(c(cc1C)S(=0)(=0)Ne2ec3chc(oc3c5e2ecees)CC[C@@H] (CA)C(C)(C)C)C
ZINC08439290 | 65 0.21 1356 0 7 0 623.308 7 COclcc(ce(c10Cc2ccc(cc2)Cl)Br) /C=C/3\C(=0)N(C(=0)S3) Cc4cc5c(cc4C)OCO5
7INC08439289 | 6.48 -0.74 22.03 1 5 0 461583 3 Cclec(c(cc1C)S(=0)(=0)Nc2ec3cdc(oc3c5e2ececs)CC(CC4=0)(C)C)C
ZINC08439287 5.59 -1.53 -22.98 1 5 0 433.529 3 Cclce(c(cc1C)S(=0)(=0)Nc2cc3c4c(oc3e5c2cccc5)CCCC4=0)C

7INC02170255 | 6.17 0.18 10.17 0 7 0 578.857 7 COclcc(cce10Cc2ece(cc2Cl)Cl)/C=C/3\C(=0)N(C(=0)S3)Cedcc5c(cc4C)0CO5
7INC02497152 | 4.99 171 1353 1 5 0 450.354 4 Cclec(c(cc1C)S(=0)(=0)NeZee3c(c(oc3c(c2)Br)C)C(=0)C)C

7INC02170251 | 5.25 0.14 837 0 6 0 479.941 6 clcec(cc1)COc2cccec2/C=C/3\C(=0)N(C(=0)S3) Ccdccc(cc4CI)0CO5
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ZINC08439286 6.12 -2.19 -19.02 1 6 0 477.563 7 CCOC(=0)c1c2cc(c3ccccc3c2oclcdccccc4)NS(=0)(=0)c5cees5

7INC08439285 | 4.98 13.62 2471 1 4 0 457.382 6 CC1=C([C@H](C(=C(N1)SCC(=0)c2ccc(cc2)Cl)CHN)cBececc3CHC(=0)C
ZINC08439285 | 55 0.78 1169 0 4 0 457.382 6 CC(=0)C1[C@H](C(C(=NC1=C)SCC(=0)c2ccc(cc2)Cl)C#N)c3eccec3Cl
7INC08439285 | 5.32 0.55 11.65 0 4 0 457.382 6 CC1=C([C@H]([C@H](C(=N1)SCC(=0)c2ccc(cc2)C)CHN)c3eceec3C)C(=0)C
ZINC01013166 | 4.4 0.33 12.33 0 7 0 475.95 7 CCOclcc(ccel0C(C)C)/C=C/2\C(=0)N(C(=0)S2) Cc3cchc(cc3C1)0CO4
ZINC08439284 4.8 -2.7 -15.99 1 6 0 430.485 3 Cclcec(cc1)S(=0)(=0)Nc2ccc3c4c2C(=0)c5ccccc5-c4ec(=0)n3C

ZINC01013164 | 4.19 152 11.29 1 7 0 468314 5 CCOclcc(cc(c10)Cl)/C=C\2/C(=0)N(C(=0)S2)Cc3ccdc(cc3C)0CO4
7INC08439283 | 5.54 9.06 17.22 1 7 0 464474 6 COC(=0)clcec(cc1)NC2=CC(=NS(=0)(=0)c3ccc(cc3)F)chcccccC2=0
ZINC08439282_| 7.23 119 115 1 4 0 447.6 4 C[C@H]1CCc2c(c3cc(cAcccecdc302)NS(=0)(=0)c5ece(cc5)C(C)(C)C)CL
7INC02170239 | 4.38 1 1291 0 7 0 536.787 6 COclcc(cc(c10CCHC)Br)/C=C\2/C(=0)N(C(=0)S2)Cc3cchc(cc3CHOCO4
7INC08439281 | 4.98 13.01 2076 1 4 0 457.382 6 CC1=C([C@@H](C(=C(N1)SCC(=0)c2ccc(cc2)Cl)C#N)c3ccece3CC(=0)C
7INC08439281 | 55 0.56 115 0 4 0 457.382 6 CC(=0)C1[C@@H](C(C(=NC1=C)SCC(=0)c2ccc(cc2)CI)CHN)c3eccec3Cl
ZINC08439281 | 5.32 0.43 9.95 0 4 0 457.382 6 CC1=C([C@@H]([C@@H](C(=N1)SCC(=0)c2ccc(cc2)Cl) C#N)c3ccece3CHC(=0)C
7ZINC08439280 | 7.23 119 1153 1 4 0 4476 4 C[C@@H]1CCe2¢(c3cc(cAeccec4c302)NS(=0)(=0)c5ece(cc5)C(C)(C)C)CL
7INC02170234 | 531 152 -13.06 0 7 0 523.994 7 Cclccec(c1)COc2ecc(cc20C)/C=C\3/C(=0)N(C(=0)S3)Cchcc5c(cc4CI)0OCOS
7INC08439279 | 5.2 934 1459 1 7 0 4515 8 CCOC(=0)clc2ec(ccc2oclc3cccec3)NS(=0)(=0) checc(cc4)OC

ZINC08439279 5.12 9.37 -50.55 0 7 -1 450.492 8 CCOC(=0)c1c2cc(ccc2oclc3cccee3)[N-]S(=0)(=0)c4ccc(cc4)0C

7INC02170228 | 4.66 128 -13.03 0 7 0 583.787 6 COclcc(cc(c10CCHO))/C=C/2\C(=0)N(C(=0)S2)Cc3ccdc(cc3C)0CO4
7INC02502128 | 4.53 2.29 14.47 1 6 0 452326 6 Cclc(c2cc(ccc201)NS(=0)(=0)c3cec(cc3)Br)C(=0)0C(C)C

7INC08439278 | 5.98 1.09 1398 0 7 0 606.853 7 COclcc(ce(c10Cc2ccc(cc2)F)Br)/C=C/3\C(=0)N(C(=0)S3)CcAecsc(cc4ChOCO5
7INC08439277 | 5.87 1592 1851 2 6 0 530.049 9 CC1=C([C@H](C(=C(N1)SCC(=0)0Cc2ccccc2) CH#N)c3ecccc3Cl)C(=0)Nedecceck
ZINC08439277 | 6.39 0.26 1243 1 6 0 530.049 9 C=C1C([C@H](C(C(=N1)SCC(=0)0Cc2ccccc2)CHN)c3cccce3CC(=0)Nedecceck
7INC08439277 | 6.39 2.04 224 1 6 0 530.049 9 C=C1C([C@H]([C@H](C(=N1)SCC(=0)0Cc2ccccc2) C#N)c3ecece3Cl) C(=0)Nekeceech
7INC02484247 | 543 037 1522 1 6 0 429.538 7 Cclc(c2cc(ccc201)NS(=0)(=0)c3ccc(ce3)C(C)(C)C)C(=0)0C(C)C
7INC01013162 | 4.66 20,55 9.14 1 6 0 440.908 4 CCclcccc2cl[nH]cc2/C=C\3/C(=0)N(C(=0)S3)Ccdcc5c(cc4C)0CO5
ZINC08439276 | 4.07 2.63 15.64 1 7 0 458319 8 Cclc(c2cc(ccc201)NS(=0)(=0)c3cc(cec3CI)CC(=0)0CCOC

ZINC01013161 | 4.58 177 9.7 1 6 0 491.75 3 clcc2c(cclBr)c(c[nH]2)/C=C\3/C(=0)N(C(=0)S3)CcAcc5c(cc4C)0CO5
7INC02484255 | 3.98 095 1538 1 7 0 431.51 8 Cclee(c(c(c1)C)S(=0)(=0)Ne2cec3e(c2)c(c(03)C)C(=0)0CCOC)C
ZINC01013156 | 3.68 -0.08 -10.23 0 7 0 433.869 5 COclcc(cc(c1)0C)/C=C/2\C(=0)N(C(=0)S2)Cc3cchc(cc3CI)0CO4
ZINC04149911 | 5.19 8.66 49.01 1 8 1 477518 8 CCCCOC(=0)clc(oc2elce(cc2)[N-]S(=0)(=0)c3cccdc5e3eccc5C(=0)N4)C
7INC04149911 | 5.19 8.63 -16.98 2 8 0 478526 8 CCCCOC(=0)clc(oc2elcc(cc2)NS(=0)(=0)c3cccdcsc3cccc5C(=0)N4)C
7INC08439275 | 5.87 1593 1848 2 6 0 530.049 9 CC1=C([C@@H](C(=C(N1)SCC(=0)0Cc2cccec2)CHN)c3cecce3Cl)C(=0)Nedeeceek
7INC08439275 | 6.39 0.25 1197 1 6 0 530.049 9 C=C1C([C@@H](C(C(=N1)SCC(=0)0Cc2ccccc2) C#N)c3cccec3Cl)C(=0) Nedecceck
ZINC08439275 | 6.39 178 13.07 1 6 0 530.049 9 C=C1C([C@@H]([C@@H](C(=N1)SCC(=0)0Cc2ccccc2) C#N)c3ccecc3ClC(=0)Nekecceck
7INC08439275 | 6.21 0.56 1117 1 6 0 530.049 9 CC1=C([C@@H]([C@H](C(=N1)SCC(=0)0Cc2ccccc2) C#N)c3eccec3Cl)C(=0)Nedeceeck
7INC08439274 | 4.76 116 1957 1 7 0 541 8 Cclccec(c1)NC(=0)COc2cce(cc20C)/C=C/3\C(=0)N(C(=0)S3)CeAc(cccc4CIF
7INC02497138 | 5.61 117 13.34 1 6 0 437517 8 CCCCOC(=0)clc(oc2clec(cc2)NS(=0)(=0)c3cccheccec4cd)C

ZINC02170185 5.54 1.58 -9.92 0 4 0 453.922 6 cleec(ce1)COc2ccc(cc2)/C=C/3\C(=0)N(C(=0)S3)Cc4c(cccc4Cl)F
7INC02480679 | 4.86 155 15.25 1 7 0 43151 10 CCCCOC(=0)cIc(oc2elcc(cc2)NS(=0)(=0)c3cce(cc3)0CC)C

7INC02170179 | 638 134 9.91 0 4 0 522.812 6 clcc(ce(c1)CHCOc2eec(ce2/C=C/3\C(=0)N(C(=0)S3)Cedc(ccccaChF)CI
7INC02502130 | 5.23 2.35 13.93 1 6 0 466.353 8 CCCCOC(=0)clc(oc2elec(cc2)NS(=0)(=0)c3cec(cc3)Br)C

7INC00716242 | 5.21 135 -18.99 1 6 0 439.924 6 CCI=C([C@H](C(=C(N1)SCc2cccc(c2) [N+](=0)[0-])C#N)c3ccc(cc3)CI)C(=0)C
7INC00716242 | 5.72 12.19 -14.08 0 6 0 439.924 6 CC(=0)C1[C@H](C(C(=NC1=C)SCc2cccc(c2)[N+](=0)[0-])C#N)c3ccc(cc3)Cl
7INC00716242 | 5.72 13.26 21.61 0 6 0 439.924 6 CC(=0)C1[C@H]([C@H](C(=NCI=C)SCc2cccc(c2)[N+](=0)[0-]) C#N)c3ccc(cc3)Cl
ZINC00716242_| 5.54 12.38 1326 0 6 0 439.924 6 CC1=C([C@H]([C@@H](C(=N1)SCc2cccc(c2)[N+](=0)[0-]) C#N)c3cec(cc3) CC(=0)C
ZINC08439272 6.73 -0.85 -16.95 1 6 0 487.577 8 CCCclc(c2cc(c3cccec3c201)NS(=0)(=0)c4ccc5cccec5¢4)C(=0)0CC
7INC02170170 | 5.12 116 -10.69 0 5 0 547.773 6 CCOclcc(cc(c10C0)1)/C=C/2\C(=0)N(C(=0)S2)Cc3c(cccc3CHF

7INC08439271 | 5.62 113 132 1 6 0 437517 8 CCCclc(c2ec(ccc201)NS(=0)(=0)c3cccdecccc4c3)C(=0)0CC

ZINC08439270 7.6 1.48 -13.4 0 5 0 626.931 8 CCOclcc(cc(c10Cc2cccc3c2ecce3)Br)/C=C/4\C(=0)N(C(=0)S4)Cc5c(cccc5CHF
7INC08439269 | 5.72 177 1324 1 6 0 456.347 8 CCCclc(c2ec(cec201)NS(=0)(=0)c3cc(ccc3CHCC(=0)0CC

7INC08439268 | 5.21 14.03 2193 1 6 0 439.924 6 CC1=C([C@@H](C(=C(N1)SCc2ccec(c2)[N+](=0)[0-])C#N)c3cec(ce3)CC(=0)C
7INC08439268 | 5.72 123 15.89 0 6 0 439.924 6 CC(=0)C1[C@@H](C(C(=NC1=C)SCc2ccec(c2)[N+](=0)[0-])C#N)c3cce(ce3)Cl
ZINC08439268 | 5.54 1.09 1457 0 6 0 439.924 6 CC1=C([C@@H]([C@@H](C(=N1)SCc2cccc(c2)[N+](=0)[0-])C#N)c3cec(cc3) CHC(=0)C
ZINC08439267 | 7.02 111 11.23 0 5 0 644.289 7 COclcc(ce(c10Cc2ecc(cc2)CI)I)/C=C/3\C(=0)N(C(=0)S3) Cc4c(cccc4CF
ZINC04149912 | 5.54 1.02 16.21 1 6 0 437517 8 CCCCOC(=0)clc(oc2elec(c3c2eccc3)NS(=0)(=0)chcceccd)C

ZINC08439266 5.58 0.38 -15.73 0 5 0 448.931 5 COclcc(cec10Cc2ccccc2Cl)/C=c/3\c(=0)n4c5cccec5ncds3

7INC02170161 | 5.25 2.69 11,97 0 5 0 501.938 7 COclcc(cce10Cc2ecccc2F)/C=C/3\C(=0)N(C(=0)S3) Ccc(ccecdCF
ZINC08439265 | 6.1 ~0.88 1619 1 7 0 481.57 10 CCCCCOC(=0)clc(oc2el ce(c3c2cccec3)NS(=0)(=0)c4cec(cc4)0C)C
ZINC08439264 6.51 -0.22 -16.96 0 5 0 527.827 5 COclcc(cc(c10Cc2ccccc2Cl)Br)/C=c/3\c(=0)n4c5cccecSncds3

7INC02170156 | 6.33 1.82 1014 0 4 0 511.405 5 clcce(c(cl)Cn2ec(c3c2eceed)/C=C/4\C(=0)N(C(=0)S4)Cc5e(ccec5CNF)CI
7INC08439263 | 5.61 161 14 1 6 0 435.929 9 CCCCCOC(=0)clc(oc2clcc(cc2)NS(=0)(=0)c3ece(ce3)Cl)C
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ZINC03219042 5.87 -2.28 -12.98 1 6 0 500.37 7 CCOC(=0)c1c2cc(ccc2oclc3ccccc3)NS(=0)(=0)c4ecc(cc4)Br

7INC08439262_| 7.07 124 1215 0 5 0 611.316 8 CCOclcc(cc(c10Cc2ececc2ClBr)/C=C/3\C(=0)N(C(=0)S3)Ccc(cccc4CF
7INC02694664 | 4.96 9.99 -15.03 0 7 0 469.559 6 Cclc(c2ec(ccc201)N(C(=0)C3CCCCC3)S(=0) (=0) c4cec(ccd)0C)C(=0)C
ZINC08439261 6.49 0.3 -14.49 0 4 0 434.52 4 clcec2e(cl)cccc2C0c3ccce(c3)/C=c/4\c(=0)n5c6eccecbne5s4

ZINC03635711 | 6.86 13.71 12.92 0 5 0 465.615 4 Cclcec(c(c1)C)S(=0)(=0)N(c2cec3c(c2)c4c(03)CCCC4)C(=0)C5CCCCCs
ZINC08439260 | 4.69 1.29 1653 1 8 0 475478 5 Cclc(c2cc(ccc201)NS(=0)(=0)c3ccc4c(c3)C(=0)c5eeecc5C4=0)C(=0)0C
7INC03635679 | 5.67 12.02 13.47 0 7 0 483.586 6 Cclcec(c(c1)C)S(=0)(=0)N(c2ccc3c(c2)c(c(03)C)C(=0)0C)C(=0)C4CCCCT
ZINC08439259 6.79 -0.28 -16.26 0 5 0 574.827 5 COclcc(cc(c10Cc2ccccc2C))/C=c/3\c(=0)n4c5ccccc5ncds3

7INC02503435_ | 4.88 -0.89 14.62 1 6 0 42349 6 Cclc(c2cc(ccc201)NS(=0)(=0)c3ccccdc3ccccd)C(=0)0C(C)C

7INC06142777 | 5.87 -1.98 17.96 1 7 0 499.544 3 CC1(Cc2c(c3cc(ccc302)NS(=0)(=0) ceec5e(c4)C(=0)cbeecccbC5=0)C(=0)C1)C
7INC08439257 | 5.27 11.42 18,61 0 8 0 499.585 8 CCOC(=0)clc(oc2clec(cc2)N(C(=0)C3CCCCC3)S(=0)(=0)chccc(ccd)0C)C
7INC02170138_| 4.57 ~0.87 1113 1 5 0 486.746 5 CCOclcc(cc(c10)Br)/C=C/2\C(=0)N(C(=0)S2)Cc3c(cccc3CF

7INC02503421 | 4.71 4.7 1154 1 4 0 420.309 3 clcc2c(cec3c2c(c1)C(=0)S3)S(=0) (=0)Ncacce(ccd)Br

ZINC00715097 | 3.25 9.95 5353 0 8 1 424.389 5 clcc(cec1[C@H]2C(=C(C(=0)N2c3nccs3)[0-])C(=0) checc(ccd) [N+](=0)[0-])F.
ZINC00715097 | 3.7 0.31 3678 1 8 0 425397 4 cloc(cecl [C@H]2C(=C(c3ccc(cc3) [N+](=0)[0-])0)C(=0)C(=0)NZc4nccs4)F
ZINC00715097 | 2.67 0.54 2455 0 8 0 425397 5 clcc(cccl[C@H]2[C@@H](C(=0)C(=0)N2c3nccs3)C(=0)céecc(cc4) [N+](=0) [0-])F
7INC08439256 | 5.87 2.22 15.42 1 6 0 458.539 4 CC(C)clccc(ccl)S(=0) (=0)Ne2cec3c4c2C(=0)cseccecs-caec(=0)n3C
ZINC08439255 | 6.08 3.21 11.29 0 5 0 524.013 9 COclcc(ce(c10Cc2cccec2) CC=C)/C=C\3/C(=0)N(C(=0)S3)Ccéc(cccc4CF
ZINC02503430 5.18 -2.12 -14.85 1 6 0 444.512 3 Cclcec(c(c1)C)S(=0)(=0)Nc2ccc3c4c2C(=0)c5cccee5-c4cc(=0)n3C
ZINC03635676 | 5.29 11.72 1451 0 7 0 469.559 6 Cclcec(cc1)S(=0)(=0)N(c2cec3e(c2)c(c(03)C)C(=0)0C)C(=0)CACCCCCA
ZINC03635660 | 5.67 12.35 15.25 0 7 0 483.586 7 CCOC(=0)clc(oc2clcc(cc2)N(C(=0)C3CCCCE3)S(=0)(=0)chccc(ccd)C)C
ZINC08439254 | 4.44 154 2242 1 7 0 502.592 8 Cclcec(cc1)CN2C(=0)/C(=C/c3cec(c(c3)0C) OCC(=0)NckcececdC) /SC2=0
ZINC00715098 | 3.25 9.95 5352 0 8 1 424.389 5 clcc(cecl [C@@H]2C(=C(C(=0)N2c3nccs3)[0-])C(=0)cdccc(ccd) [N+] (=0)[0-])F
ZINC00715098 | 3.7 0.31 3634 1 8 0 425397 4 clcc(cecl [C@@H]2C(=C(c3ccc(ce3)[N+](=0)[0-])0)C(=0)C(=0)N2c4nccs4)F.
ZINC00715098 | 2.67 0.54 245 0 8 0 425397 5 clcc(cecl [C@@H]2[C@H](C(=0)C(=0)N2c3nces3)C(=0)ctecc(cc4) [N+] (=0)[0-])F
7INC03635694 | 5.52 1141 13.04 0 7 0 489.977 6 Cclc(c2cc(ccc201)N(C(=0)C3CCCCC3)S(=0)(=0)cecc(cc4)CHC(=0)0C
7INC03635668 | 4.84 11.03 149 0 7 0 455532 6 Cclc(c2cc(ccc201)N(C(=0)C3CCCCC3)S(=0)(=0) chcccecd) C(=0)0C
7INC03635652 | 5.36 1137 1511 0 6 0 453.56 5 Cclcec(ce1)S(=0) (=0)N(c2cce3c(c2)c(c(03)C)C(=0)C)C(=0)C4CCCCCA
ZINC00950300 | 5.38 11.88 12.96 0 7 0 487.549 7 CCOC(=0)clc(oc2clcc(cc2)N(C(=0)C3CCCCE3)S(=0)(=0)chccc(ccd)F)C
ZINC02503431 5.03 -3.17 -14.96 1 6 0 450.903 3 Cnlc2ccc(c3c2c(ccl1=0)-c4ccccc4C3=0)NS(=0)(=0)c5ccc(cc5)Cl

7INC03635671 | 5.76 12.48 1417 0 7 0 483.586 7 CCclcec(cc1)S(=0)(=0)N(c2cec3c(c2)c(c(03)C)C(=0)0C)C(=0)C4CCCCCA
ZINC01013140 4.85 1.25 -16.62 1 6 0 472.566 7 Celcec(cc1)CN2C(=0)/C(=C/c3ccc(cc3)0CC(=0)Nc4eccec4C)/SC2=0
ZINC08439251 5.07 -1.32 -16.36 1 8 0 489.505 6 CCOC(=0)clc(oc2clcc(cc2)NS(=0)(=0)c3ccc4c(c3)C(=0)c5ceccc5C4=0)C
ZINC02170096 | 4.95 143 -55.68 0 6 1 452.895 5 Cclcec(cc1)CN2C(=0)/C(=C/c3cec(03)chece(c(c4)CI)C(=0)[0-])/SC2=0
ZINC08439250 7.44 -0.43 -15.03 0 5 0 609.272 5 COclcc(cc(c10Cc2ccc(cc2Cl)CI)/C=c/3\c(=0)n4c5ccccc5ncds3

7INC02503433 | 481 373 16,66 1 5 0 428513 6 clccc(cc1)CN(Ce2eccee2)S(=0)(=0)c3cccdc5e3eccc5C(=0)N4

ZINC08439249 6.36 2.26 -8.76 0 4 0 465.574 6 Cclcec(cc1)CN2C(=0)/C(=C\c3c4ccccc4ccc30Cc5cccecs)/SC2=0

7INC08439248 | 5.59 11.19 1377 0 6 0 473978 5 Cclc(c2cc(ccc201)N(C(=0)C3CCCCC3)S(=0)(=0)cecc(cc4)CHC(=0)C
7INC02694666 | 5.34 11.19 “13.59 0 7 0 483.586 7 CCOclcec(cel)S(=0) (=0)N(c2cee3c(c2)c(c(03)C)C(=0)C)C(=0)C4CCCCCA
ZINC08439247 6.11 0.61 -17.14 0 5 0 464.546 5 COclcc(cec10Cc2cccc3c2ecce3)/C=c/4\c(=0)n5c6cccccbne5s4

7INC08439246 | 5.83 124 859 0 4 0 615.23 5 Cclcec(cc1)CN2C(=0)/C(=C/c3ce(c(c(c3))OCCHO)T)/SC2=0

ZINC08439245 | 5.24 251 14.68 0 4 0 445565 6 clcce(cc1)CN(Ce2ecece2)S(=0)(=0)c3ccchc5c3ccecs C(=0)S4

7INC08439244 | 5.45 113 -26.86 0 7 0 423.837 3 clcce2¢(cl)ne3n2c(=0)/c(=C\cheec(o4)c5eec(cc5[N+] (=0)[0-])Cl)/s3
ZINC03635715_| 7.24 1455 1357 0 5 0 479.642 4 Cclcc(c(cc1C)S(=0)(=0)N(c2cce3c(c2)c4c(03) CCCC4)C(=0)C5CCCCC5)C
ZINC02170054 | 4.97 174 -14.66 3 7 0 549.469 7 CC1(CC2=C([C@H](C(=C(N2Nc3cccce3)N)C#N)cdec(c(c(c4)Br)OCC=C)0C)C(=0)C1)C
ZINC06142780 | 6.12 273 1592 1 6 0 471534 3 C[C@H]1CCe2c(c3cc(cec302)NS(=0)(=0)checc5e(c4)C(=0)cbeccec6C5=0)C1
ZINC02170057 | 4.97 176 -14.66 3 7 0 549.469 7 CC1(CC2=C([C@@H](C(=C(N2Nc3cccec3)N)CH#N) cdec(c(c(c4)Br)OCC=C)0C)C(=0)C1)C
7INC06142778 | 6.12 273 15.89 1 6 0 471.534 3 C[C@@H]1CCe2¢(c3ec(cec302)NS(=0)(=0)céeec5c(c4)C(=0)cbeeecc6C5=0)C1L
7INC08439242 | 5.11 14.72 3871 2 9 1 486.552 6 CCICCN(CC1)c2ece(cc2[N+](=0)[0-])/C=N/c3c([nH+]c4n3ccced)c5eec(c(c5)0C)0
7INC08439242 | 5.11 1358 4046 2 9 1 486.552 6 CCICCN(CC1)c2cec(cc2[N+](=0)[0-])/C=N\c3c([nH+]c4n3ccccd)c5ecc(c(c5)0C)0
7INC08439241 | 5.23 8.69 13.14 0 4 0 418312 2 Cclcc(c(cc1C)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Br)C

ZINC02170050 | 4.99 15,58 1852 3 7 0 520.633 7 CC1(CC2=C([C@@H](C(=C(N2Nc3cccce3)N)CH#N)chece(c(c4)0C)0Cc5eceec5)C(=0)C1)C
ZINC08439240 6.47 15.83 -15.26 0 6 0 492.362 7 COclccce(c10Cc2ccc(cc2Cl)Cl)/C=N/c3c(nc4n3ccccd)c5ccco5

ZINC08439240 6.47 14.21 -13.14 0 6 0 492.362 7 COclccce(c10Cc2ccc(cc2Cl)Cl)/C=N\c3c(nc4n3ccecd)c5ccco5

7INC08439240 | 6.47 14.74 3191 1 6 1 49337 7 COclcccc(c10Cc2ecc(cc2Cl)Cl) /C=N\c3c([nH+]c4n3ccccd)c5eccos
ZINC08439240 6.47 16.24 -30.01 1 6 1 493.37 7 COclccee(c10Cc2ccc(cc2Cl)Cl)/C=N/c3c([nH+]c4n3ccccd)c5ccco5
ZINC08439239 | 7.24 0.13 15.54 1 6 0 493.625 9 CCCCOC(=0)clc(oc2clec(c3c2ccccd)NS(=0)(=0)chccc(cc4)C(C)(C)C)C
ZINC08439238 | 6.31 146 1021 1 5 0 456977 8 CCN(CC)cIece(c(c1)0Cc2ece(cc2)Cl) /C=C(\C#N)/c3[nH]c4ccccc4n3
ZINC02170042_| 4.04 13 17.99 3 7 0 470.573 7 CC1(CC2=C([C@H](C(=C(N2Nc3ccccc3)N)CH#N)chece(c(c4)0C)0CC=C)C(=0)C1)C
ZINC02502136 | 5.59 1 1614 1 7 0 467.543 9 CCCCOC(=0)cIc(oc2clcc(c3c2ecec3)NS(=0)(=0) cheec(cc4)0C)C

ZINC08439237 7.39 0.76 -12.85 0 4 0 481.404 4 Cclcec2¢(c1C)ne3n2¢c(=0)/c(=C/c4ccccc40Cc5ccc(ccSCHCL) /53
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ZINC02170045 | 4.04 13.11 -17.58 3 7 0 470.573 7 CC1(CC2=C([C@@H](C(=C(N2Nc3cccec3)N)C#N)cdeec(c(c4)0C)0CC=C)C(=0)C1)C
7INC08439236 | 6.74 0.04 124 1 6 0 479.598 8 CCCCOC(=0)cIc(oc2clcc(c3c2ecec3)NS(=0)(=0)ce(cc(cc4C)C)C)C
7INC00714683 | 5.64 0.46 17.96 1 7 0 510.619 4 CC1(CC2=C([C@@H](Nc3c2cdcccccec3)c5ecc(c(c5) [N+](=0)[0-])Scbneen6C)C(=0)C1)C
7INC00621935 | 4.18 1243 1547 3 6 0 428536 4 Cclec(ccc10C)[C@@H]2C(=C(N(C3=C2C(=0)CC(C3)(C)C)Nckeccccd)N)CHN
ZINC08439235 5.7 -0.28 -14.78 1 6 0 455.507 8 CCCCOC(=0)clc(oc2clcc(c3c2cccc3)NS(=0)(=0)c4cec(cc4)F)C

7INC08439234 | 4.38 118 42,66 0 7 1 46422 2 clccc2c(c1)ne3n2¢(=0)/c(=C/chec(c(c(c4)1)[0-])[N+](=0)[0-])/s3
ZINC02170039 | 5.13 2.79 -19.33 3 7 0 538.623 7 CC1(CC2=C([C@@H](C(=C(N2Nc3cccec3)N) CH#N) cdecc(c(c4)0C)OCc5 cecc(c5)F)C(=0)C1)C
7INC08439233 | 6.2 016 1476 1 6 0 469.534 9 CCCCCOC(=0)cIc(oc2cl ce(c3c2ccce3)NS(=0)(=0)cdecc(cch)F)C

ZINC08439232 6.43 -0.95 -12.17 0 4 0 586.192 4 C=CCOclc(cc(ccll)/C=c/2\c(=0)n3c4cccccanc3s2)l

7INC00621932_| 5.07 0.82 1291 2 6 0 512.4 6 CC1(CC2=C([C@@H](C(=C(02)N)C(=0)0C)c3cc(cec30CcAcccec4)Br)C(=0)C1)C
7INC08439231 | 5.36 143 15.22 1 7 0 445537 11 CCCCCOC(=0)clc(oc2clec(cc2)NS(=0)(=0)c3ccc(ce3)0CC)C

ZINC08439230 7.38 -1.25 -13.56 0 4 0 636.252 4 cleec(ce1)COc2¢(ce(cc2l)/C=c/3\c(=0)n4c5ccccec5nc4ds3)|

7INC02170034 | 4.22 415 26.14 1 5 0 426.991 9 Cclcec(cc1)N(CC(=0)NCCSCe2ccccc2Cl)S(=0)(=0)C

7INC02480684 | 4.99 145 1555 1 7 0 43151 10 CCCCCOC(=0)cIc(oc2clcc(cc2)NS(=0)(=0)c3ccc(cc3)0C)C

ZINC02170026 | 5.88 1.62 8.92 2 6 0 517.384 7 CN(C)cIccc2c(c1)OC(=C([C@H]2c3cc(c(c(c3)CI)0Cchccccc4F)CI)C(=0)OC)N
7INC08439229 | 5.84 0.99 -15.08 1 6 0 429538 10 CCCCCOC(=0)cIc(oc2elcc(cc2)NS(=0)(=0)c3ccc(cc3)CC)C

ZINC02170029 | 5.88 143 -8.88 2 6 0 517.384 7 CN(C)cIecc2c(c1)OC(=C([C@@H]2c3cc(c(c(c3)Cl)OCcAcccccdF)CC(=0)OC)N
7INC08439228 | 5.75 037 1191 1 6 0 429538 9 CCCCCOC(=0)cIc(oc2elcc(cc2)NS(=0)(=0)c3cc(ccc3C)C)C

7INC02170023 | 5.29 0.15 -9.05 2 6 0 509.4 7 CN(C)cIccc2c(c1)OC(=C([C@@H]2c3cc(ccc30Cc4cccec4) Br)C(=0)OC)N
ZINC08439227 | 3.43 10.82 2615 2 7 0 540468 6 CC1=C([C@H](C(=C(N1)SCC(=0)Nc2nc3ccc(cc3s2)Br)C#N) checencd)C(=0)C
ZINC08439227 | 3.95 361 21.08 1 7 0 540.468 6 CC(=0)C1[C@H](C(C(=NC1=C)SCC(=0)Nc2nc3cec(cc3s2)Br)C#N)chccenck
7INC08439227 | 3.77 3.67 19.36 1 7 0 540.468 6 CC1=C([C@H]([C@H](C(=N1)SCC(=0)Nc2nc3ccc(ce3s2)Br)C#N) cdecencd)C(=0)C
7INC08439226 | 6.21 1,69 13.25 1 6 0 470374 9 CCCCCOC(=0)clc(oc2clec(cc2)NS(=0)(=0)c3cc(ccc3CHCI)C

ZINC08439225 | 5.74 223 1394 1 6 0 480.38 9 CCCCCOC(=0)cIc(oc2elcc(cc2)NS(=0)(=0)c3ccc(cc3)Br)C

7INC01013124 | 3.77 177 -15.83 2 6 0 437.304 4 Cclccec(c1)NC(=0)CN2C(=0)/C(=C/c3cc(c(c(c3)C)0)C1)/SC2=0

ZINC01013116 | 3.37 1.85 1653 1 7 0 452532 8 Cclccec(c1)NC(=0)CN2C(=0)/C(=C/c3ce(c(c(c3)0C)0C)CC=C)/SC2=0
7INC08439224 | 5.71 181 13.37 1 6 0 456.347 8 CCCCOC(=0)clc(oc2elec(cc2)NS(=0)(=0)c3cc(ccc3CCC

ZINC08439222 | 7.25 0.17 1498 1 6 0 493.625 9 CCCclc(c2ec(c3cccce3c201)NS(=0)(=0)c4ccc(cc4)C(C)(C)C)C(=0)0CC
ZINC01013096 | 3.48 1.23 139 1 6 0 437.496 5 CC(C)nlcc(c2clecec2)/C=C/3\C(=0)N(C(=0)S3)CC(=0)Ncdcec(ccd)F
7INC08439221 | 3.43 10.83 2623 2 7 0 540468 6 CC1=C([C@@H](C(=C(N1)SCC(=0)Nc2nc3ccc(ce3s2)Br)C#N) cccenc4) C(=0)C
ZINC08439221 | 3.95 377 1831 1 7 0 540.468 6 CC(=0)C1[C@@H](C(C(=NC1=C)SCC(=0)Nc2nc3ccc(cc3s2)Br) C#N)cdecencd
ZINC08439221 | 3.77 3.87 17.01 1 7 0 540.468 6 CC1=C([C@@H]([C@@H](C(=N1)SCC(=0)Nc2nc3ccc(cc3s2)Br)C#N)chccencd) C(=0)C
7INC08439220 | 6.46 051 15.68 1 6 0 465571 9 CCCclc(c2ec(c3cccec3c201)NS(=0)(=0) c4cec(ccd)CC)C(=0)0CC

ZINC08439219 | 3.66 161 17.29 1 7 0 472538 9 CCOclcc(cce10CC(C)C)/C=C\2/C(=0)N(C(=0)S2)CC(=0)Nc3cce(ced)F
ZINC02993022 4.51 10.82 -15.78 1 4 0 339.464 6 CCcleee(cc1)NC(=0)Cn2c3ccccc3nc2SCC

7INC08439218 | 4.87 8.99 1233 1 7 0 43151 10 CCCclc(c2ec(ccc201)NS(=0)(=0)c3cec(cc3)0CC)C(=0)0CC

7INC08439218 | 4.87 9.02 475 0 7 1 430502 10 CCCclc(c2ec(cec201)[N-]S(=0)(=0)c3ccc(cc3)0CC)C(=0)0CC

7ZINC01013094 | 3.28 122 17.28 1 7 0 458511 8 CCOclcc(cce10C(C)C)/C=C/2\C(=0)N(C(=0)S2)CC(=0)Nc3cce(ced)F
ZINC15941858 | 4.89 743 55.54 0 7 1 479.559 6 —0)N=C2C=C(C(=0)c3c2ccec3)[N-]S(=0)(=0) chccceck
ZINC15941858 4.89 7.11 -17.01 1 7 0 480.567 6 =0)N=C2C=C(C(=0)c3c2cccc3)NS(=0)(=0)c4cccccs
ZINC01013092 | 3.69 134 1791 1 6 0 422437 5 clccc(ccl)c2cec(02)/C=C\3/C(=0)N(C(=0)S3)CC(=0)Ncaccc(ccd)F
7INC08439215 | 6.88 0.12 85 1 4 0 499.195 5 cIccc2c(c1)[nH]c(n2)/C(=C/c3cc(ccc30Cc4ccc(cc4Cl)CBr) /CHN
ZINC15941856 | 5.18 9.67 28.78 1 7 0 494594 5 Cclcc(c(c(c1)C)S(=0)(=0)NC2=C/C(=N/S(=0)(=0) c3cccce3)/C(=0)chc2ccccd)C
7INC08439213 | 3.85 127 17.62 1 7 0 466.559 9 CCOclcc(cce10CC=C) /C=C/2\C(=0)N(C(=0)S2)CC(=0)Nc3cce(c(c3)C)C
ZINC08439212 7 -0.29 -16.99 1 6 0 487.577 6 CC(C)(C)c1c(c2cc(c3ccccc3c201)NS(=0)(=0)c4ccc5eccee5¢4)C(=0)0C
ZINC08439211 3.64 0.4 -20.47 3 11 0 571.335 8 COclcc(cc(c10CCHC))C=NNC(=0)Cn2c3ccccc3nc2edc(nond)N

7INC08439210 | 3.47 1.25 183 1 7 0 452532 8 Cclcec(cc1C)NC(=0)CN2C(=0)/C(=C\c3cce(c(c3)0C)0CC=C)/SC2=0
ZINC08439209 | 7.02 0.64 1234 1 6 0 479.598 6 Cclee(c(c(c1)C)S(=0)(=0)Nc2ee3c(c(oc3chc2ecccd)C(C)(C)C)C(=0)0C)C
7INC02169926 | 4.87 0.65 65.31 1 8 1 509.947 6 Cclcec(cc1C)NC(=0)CN2C(=0)/C(=C/c3ccc(03) chec(cec4Cl)C(=0)[0-])/SC2=0
7INC08439208_| 5.06 7.57 8.64 2 4 0 433.103 2 Cclcec2e(cl)ne([nH]2)/C(=C/c3cc(c(c(c3)Br)0)Br) /CHN

7INC08439208 | 5.06 833 -38.58 1 4 1 432.095 2 Cclcec2e(c1)[nH]c(n2)/C(=C/c3cc(c(c(c3)Br)[0-])Br)/CHN

7ZINC08439208_| 5.06 8.34 -38.61 1 4 1 432.095 2 Cclcec2e(c1)nc([nH]2)/C(=C/c3cc(c(c(c3)Br)[0-])Br) /CAN

ZINC02502145 | 5.61 038 -16.03 1 6 0 437517 6 Cclc(c2ec(c3cccce3c201)NS(=0)(=0)chcec(cc4)C(C)C)C(=0)0C

7INC02169920 | 4.28 125 69.6 1 8 1 489.529 6 Cclcec(cc1C)NC(=0)CN2C(=0)/C(=C/c3ccc(03)chccce(c4C)C(=0)[0-])/SC2=0
7INC08439206 | 4.27 1,97 14 1 6 0 414.266 5 Cclc(c2ec(ccc201)NS(=0)(=0)c3cc(cce3CIC)C(=0)0C

7ZINC08439205 | 2.42 529 11.03 3 11 0 384.352 3 Celc(c(c(c(c1[N+](=0)[0-])C)[N+](=0)[0-])C) [C@H]2c3c(n[nH]c30C(=C2C#N)N)C
ZINC08439204 | 3.78 138 1619 1 7 0 472.538 9 CC[C@H](C)Oclcec(cc10CC)/C=C/2\C(=0)N(C(=0)S2)CC(=0)Nc3cec(cc3)F.
7INC08439203 | 5.88 071 13.86 1 6 0 449.528 7 CCOC(=0)clc2ec(cec2oclc3cccec3)NS(=0) (=0) cec(cec4C)C

7INC08439202 | 2.42 5.07 1144 3 11 0 384.352 3 Celc(c(c(c(c1[N+](=0)[0-])C)[N+](=0)[0-])O) [C@@H]2c3c(n[nH]c30C(=C2C#N)N)C
ZINC08439201 | 3.78 139 1623 1 7 0 472538 9 CC[C@@H](C)Oc] cec(cc10CC)/C=C/2\C(=0)N(C(=0)S2)CC(=0)Nc3ece(cc3)F
ZINC08439200 | 5.17 0,51 1231 1 6 0 435.929 6 CCOC(=0)clc(oc2clec(cc2CNS(=0)(=0)c3cc(c(cc3C)C)C)C
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ZINC01013082_| 4.07 143 -16.61 1 7 0 468.575 8 CC[C@H](C)Oclcec(cc10C)/C=C\2/C(=0)N(C(=0)S2)CC(=0)Nc3cce(c(c3)C)C
ZINC08439199 5.24 -0.21 -19.36 1 8 0 403.508 11 CCCCCCCC(=0)N/N=C/clccc(c(c1)[N+](=0)[0-])Sc2ncen2C
ZINC08439199 | 5.24 0.05 37.78 2 8 1 404516 11 CCCCCCCC(=0)N/N=C/clccc(c(c1)[N+](=0)[0-])Sc2[nH+]ccn2C
7INC08439198 | 5.87 516 1812 2 6 0 472.632 6 Cclec(c(cc1C)S(=0)(=0)Nc2ece(cc2)NS(=0) (=0)c3cc(c(cc3C)C)C)C
7INC08439197 | 3.23 -0.76 -19.86 3 13 0 483.876 7 CN(C)clec(c(cc1[N+](=0)[0-])/C=N/NC(=0)Cn2c3ccccc3nc2cdc(nond)N)Cl
7INC08439196 | 6.74 0.12 -17.63 1 6 0 479.598 8 CCCCOC(=0)clc(oc2elcc(c3c2ccce3)NS(=0)(=0)cdec(c(cc4C)C)C)C
ZINC06446903 7.61 14.23 -6.46 1 4 0 578.091 5 clcec2c(c1)[nH]c(n2)/C(=C/c3cc(cc(c30Cc4ccc(cc4Cl)Cl)Br)Br) /C#N
ZINC08439195_| 7.24 0.24 17.58 1 6 0 493.625 9 CCCCCOC(=0)clc(oc2cl ce(c3c2cccc3)NS(=0)(=0)cdec(c(cc4C)C)C)C
7INC01013078 | 3.94 11 17.37 1 7 0 468575 8 CCOclcc(ccel0C(C)C)/C=C/2\C(=0)N(C(=0)S2)CC(=0)Nc3cec(c(c3)C)C
7INC02483499 | 5.09 074 2036 1 7 0 481.57 8 Cclec(c(cc1C)S(=0)(=0)Nc2cc3c(coc3chc2eccc4)C)C(=0)0CCOC)C
ZINC08439193 | 4.44 128 1634 1 7 0 482.602 9 CC[C@H](C)Oclcec(cc10CC)/C=C/2\C(=0)N(C(=0)S2)CC(=0)Ne3cec(c(c3)C)C
ZINC08439192 | 5.41 053 1321 1 6 0 449.528 7 Cclcec(c(c1)C)S(=0)(=0)Nc2cce3c(c2)c(c(03)C)C(=0)OCchccceck
7INC02184849 | 4.37 2.26 12.23 1 6 0 393.486 8 CCCCOC(=0)clc(oc2clcc(ccZ)NS(=0)(=0)c3cces3)C

ZINC08439191 | 4.44 127 1627 1 7 0 482.602 9 CC[C@@H](C)OcTcec(cc10CC)/C=C/2\C(=0)N(C(=0)S2)CC(=0)Nc3eee(c(c3)C)C
ZINC08439190 7.03 1.09 -14.16 0 5 0 511.43 5 Cclcc(c2c(c1)n3c(=0)/c(=C/c4ccc(c(c4)0C)0Cc5ccc(cc5CI)Cl) /sc3n2)C
7INC08439189 | 55 193 1651 1 6 0 443546 8 CCCclc(c2cc(c3ccccc3c201)NS(=0) (=0)checes4)C(=0)0CC
7INC02169882 | 4.5 111 -55.58 0 6 1 438.868 5 clccc(cc1)CN2C(=0)/C(=C/c3ccc(03)chece(c(c4)CC(=0)[0-])/SC2=0
7INC02497182_| 3.84 2.79 19.97 1 7 0 445518 8 Cclc(c2cc(c3eccec3c201)NS(=0)(=0)cdcccs4)C(=0)0CCOC
7INC02184848 | 2.73 544 -50.95 0 7 1 394.45 8 Cclc(c2ec(ccc201)[N-]S(=0)(=0)c3cces3)C(=0)0CCOC

ZINC02169869 3.89 1.74 -7.38 0 5 0 458.333 6 COclcc(cc(c10CC#C)/C=C/2\C(=0)N(C(=0)S2)Cc3ccccc3)Br
7INC02497178 | 53 -0.04 -18.04 1 6 0 437517 5 Cclec(c(cc1C)S(=0)(=0)Nc2ec3c(c(oc3c4c2ececd)C)C(=0)0C)C
ZINC08439187 3.1 10.93 -11.98 0 6 0 432.501 7 COclcc(cec10Cc2cencc2)/C=C/3\C(=0)N(C(=0)S3)Cc4cccecd
7INC08439186 | 6.09 9.41 14.54 1 6 0 446528 6 CCOclccc(ccl)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Neteec(ccd)C
ZINC08439185 | 6.57 10.62 1448 1 5 0 430529 5 CCclccc(cc])S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Nedeee(ccd)C
7INC02169823 | 4.16 172 -10.08 0 5 0 505.333 6 COclcc(cc(c10CCHO))/C=C/2\C(=0)N(C(=0)S2)Cc3cccccd
ZINC08439183 5.75 10.09 -17.46 1 7 0 460.511 7 CCOC(=0)clcec(cc1)NC2=C/C(=N\S(=0)(=0)c3cccce3) /c4cccec4C2=0
7INC08439182 | 5.59 1.66 24.57 0 7 0 417.446 3 Cclcc(c(cc1C)[N+](=0)[0-])c2ccc(02)/C=c\3/c(=0)nc5cccecsncas3
ZINC08439181 5.21 7.96 -16.71 1 6 0 418.474 5 COclcceccINC2=C/C(=N\S(=0)(=0)c3cccce3) /c4ccccc4C2=0
ZINC08439180 3.73 11.23 -12.31 0 6 0 466.946 7 COclcc(cec10Cc2cence2) /C=C/3\C(=0)N(C(=0)S3)Cc4ccccc4Cl
ZINC02497202 4.82 -2.64 -20.52 1 6 0 435.501 5 CCOclcee(cc1)S(=0)(=0)Nc2cc3cdc(oc3c5c2¢cccc5)CCCCA=0
ZINC01013036_| 3.68 112 15.63 0 6 0 448331 3 Cnlc2ecc(cc2n(c1=0)C)/C=C/3\C(=0)N(C(=0)S3)CcAccc(cc4ClCl
ZINC08439179 | 4.89 443 1523 0 5 0 444556 4 Cclec(c(c(c1)C)S(=0) (=0)N=C2C/C(=N\Cc3cccee3)/C(=0) chc2ecccd)C
7INC02169772 | 4.66 1.85 55.13 0 6 1 456.858 5 clec(ccc1CN2C(=0)/C(=C/c3cec(03)checc(c(c4)C)C(=0)[0-])/SC2=0)F
ZINC08439178 | 6.19 118 2991 2 3 0 470.164 2 clccc(cc1)C2=C(NC(=C3C=C(C(=0)C(=C3)Br)Br)N2)c4cccecd
7ZINC08439178 | 6.64 2,66 3174 3 3 1 471.172 3 clcec(ccl)c2e([nH+]c([nH]2)c3cc(c(c(c3)Br) 0)Br)cdcccccd
7INC08439178 | 6.64 11.81 2997 2 3 0 470.164 3 clcce(cel)c2e([nH+]c([nH]2)c3ce(c(c(c3)Br)[0-]) Br)chcccecd
ZINC08439178 6.64 10.29 -8 2 3 0 470.164 3 clccc(ccl)c2c(nc([nH]2)c3ce(c(c(c3)Br)0)Br)c4cccccd

ZINC08439177 | 5.94 935 2004 2 7 0 487.581 6 CC(C)clecc(ce1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccce3)Nedcee(cc4)NC(=0)C
7INC01013027 | 4.77 2.25 53.71 0 6 1 436.44 5 Cclcec(celc2ecc(02)/C=C\3/C(=0)N(C(=0)S3) Cchccc(cc4)F)C(=0)[0-]
ZINC08439176 6.04 9.51 -14.53 1 6 0 446.528 6 CCOclcee(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Ncdeccec4C
ZINC13108366 | 5.66 14.18 2038 0 8 0 426432 5 Cclce(c(cclc2cec(02)/C=N/c3c(ncAn3ccccd)c5ecco5) [N+](=0)[0-])C
ZINC13108366 | 5.66 1315 2233 0 8 0 426432 5 Cclce(c(celc2eec(02)/C=N\c3c(nc4n3ccecd)c5eccos)[N+](=0)[0-])C
7INC02169761 | 4.41 213 59.21 0 6 1 436.44 5 Cclc(cecc1C(=0)[0-])c2cec(02)/C=C\3/C(=0)N(C(=0)S3) Cchccc(cc)F
ZINC08439174 5.66 8.62 -14.85 1 6 0 432.501 5 CclccceccINC2=C/C(=N\S(=0)(=0)c3ccc(cc3)0C) /c4ccccc4C2=0
7INC08439173 | 3.26 137 13.07 0 6 0 450491 7 COclcc(cec10Cc2eence2)/C=C/3\C(=0)N(C(=0)S$3)Ccecc(cch)F
7INC08439172_| 6.46 9.93 1475 1 6 0 460.555 6 CCOclcec(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccced)Nedece(c(c4)C)C
7INC08439171 | 6.09 9.04 15.1 1 6 0 446528 5 Cclcec(cc1C)NC2=C/C(=N\S(=0)(=0)c3ccc(cc3)0C)/chcccccdC2=0
7INC02169720 | 4.38 3.25 1268 0 5 0 421.449 5 CC(=0)clccc(ccl)c2eec(02)/C=C/3\C(=0)N(C(=0)S3) Ccccc(cch)F
7INC08439170 | 6.69 10.03 1432 1 6 0 480.973 6 CCOclcec(ccl)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccce3)Nedec(cecdC)Cl
7INC02169708 | 4.62 1.64 5646 0 6 1 456.858 5 clcce(c(c1)CN2C(=0)/C(=C/c3ccc(03)checc(c(c4)CHC(=0)[0-])/SC2=0)F
7INC08439169 | 5.98 8.98 -16.06 1 5 0 422531 4 Cclcec(c(c1)NC2=C/C(=N\S(=0)(=0)c3cccs3)/chcccccC2=0)C
7INC02169664 | 4.34 2.98 1357 0 5 0 421.449 5 CC(=0)clccc(ccl)c2cec(02)/C=C/3\C(=0)N(C(=0)S3) CccccccaF
7INC08439168 | 6.46 10.19 14.78 1 6 0 460.555 6 CCOclcec(ccl)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Nedec(ccc4C)C
ZINC02169629 4.28 2.28 -12.75 0 5 0 523.323 6 COclcc(cc(c10CC#C)I)/C=C/2\C(=0)N(C(=0)S2)Cc3ccccc3F
7INC08439167 | 6.2 10.07 132 1 5 0 434.492 4 Cclcec(c(c1)NC2=C/C(=N\S(=0)(=0)c3ccc(cc3)F)/cdcccccdC2=0)C
7INC08439166 | 5.43 8.44 1716 1 8 0 476,51 7 COclcec(ccl)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Nedeee(cc4) C(=0)0C
ZINC08439165 | 3.94 2.82 556 1 4 0 501.083 3 CCOclc(cc(cell)T)/C=C/2\C(=0)NC(=0)S2

ZINC08439164 | 6.29 1058 1678 1 7 0 474538 7 CCclcce(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Nedece(cc4)C(=0)0C
7INC02169522 | 1.63 132 24.45 0 8 0 42345 4 clcec(c(c1)C#N)c2cec(02)/C=C/3\C(=0)N(C(=0)S3)CC(=0)N4CCOCCA
ZINC08439163 | 6.36 9.84 16,65 1 5 0 436558 4 Cclee(c(c(c1)C)NC2=C/C(=N\S(=0)(=0)c3cces3) /chcceccaC2=0)C
ZINC15941298 | 4.35 4.08 -18.73 2 7 0 434.473 5 COclcec(cc1)S(=0)(=0)NC2=C/C(=N\c3ccc(cc3)0)/C(=0)cdc2eccch
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ZINC08439160 | 1.04 0.27 -19.66 0 9 0 434.47 8 CCOC(=0)COclccc(ccl)/C=C\2/C(=0)N(C(=0)S2)CC(=0)N3CCOCC3
ZINC08439158 2.02 -1.04 -26.74 1 10 0 539.61 8 Celeec(cc1C)NC(=0)COc2ccc(cc20C)/C=C/3\C(=0)N(C(=0)S3)CC(=0)N4CCOCC4
7INC08439157 | 5.7 9.06 -18.03 1 7 0 466,54 7 CCOC(=0)clecc(ccl)NC2=C/C(=N\S(=0)(=0)c3cccs3)/chcccccdC2=0
7INC08439156 | 6.67 1151 1649 1 7 0 488.565 8 CCclcec(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Nedeec(cc4) C(=0)0CC
7INC01012880 | 1.82 0.49 23.72 0 8 0 440477 5 CC(=0)clcec(ccl)c2ecc(02)/C=C/3\C(=0)N(C(=0)S3)CC(=0)N4CCOCC4
ZINC08439155 | 6.58 1152 17.64 1 7 0 488.565 7 CCOC(=0)clcec(cc)NC2=C/C(=N\S(=0)(=0)c3ccc(cc3C)C)/chcccccdC2=0
7INC02169356 | 1.51 -0.49 -16.66 0 8 0 434514 7 CCOclcc(cce10C(C)C)/C=C/2\C(=0)N(C(=0)S2)CC(=0)N3CCOCC3
7INC08439154 | 5.92 10.16 155 1 7 0 478501 7 CCOC(=0)clcec(cc1)NC2=C/C(=N\S(=0)(=0)c3cce(cc3)F)/chcccccdC2=0
7INC08439153 | 3.71 0.39 71.76 1 8 1 481.893 6 clcec(ccl)NC(=0)CN2C(=0)/C(=C\c3ccc(03)cheec(c(c4)C(=0)[0-])CI)/SC2=0
ZINC13143552 5.98 8.71 -15.98 1 5 0 422.531 4 Celcec(cc1C)NC2=C/C(=N\S(=0)(=0)c3cccs3) /c4ccccc4C2=0
7INC02169330 | 4.05 0.02 63.27 1 8 1 481.893 6 clccc(cc1)NC(=0)CN2C(=0)/C(=C/c3ccc(03)chec(ccc4Cl)C(=0)[0-])/SC2=0
ZINC08439151 7.23 11.59 -12.55 1 5 0 462.546 7 CCCCclcec(cc1)NC2=C/C(=N\S(=0)(=0)c3ccc(cc3)F) /c4ccccc4C2=0
ZINC01012866 | 3.82 11.29 61.73 1 8 1 461475 6 Cclcec(celc2eec(02)/C=C\3/C(=0)N(C(=0)S3)CC(=0)Nc4cccccd) C(=0)[0-]
ZINC08439150 7.52 12.2 -14.64 1 5 0 458.583 7 CCCCclcec(cc1)NC2=C/C(=N\S(=0)(=0)c3ccc(cc3)C) /chccccc4C2=0
7INC08439149 | 1.52 147 19.53 0 12 0 500.489 7 COclcc(cce10c2ecc(cn2) [N+](=0)[0-])/C=C/3\C(=0)N(C(=0)S3)CC(=0)N4CCOCCA
7INC08439148 | 6.42 9.94 17.72 1 6 0 460.555 5 Cclce(c(cc1C)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccce3)Nedececc40C)C
7INC08439147 | 6.73 9.84 159 1 6 0 460.555 6 CC(C)clcec(ccl)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Nedececcd0C
7INC08439146 | 3.76 0.79 1575 1 6 0 433.533 5 Cclcec(cc1)NC(=0)CN2C(=0)/C(=C\c3en(chc3cccc4)C(C)C)/SC2=0
ZINC08439145 6.4 10.24 -17.26 1 6 0 468.534 5 COclcccccINC2=C/C(=N\S(=0)(=0)c3ccc4ccccc4c3) /cScccec5C2=0
7INC08439144 | 411 0.93 72.87 1 8 1 495.92 6 CclcccccINC(=0)CN2C(=0)/C(=C\c3cec(03)cdece(c(c4)C(=0)[0-])C)/SC2=0
7INC08439143 | 6.92 10.25 15.87 1 6 0 474582 6 CC(C)(C)clecc(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Ncdececcd0C
7INC08439142 | 2 0.36 218 1 8 0 436.493 4 CclcccccINC(=0)CN2C(=0)/C(=C\c3eccc(c3)n(c(=0)n4C)C)/SC2=0
7INC08439141 | 5.65 8.14 1611 1 7 0 462527 7 CCOclcec(cel)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccce3)NedeccecdOC
7INC02169139 | 4.45 0.56 62.84 1 8 1 495.92 6 CclccccclNC(=0)CN2C(=0)/C(=C/c3ccc(03)cdec(ccc4Cl)C(=0)[0-])/SC2=0
7INC08439140 | 6.13 936 162 1 6 0 446528 6 CCclcec(ccl)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccce3)Nekecccc0C
7INC02169133 | 4.22 12.19 59.97 1 8 1 475502 6 CclcccccINC(=0)CN2C(=0)/C(=C/c3cec(03)cdec(ccc4C)C(=0)[0-])/SC2=0
7INC08439139 | 6.42 10.21 1414 1 6 0 460.555 5 Cclec(c(c(c1)C)S(=0) (=0)N=C2C=C(C(=0)c3c2cccc3)Nedeceec40C)C
7INC08439139 | 6.42 10.29 1598 1 6 0 460.555 5 Cclee(c(c(c1)C)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccce3)Nedececc40C)C
7INC02169126 | 3.86 12.18 69.82 1 8 1 475502 6 CclccccclNC(=0)CN2C(=0)/C(=C/c3ccc(03) checce(c4C)C(=0)[0-])/SC2=0
ZINC08439138 6.02 8.58 -14.06 1 6 0 497.37 5 COclcceccINC2=C/C(=N\S(=0)(=0)c3ccc(cc3)Br)/c4ccccc4C2=0
7INC01012792 | 3.75 155 15.37 2 6 0 437.304 4 CclcccccINC(=0)CN2C(=0)/C(=C/c3cc(c(c(c3)C)0)Cl)/SC2=0
ZINC08439137 5.89 8.48 -14.21 1 6 0 452,919 5 COclcceccINC2=C/C(=N\S(=0)(=0)c3ccc(cc3)Cl)/c4ccccc4C2=0
7INC08439136 | 3.71 1.04 13.61 1 6 0 433533 5 CclcccccINC(=0)CN2C(=0)/C(=C\c3en(c4c3ccced)C(C)C)/SC2=0
ZINC08439135 5.66 8.59 -16.67 1 6 0 432.501 5 Cclcee(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Nc4ccccc40C
ZINC01012776 | 3.35 2.09 -16.15 1 7 0 452532 8 CclcccccINC(=0)CN2C(=0)/C(=C/c3cc(c(c(c3)0C)0C)CC=C)/SC2=0
ZINC08439133 6.83 -1.06 -14.95 0 4 0 461.608 4 Celcee(cc1)SC2=C/C(=N\S(=0)(=0)c3cc(c(cc3C)C)C) /c4ccccc4C2=0
7INC01012772 | 3.71 196 -16.76 2 7 0 538.363 6 CCOclcc(cc(c10)1)/C=C/2\C(=0)N(C(=0)S2)CC(=0)Nc3cccec3C
ZINC08439132_| 7.14 151 1355 0 4 0 461.608 5 Cclcec(cc1)SC2=C/C(=N\S(=0)(=0)c3ccc(cc3)C(C)C)/chcccccdC2=0
7INC08439131 | 4.18 20.65 189 1 9 0 542976 8 CCOclcc(ccc10c2c(enc(n2)CF)/C=C/3\C(=0)N(C(=0)S3)CC(=0)NcdcccecdC
ZINC08439130 6.46 -148 -15.02 0 4 0 447.581 4 Celcee(cc1)SC2=C/C(=N\S(=0)(=0)c3cc(ccc3C)C) /cdccccc4C2=0
7INC08439129 | 6.06 11.08 14.45 0 5 0 463.58 6 CCOclcec(cel)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccce3)Schccc(ccd)C
ZINC01012762 4.51 -0.75 -19.06 1 9 0 552.992 8 COclcccecINC(=0)COc2ccc(cc2)/C=C/3\C(=0)N(C(=0)S3)Cc4cc5c(cc4Cl)0COS
ZINC01012760 | 4.07 -0.08 9.01 0 6 0 417.87 5 CCOclcec(cel)/C=C/2\C(=0)N(C(=0)S2)Cc3cedc(cc3C)0CO4
ZINC08439128 5.69 10.18 -14.55 0 5 0 449.553 5 Celeec(cec1)SC2=C/C(=N\S(=0)(=0)c3ccc(cc3)0C) /c4cecccc4C2=0
ZINC00683837 | 4.82 11.74 16.67 0 7 0 490.821 7 COclcc(ccc10C(=0)c2ccco2)C=C3C(=NN(C3=0)c4ccc(ccd) CHC(F) (F)F
ZINC08439127 | 6.54 -1.88 1502 0 4 0 447581 5 CCclcec(ccd)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Schccc(cc4)C
7INC08439126 | 2.59 528 196 3 8 0 42345 4 Cclccec(c1)N2C(=0)/C(=C\c3cec(03)checc(ccd)S(=0) (=0)N) /C(=0)N2.
ZINC08439125 | 6.83 13.22 13.62 0 4 0 461.608 4 Cclcec(ce1)SC2=C/C(=N\S(=0)(=0)c3c(cc(cc3C)C)C)/chcccecdC2=0
7INC08439124 | 4.07 11.55 68.61 1 7 1 421.816 4 Cclccec(c1)N2C(=0)/C(=C\c3cec(o3)checc(c(c4)C(=0)[0-])C1)/C(=0)N2
ZINC08439123 5.79 10.94 -12.55 0 4 0 437.517 4 Ccleec(cc1)SC2=C/C(=N\S(=0)(=0)c3ccc(cc3)F)/c4ccccc4C2=0
7INC08439121 | 6.44 3.1 12.85 0 4 0 498.423 4 Cclcec(cc1)SC2=C/C(=N\S(=0)(=0)c3ccc(cc3)Br)/cdcccccdC2=0
ZINC08439120 6.31 11.4 -12.48 0 4 0 453.972 4 Ccleec(cc1)SC2=C/C(=N\S(=0)(=0)c3ccc(cc3)Cl) /c4ccccc4C2=0
ZINC08439119 5.63 10.88 -15.03 0 4 0 419.527 4 Cclcee(cc1)SC2=C/C(=N\S(=0)(=0)c3cccce3) /c4ccccc4C2=0
ZINC08439118 | 5.91 12.63 147 0 5 0 44554 4 Cclcec(cel)S(=0)(=0)N(c2cce3c(c2)chc(03)CCCC4A) C(=0)c5eccecs
ZINC02168976 6.24 -4.12 -10.82 2 4 0 548.098 4 Cclcc2¢(cc1C)ne([nH]2)SCC(=0)Nc3cc(c(c(c3)Br)Br)Br

ZINC02168967 2.62 -3.43 -21.61 4 6 0 371462 9 CCCCOclccee(c1)C(=0)NC(=S)Nc2cccec2C(=0)N

ZINC08439117 6.14 -0.99 -12.25 0 5 0 465.958 4 clcec(cc1)S(=0)(=0)N(c2cce3c(c2)c4c(03)CCCC4)C(=0)c5cce(cc5)Cl
ZINC08439116 5.85 10.57 -13.8 2 4 0 425.326 6 CCCCC(=0)Nclccee(c1)NC(=0)c2cccc3c2eccc3Br

ZINC08439115 591 -0.64 -13.72 0 5 0 445.54 4 Cclcec(cc1)C(=0)N(c2cce3c(c2)c4c(03)CCCC4)S(=0)(=0)c5cccecs
7INC02168965 | 4.76 238 263 3 5 0 424353 8 CCCCC(=0)NeIcecc(c1)NC(=S)NC(=0)c2cec(cc2CCl

ZINC08439114 5.47 2.11 -14.9 0 7 0 491.565 6 Cclce(c(c(c1)C)S(=0)(=0)N(c2ccc3c(c2)c(c(03)C)C(=0)0C)C(=0)c4ccccc4)C
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7INC02168963 | 4.82 221 -24.07 3 6 0 464.385 9 CCCCC(=0)Nclceec(c1)NC(=S)NC(=0)c2cc(ccc20C)Br

7INC08439113 | 5.53 153 1646 0 6 0 475.566 5 Cclee(c(c(c1)C)S(=0)(=0)N(c2cce3c(c2)c(c(03)C)C(=0)C)C(=0)chcccecd)C
ZINC02168962 5.28 -1.58 -26.5 3 5 0 431.561 9 CCCCC(=0)Nclceec(c1)NC(=S)NC(=0)c2ccc(cc2)c3cccce3

7INC08439112 | 5.85 152 1575 0 5 0 451.569 4 Cclcec(ccl)C(=0)N(c2ccc3c(c2)chc(03)CCCCA)S(=0)(=0)c5eccs5
ZINC08439111 7.11 0.56 -13.2 0 5 0 487.621 4 Cclcec(cc1)C(=0)N(c2cce3c(c2)c4c(03)CCCC4)S(=0)(=0)c5cc(c(cc5C)C)C
ZINC00683820 | 4.74 3.03 201 3 5 0 488.794 6 clcc(ce(c1)CC(=0)Ne2ece(cc2)NC(=S)NC(=0)c3ccc(cc3) Br
ZINC08439110 | 65 179 1 1 5 0 441,593 7 CCC(C)(C)[C@H]1CCc2c(c3cc(ccc302)NS(=0)(=0)checc(cc4)0CC)CL
ZINC00683819 | 4.04 158 265 3 5 0 427.888 6 clcec(c(c1)C(=0)NC(=S)Nc2cec(ce2)NC(=0)c3cecc(c3)CF,
ZINC08439109 | 6.5 181 -10.09 1 5 0 441,593 7 CCC(C)(C)[C@@H]1CCc2c(c3ec(ccc302)NS(=0)(=0) checc(ccd)0CC)CL
ZINC00683818 | 4.7 196 2495 3 6 0 467.978 8 CC(C)0cl ccec(c1)C(=0)NC(=S)Nc2cec(cc2)NC(=0)c3cece(c3)Cl
7INC08439108 | 5.62 091 -12.08 0 6 0 441,549 7 CCCC(=0)N(clccc2c(cl)c3¢(02)CCCC3)S(=0)(=0)cAccc(ccd)0CC
ZINC00683816 2.09 -3.94 -18.41 2 6 0 420.288 5 COclcc(cc(c10Cc2cccen2)Br) /C=C/3\C(=0)NC(=S)N3

7INC02483513 | 4.42 0.57 -16.68 0 8 0 459.52 9 CCCC(=0)N(cIccc2e(cl)c(c(02)C)C(=0)0C)S(=0)(=0)c3ccc(cc3)0CC
ZINC08439107 2.74 0.23 -12.32 1 6 0 496.326 7 CCOclcc(cc(c10CCHC)I)/C=C/2\C(=0)NC(=S)N(C2=0)CC=C
7INC08439106 | 4.8 0.54 -16.66 0 8 0 473547 10 CCCC(=0)N(cIccc2e(c1)c(c(02)C)C(=0)0CC)S(=0) (=0)c3cec(ce3)0CC
ZINC00683809 4.05 297 -21.7 0 7 0 487.35 9 CCOclce(cc(c10CC(=0)0CC)Br)/C=C\2/C(=NN(C2=0)c3ccccc3)C
ZINC08439105 5.21 0.19 -20.18 0 7 0 491.565 7 CCOclcec(ccl)S(=0)(=0)N(c2ccc3c(c2)c(c(03)C)C(=0)C)C(=0)c4ccc(cc4)C
7INC08439104 | 47 11.01 1613 0 8 0 493537 8 CCOclcec(cel)S(=0) (=0)N(c2cec3c(c2)c(c(03)C)C(=0)0C) C(=0)checcecd
ZINC02497224 3.47 -0.95 -18.68 0 8 0 478.526 7 CCOclccc(ccl)S(=0)(=0)N(c2cec3c(c2)c(c(03)C)C(=0)C)C(=0)c4cenccd
ZINC08439102_| 7.27 0.02 937 1 4 0 439.621 5 CCC(C)(C)[C@H]1CCc2c(c3ec(ccc302)NS(=0)(=0)che(cc(cc4C)C)C)CL
ZINC08439101 | 7.27 0.1 -8.99 1 4 0 439.621 5 CCC(C)(C)[C@@H]1CCc2c(cBec(ccc302)NS(=0) (=0)cc(cc(cc4C)C)C)CL
ZINC00683801 3.48 2.87 -19.34 0 7 0 473.323 8 CCOclce(c(cc10CC(=0)0C)Br)/C=C\2/C(=NN(C2=0)c3cccce3)C
ZINC08439100 | 7.05 1.82 14.47 0 6 0 499.588 7 Cclee(c(c(c1)C)S(=0)(=0)N(c2cec(cc2) 0C(=0) c3cccec3)C(=0)chcccccd)C
ZINC08439099 | 5.37 052 11.66 0 6 0 474.582 4 Cclcc(c(c(c1)C)S(=0) (=0)N(c2ccc3c(c2)chc(03) CCCCA) C(=0)c5eence5)C
ZINC08439098 4.61 341 -18.86 0 5 0 430.479 7 CCOclcc(cec10Cc2cccc(c2)F)/C=C\3/C(=NN(C3=0)c4ccccc4)C
ZINC08439097 | 6.38 05 11.06 0 5 0 439.577 5 CCCC(=0)N(cIccc2c(c1)c3c(02)CCCC3)S(=0)(=0)c4c(cc(cc4C)C)C
ZINC00683795 | 3.48 2.82 -18.95 0 7 0 473323 8 CCOC(=0)COclcc(c(cc10C)/C=C\2/C(=NN(C2=0)c3cccec3)C)Br
7INC02497221 | 417 104 14.18 0 7 0 443521 6 CCOC(=0)clc(oc2clec(cc2)N(C(=0)C)S(=0)(=0)c3c(cc(ce3C)C)C)C
ZINC04198939 3.21 -0.26 -16.9 0 7 0 452.463 5 Cclc(c2cc(ccc201)N(C(=0)c3cence3)S(=0)(=0)c4ccc(cc4)F)C(=0)C
ZINC08439096 | 5.25 151 17.47 0 7 0 495.528 7 CCOC(=0)clc(oc2clcc(cc2)N(C(=0)c3cce(cc3)C)S(=0)(=0) checc(cc4)F)C
ZINC08439095 | 5.26 211 -14.08 0 7 0 463.559 7 CCOC(=0)C1=C(N=c2n(c(=0)c(=Cc3cccen3)s2)[C@H] 1ckece(ccd)OC(C)C)C
ZINC08439094 | 4.88 152 1815 0 7 0 481,501 6 Cclcec(cel)C(=0)N(c2cce3c(c2)c(c(03)C)C(=0)0C)S(=0) (=0)c4ccc(cch)F
7INC08439093 | 4.43 10.82 14.84 0 7 0 467.474 6 Cclc(c2ec(ccc201)N(C(=0)c3cccec3)S(=0)(=0) checc(ccd)F)C(=0)0C
7INC08439092_| 5.26 2.29 1417 0 7 0 463.559 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cccen3)/s2) [C@@H] Ledcece(ccd)OC(C)C)C
7INC08439091 | 4.42 0.52 1691 0 8 0 459.52 9 CCCC(=0)N(clccc2e(cl)c(c(02)C)C(=0)0CC)S(=0) (=0)c3ccc(cc3)0C
ZINC08439090 | 4.7 0.55 1613 0 8 0 493.537 8 CCOC(=0)clc(oc2cl ce(cc2)N(C(=0)c3eccec3)S(=0) (=0)checc(cc4)0C)C
ZINC08439089 6.26 -0.02 -12.22 1 5 0 475.57 4 CC1=C([C@H](n2¢c(=0)/c(=C\c3cccs3) /sc2=N1)c4ccc(cc4)F)C(=0)Nc5cccees
7INC08439088 | 4.77 0.8 2037 0 8 0 493.537 7 Cclcee(ccl)C(=0)N(c2cce3c(c2)c(c(03)C)C(=0)0C)S(=0)(=0)c4ccc(cc4)0C
ZINC08439087 | 4.32 10.06 -16.47 0 8 0 479.51 7 Cclc(c2cc(ccc201)N(C(=0)c3cccce3)S(=0)(=0)c4ccc(cc4)0C)C(=0)0C
7INC08439086 | 6.26 032 1259 1 5 0 475.57 4 CC1=C([C@@H](n2¢(=0)/c(=C\c3cces3)/sc2=N1)chcce(ccA)F)C(=0)Nc5eceecs
7INC08439085 | 3.33 8.5 14.76 0 9 0 489.509 8 COclcec(cc1)S(=0)(=0)N(c2cec(cc2)0C(=0) c3cence3)C(=0)chcencc
7INC08439084 | 8.85 0.21 2857 0 7 0 779.737 8 CCOclcc(cc(c10S(=0)(=0)c2ccc(cc2)C)I)C3C4=C(CC(CC4=0)(C)CIN(C5=C3C(=0)CC(C5)(C)C)Cebeeeech
ZINC08439083 6.27 -6.88 -14.78 2 6 0 494.619 6 COclccc(cc1)S(=0)(=0)Nc2cc(c(c3c2ccce3)0)Sc4nc5eccee5s4
ZINC00683779 6.4 231 -19.57 0 4 0 497.36 4 clcee(c(c1)COc2ccc(cc2Br)C3C4=C(CCCC4=0)0C5=C3C(=0)CCC5)F
7INC02497232 | 4.53 12 16,53 1 7 0 439.489 7 CCOC(=0)cIc(oc2cl ce(c3c2eccc3)NS(=0)(=0)chccc(ccd)0C)C
ZINC02497229 444 8.19 -21.53 1 6 0 421.474 4 COclcee(cc1)S(=0)(=0)Nc2ce3cdc(oc3c5c2cccec5)CCCC4=0
7INC02497229 | 4.44 8.26 71.95 0 6 1 420.466 4 COclcec(cc1)S(=0)(=0)[N-]c2ec3cdc(oc3c5e2ecccs)CCCC4=0
7INC02168813 | 5.34 4.02 2729 0 4 0 496.445 3 CC1(CC2=C(C(C3=C(N2C)CC(CC3=0)(C)C)cAec(ccc0CCHC)Br)C(=0)C1)C
7INC08439082 | 5.57 1.64 13.39 0 7 0 471575 8 CCCC(=0)N(clccc2e(c1)c(c(02)C)C(=0)0CC)S(=0) (=0)c3cc(c(ce3C)C)C
ZINC08439081 | 5.19 1.67 1346 0 7 0 457.548 7 CCCC(=0)N(clcce2e(c1)c(c(02)C)C(=0)0C)S(=0)(=0)c3cc(c(ce3C)C)C
ZINC08439080 5.98 1.49 -14.96 0 6 0 489.593 5 Cclcec(cc1)C(=0)N(c2cce3c(c2)c(c(03)C)C(=0)C)S(=0)(=0)c4cc(c(cc4C)C)C
ZINC08439079 | 5.53 1245 -17.08 0 6 0 475.566 5 Cclcc(c(cclC)S(=0) (=0)N(c2cec3c(c2)c(c(03)C)C(=0)C)C(=0) chcccccd)C
ZINC08439078 5.47 12.58 -18.49 0 7 0 491.565 6 Cclce(c(cc1C)S(=0)(=0)N(c2ccc3c(c2)c(c(03)C)C(=0)0C)C(=0)c4ccccc4)C
ZINC08439077 | 6.38 0.1 117 0 5 0 439.577 5 CCCC(=0)N(cIccc2c(c1)c3c(02)CCCCB)S(=0)(=0)cec(c(cc4C)C)C
7INC02168795 | 4.5 6.61 -15.46 0 7 0 486.446 10 CCOclcc(cccl0CCHC)/C=C\2/C(=NN(C2=0)c3ccc(ce3)C(=0)0CC)C(F) (F)F
7INC08439076 | 5.37 056 151 0 6 0 474.582 4 Cclce(c(cc1C)S(=0)(=0)N(c2ccc3c(c2)chc(03)CCCCA)C(=0)c5eence5)C
ZINC08439075 | 7.7 0.73 -10.46 0 5 0 531.859 5 CCN\1C(=0)/C(=C/c2c(ccc3c2ec(cc3)0C)0C)/S/C1=N\c4cce(c(c4)Cl)Br
ZINC08439074 | 5.99 17 1092 0 5 0 476392 5 CCCC(=0)N(clcce2c(cl)c3c(02)CCCC3)S(=0)(=0)checc(cc4)Br
ZINC02168759 | 5.76 3.6 -16.75 1 5 0 484.547 6 Cclcc(c(nlc2c(c3c(s2)CCCC3)CHN)C)/C=N/NC(=0)CcAccec(c4)C(F) (F)F
ZINC08439073 | 3.44 9.21 13.86 0 8 0 477473 7 clcc(cccIN(C(=0)c2cence2)S(=0)(=0)c3ccc(cc3)F)OC(=0)cdeenccd
7INC08439072 | 3.72 556 “16.15 3 7 0 569.153 4 clcc(cccIN2C(=0)/C(=C\c3cc(c(c(c3)Br)0)Br)/C(=N2)C(F) (F)F)S(=0) (=0)N
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7INC02497236 | 4.64 -0.47 -15.17 1 6 0 427.453 6 CCOC(=0)clc(oc2clcc(c3c2ecce3)NS(=0)(=0)cdccc(ccd)F)C

ZINC08439071 | 4.92 137 17.77 2 7 0 530.311 5 clcc(cccIN2C(=0)/C(=C\c3cec(03)checc(c(c4)CI)CI)/C(=N2)C(F) (F)F)S(=0) (=0)N
ZINC08439070 3.87 9.74 -17 0 7 0 462.527 5 Cclcee(c(c1)C)S(=0)(=0)N(c2ccc3c(c2)c(c(03)C)C(=0)C)C(=0)c4cenccd
ZINC00683625 | 4.86 3.44 1112 1 7 0 482.842 8 CCOclcc(cc(c10)Cl)/C=C\2/C(=NN(C2=0)c3ccc(cc3)C(=0)0CC)C(F) (F)F
ZINC08439069 | 5.19 133 1331 0 7 0 457.548 8 CCCC(=0)N(clccc2c(cl)c(c(02)C)C(=0)0CC)S(=0)(=0) c3ccc(cc3C)C

7INC08439068 | 5.49 0.95 16.62 0 7 0 491.565 7 CCOC(=0)clc2ec(cccZocl c3cccec3)N(C(=0)C)S(=0) (=0)checc(ccC)C

ZINC02168705 | 4.84 5.56 13.14 0 7 0 476451 10 CCCOclccc(cc10C)/C=C\2/C(=NN(C2=0)c3cec(cc3)C(=0)OCC)C(F) (F)F

7INC02483517 | 53 032 17.79 1 6 0 437.517 6 CCOC(=0)clc(oc2clcc(c3c2ccce3)NS(=0)(=0)cdec(ccc4C)C)C

7INC08439067 | 4.62 833 13.49 1 7 0 513.266 7 CCOC(=0)clccc(cc1)N2C(=0)C(=Ce3cc(c(c(c3)Br)0)0C)C(=N2)C(F)(F)F
ZINC08439066 | 4.99 ~0.85 1491 0 6 0 460.555 4 Cclcec(c(c1)S(=0)(=0)N(c2cce3c(c2)c4c(03)CCCCA)C(=0)c5eence5)C

ZINC08439065 | 4.7 4.73 9.46 0 7 0 527.293 8 CCOC(=0)clccc(cc1)N2C(=0)/C(=C\c3cc(c(ce3Br)0C)0C) /C(=N2)C(F) (F)F
7INC08439064 | 4.82 134 1341 0 7 0 443521 7 CCCC(=0)N(clcce2e(c1)c(c(02)C)C(=0)0C)S(=0)(=0)c3cc(cce3C)C

7INC15277133 | 3.96 9.82 12.18 0 7 0 448397 8 CCOC(=0)clccc(cc1)N2C(=0)C(=Ce3cec(c(c3)0C)0C) C(=N2)C(F) (F)F

7ZINC08439062 | 5.19 131 1326 0 7 0 457.548 8 CCCC(=0)N(clcce2e(c1)c(c(02)C)C(=0)0CC)S(=0)(=0)c3cc(cec3C)C

ZINC08439061 | 5.55 5.88 32.34 3 8 0 616.79 13 clccc(cc1)OCCNC(=0)CSc2ne3ccc(cc3s2)NC(=0)CSCC(=0)Nedeecscececscd
ZINC08439060 | 5.54 151 1435 0 7 0 491.565 6 Cclcec(ccl)C(=0)N(c2cce3c(c2)c(c(03)C)C(=0)0C)S(=0)(=0)chcc(cccdC)C
ZINC08439059 5.47 11.43 -16.85 0 7 0 491.565 7 CCOC(=0)clc(oc2clec(cc2)N(C(=0)c3ccccc3)S(=0)(=0)c4cc(ccc4C)C)C

ZINC08439058 | 5.09 0.88 17.06 0 7 0 477.538 6 Cclcee(c(c1)S(=0) (=0)N(c2cce3c(c2)c(c(03)C)C(=0)0C)C(=0)chcccccd)C
ZINC08439056 5.6 0.93 -16.01 0 6 0 475.566 5 Cclcec(cc1)C(=0)N(c2cce3c(c2)c(c(03)C)C(=0)C)S(=0)(=0)c4cc(ccc4C)C
ZINC08439055 | 7.58 -1.03 1055 1 4 0 439.621 6 CCC(C)(C)[C@H]1CCc2e(c3ec(ccc302)NS(=0)(=0)cdece(cc4)C(C)C)CL

7INC08439054 | 4.48 427 26.39 4 11 0 619.754 11 Cnlc(nnclSCC(=0)Nc2cec3c(c2)sc(n3)SCC(=0)Neeee(ccd)C(=0)0C) c5ecc(cc5)N
ZINC08439053 | 7.58 -1.05 957 1 4 0 439.621 6 CCC(C)(C)[C@@H] 1CCe2¢(c3ec(ccc302)NS(=0)(=0)cecc(cc4)C(C)C)CL

7INC02168677 | 6.87 0.05 12.03 0 7 0 551.045 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc4c(cc3C)0C04)/s2) [C@H] c5eces5)cbeccect
ZINC08439052 | 6.7 015 1151 0 5 0 439577 6 CCCC(=0)N(clcce2e(c1)c3c(02)CCCC3)S(=0)(=0)cdecc(cc4) C(C)C

7INC02168681 | 6.87 0.1 12.07 0 7 0 551.045 6 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc4c(cc3C)0C04)/s2) [C@@H] 1c5cces5)cbeeeech
ZINC08439051 | 4.99 101 13.01 0 6 0 460.555 4 Cclcec(c(c1)C)S(=0)(=0)N(c2ccc3c(c2)chc(03)CCCCA)C(=0)c5eenccs

ZINC08439050 5.44 -1.91 -26.67 2 11 0 648.792 13 Cclccccc10Cc2nne(n2C)SCC(=0)Ne3ccc4c(c3)sc(n4)SCC(=0)Nc5cec(cc5)C(=0)0C
ZINC08439049 | 5.46 121 1715 0 7 0 491.565 7 CCOC(=0)clc(oc2clec(cc2)N(C(=0)c3cccced)S(=0)(=0)chccc(cc4C)C)C

7INC08439048 | 4.74 176 23.78 2 11 0 605.727 12 COC(=0)clcec(cc])NC(=0)CSc2ne3ccc(cc3s2)NC(=0)CScnnnn4Cc5eccecs
ZINC08439047 | 5.54 149 2021 0 7 0 491.565 6 Cclcec(ccl)C(=0)N(c2cce3c(c2)c(c(03)C)C(=0)0C)S(=0)(=0)chccc(cc4C)C
7INC08439045 | 3.95 9.65 13.55 0 8 0 493.928 7 clcc(cccIN(C(=0)c2cencc2)S(=0) (=0)c3cec(cc3)C)OC(=0)cdcencch

ZINC08439043 59 9.84 -18.23 0 5 0 462.577 4 clcee(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Sc4nc5ceccc5s4

7INC02168673 | 2.08 -1.08 -15.06 0 8 0 499.383 7 CCOclcc(cc(c10CC)Br)/C=C\2/C(=0)N(C(=0)S2)CC(=0)N3CCOCC3

7INC08439042_| 6.73 1131 18.94 0 5 0 490.631 4 Cclcec(c(c1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)ScAnc5eccecss4)C

ZINC02168668 | 1.54 155 149 0 7 0 441.303 4 COclcec(cc1Br)/C=C\2/C(=0)N(C(=0)S2)CC(=0)N3CCOCC3

7INC08439041 | 6.73 11.28 1847 0 5 0 490.631 4 Cclcec(c(c1)C)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccccd)ScAncseccccs sk

7INC02168664 | 3.21 146 16.21 0 7 0 517.401 6 clcc(ceclCOc2ecc(cc2)/C=C\3/C(=0)N(C(=0)S3)CC(=0)N4CCOCC4)Br

ZINC08439038 5.94 9.53 -20.12 1 8 0 490.537 8 CCOclcee(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Ncdeccec4C(=0)0C
7INC08439037 | 6.42 10.75 -20.48 1 7 0 474538 7 CCclcec(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccce3)Nckecccc4C(=0)0C
7INC08439036 | 6.34 10.76 2143 1 7 0 474538 6 Cclcee(c(c1)C)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccced)Nedececc4C(=0)0C
7INC02168632 | 6.42 2.7 11,99 1 5 0 486.033 6 CC(C)(C)clec(ce(c10)C(C)(C)C)/C=C\2/C(=0)N(C(=0)S2)CC(=0)c3ccc(ce3)Cl
7ZINC08439035_| 7.34 11.06 15 1 6 0 488.609 7 CCOclcec(ccl)NC2=C/C(=N\S(=0)(=0)c3ccc(ce3)C(C)(C)C)/checcccaC2=0
7ZINC08439034 | 5.54 0.77 938 1 4 0 590.224 3 Cclcec(cc1C)N2C(=0)/C(=C/c3cc(cc(c30C)NI)/NC2=S

ZINC08439033 | 7.15 10.67 151 1 6 0 474582 7 CCOclcec(cc1)NC2=C/C(=N\S(=0)(=0)c3ccc(cc3)C(C)C)/checcccdC2=0

7ZINC08439032 | 4.64 114 1148 1 5 0 501.729 4 CCOclcc(cc(c10)1)/C=C\2/C(=0)N(C(=0)S2)c3cccc(c3)Cl

ZINC08439031 | 6.55 10.16 1514 1 6 0 460.555 7 CCclcec(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Nedeec(cc4)OCC

7INC08439030 | 2.48 0.45 -16.99 0 8 0 500.548 8 CCOclcc(ccel0Cc2eccec2F)/C=C\3/C(=0)N(C(=0)S3)CC(=0)N4CCOCCA
ZINC08439029 6.46 10.17 -16.13 1 6 0 460.555 6 CCOclcce(cc1)NC2=C/C(=N\S(=0)(=0)c3ccc(cc3C)C)/c4ccccc4C2=0

7INC02168617 | 2.85 -0.38 16 0 7 0 452532 6 Cclcec(cel)COc2ecc(cc2)/C=C\3/C(=0)N(C(=0)S3)CC(=0)N4CCOCC4

7ZINC02168561 | 6.38 14 3457 0 10 1 556.576 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(ccc3[0-])[N+](=0)[0-])/52) [C@H] 1 chccec(c4)OC) checcecs
7INC08439028 | 6.09 9.41 15.75 1 6 0 446528 6 CCOclcec(cc)NC2=C/C(=N\S(=0)(=0)c3ccc(cc3)C)/chccccc4C2=0

7ZINC02168569 | 6.38 139 346 0 10 1 556.576 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(ccc3[0-]) [N+](=0)[0-])/52) [C@@H] 1 c4ccec(c4) OC) c5eceees
7INC08439027 | 6.09 9.29 14.96 1 6 0 446528 5 Cclcec(c(c1)C)NC2=C/C(=N\S(=0)(=0)c3ccc(cc3)0C)/chccccc4C2=0

7INC02168549 | 6.55 2.57 1477 0 8 0 556.64 9 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(ccc30C)0C) /s2) [C@H] TcAccec(c4)OC) checcech
ZINC02168555 6.55 2.65 -14.93 0 8 0 556.64 9 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(cce30C)0C) /s2) [C@@H]1c4ccec(c4)0C)cScececs
7INC08439026 | 6.46 9.82 -16.68 1 6 0 460.555 5 Cclce(c(cc1C)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2ccce3)Nedece(cc4)0C)C
ZINC08439025 | 6.09 927 16,57 1 6 0 446528 5 Cclcec(c(c1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Nedece(ccd)0C)C

7INC02168536 | 6.55 2.43 1422 0 8 0 556.64 9 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(cc30C)0C) /s2) [C@H] cAccec(c4)OC) checcec
ZINC02168541 6.55 2.65 -14.09 0 8 0 556.64 9 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(cc30C)0C) /s2)[C@@H]1c4cccc(c4)0C)cScccecs
7INC08439024 | 6.97 10.12 1499 1 6 0 474582 6 CC(C)(C)clcce(cc1)S(=0)(=0) /N=C/2\C=C(C(=0)c3c2ccccd)Nedece(cc4) OC
ZINC01836700 6.66 1.36 -15.28 1 7 0 535.625 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3c[nH]c4c3ccccd) /s2) [C@H] 1c5ccec(c5)0C) cbeccechd
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7INC08439023 | 5.32 6.96 -16.26 1 7 0 448.5 6 COclcec(cc1)NC2=CC(=NS(=0)(=0) c3ccc(cc3)0C) chececcdC2=0

7INC01836702_| 6.66 144 1506 1 7 0 535.625 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3c[nH]c4c3ccecd)/s2) [C@@H]1c5ceec(c5)0C) cbeceech
7INC08439022 | 6.18 9.24 1531 1 6 0 446528 6 CCclecc(cc1)S(=0)(=0)/N=C/2\C=C(C(=0)c3c2cccc3)Nedeee(ccd)0C

7INC08439021 | 6.45 0.35 1474 1 7 0 512.587 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cccce30)/s2)[C@H] 1 checce(c4)0C) checeees
7INC08439020 | 5.43 7.88 13.93 1 6 0 436.464 5 COclcec(cc1)NC2=C/C(=N\S(=0)(=0)c3ccc(ccd)F)/chcccccdC2=0

7INC08439019 | 6.45 0.43 1265 1 7 0 512.587 7 CCOC(=0)C1=C(N=c2n(c(=0), c3cccec30)/s2)[C@@H]1ckecce(c4)0C)cheecees
7INC08439018 | 6.07 8.44 13.72 1 6 0 497.37 5 COclcec(cc1)NC2=C/C(=N\S(=0)(=0)c3ccc(ccd)Br)/chcccccdC2=0

7INC02168507 | 5.85 0.71 17.05 1 8 0 542.613 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(c(c3)0)0C)/s2)[C@H] 1cccec(c4)0C) c5eceecs
ZINC08439017 7.42 0.16 -12.94 0 5 0 487.621 5 Cclcec(cc1)C(=0)N(c2cce3c(c2)c4c(03)CCCC4)S(=0)(=0)c5ccc(cc5)C(C)C

7INC08439016 | 6.97 1391 1413 0 5 0 473594 5 CC(C)clece(ce1)S(=0)(=0)N (c2cec3c(c2)c4c(03)CCCCA)C(=0)c5ececes

ZINC08439015 6.28 11.62 -15.19 0 5 0 459.567 4 Cclcec(c(c1)S(=0)(=0)N(c2cce3c(c2)c4c(03)CCCC4)C(=0)c5cccee5)C

7INC02168515 | 5.85 0.89 1713 1 8 0 542.613 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(c(c3)0)0C)/s2) [C@@H]1 chccec(c4)0C) ceceecs
ZINC08439014 6.96 -0.24 -11.57 0 5 0 494.012 4 Cclcec(c(c1)S(=0)(=0)N(c2cce3c(c2)c4c(03)CCCC4)C(=0)c5ccc(cc5)Cl)C

7INC08439013 | 6.28 2.79 1696 0 8 0 590.705 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)chccencd)C)/s2) [C@H] 1c5ecee(c5)0C) cbeceech
ZINC08439012 6.73 0.27 -13.03 0 5 0 473.594 4 Cclcec(cc1)C(=0)N(c2cce3c(c2)c4c(03)CCCC4)S(=0)(=0)c5cc(cce5C)C

ZINC08439011 | 7.16 14.29 1401 0 5 0 487.621 5 CC(C)(C)clccc(cc)S(=0)(=0)N(c2ccc3c(c2)chc(03)CCCC4)C(=0)c5ececcs

ZINC08439010 5.89 12.2 -14.73 0 6 0 475.566 6 CCOclccc(ccl)S(=0)(=0)N(c2ccc3c(c2)c4c(03)CCCC4)C(=0)c5cccccs

ZINC08439009 | 6.28 2.91 1594 0 8 0 590.705 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C\c3cc(n(c3C)checenc4)C)/s2) [C@@H]1c5ecce(c5)0C) coceccch
ZINC08439008 6.19 -1.26 -13.06 0 6 0 495.984 5 COclccc(cc1)S(=0)(=0)N(c2ccc3c(c2)c4c(03)CCCC4)C(=0)c5ccc(cc5)Cl

ZINC08439007 | 5.84 12 1671 0 9 0 571.655 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)N4CCOCC4)/52)[C@H]1c5ecee(c5)0C) coeeeech
ZINC08439006 5.96 -0.62 -13.76 0 6 0 475.566 5 Cclcec(cc1)C(=0)N(c2ccc3c(c2)c4c(03)CCCC4)S(=0)(=0)c5cce(cc5)0C

ZINC08439005 5.51 11.28 -15 0 6 0 461.539 5 =0)N(c2cce3c(c2)c4c(03)CCCC4)C(=0)c5cccees

7INC08439004 | 6.37 12.95 14.09 0 5 0 459.567 5 =0)N(c2cce3c(c2)c4c(03)CCCC4)C(=0)c5eceecs

ZINC08439003 | 6.66 13.25 13.09 0 5 0 473.59%4 4 Cclec(c(c(c1)C)S(=0)(=0)N(c2cce3c(c2)c4c(03) CCCCA)C(=0)c5eccecs)C

ZINC08439002 | 5.84 112 16,55 0 9 0 571.655 8 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccc(03)N4CCOCC4) /52) [C@@H] 1c5cece(c5)0C) cbeccect
ZINC08439001 | 63 037 1148 0 5 0 483.948 4 clcc(ceel C(=0)N(c2ccc3c(c2)chc(03)CCCC4A)S(=0)(=0)c5ecc(cc5)F)Cl

ZINC02168471 | 6.74 2.97 1659 0 8 0 557.672 10 CCN(CC)cIccc(01)/C=c\2/c(=0)n3c(=NC(=C([C@H]3c4cccc(c4)0C)C(=0)0CC)c5eccech)s2
ZINC08439000 | 6.07 0.13 1268 0 5 0 46353 4 Cclcec(ccl)C(=0)N(c2cce3c(c2)che(03)CCCC4)S(=0)(=0)c5ecc(cc5)F.

7INC02168478 | 6.74 2.72 1684 0 8 0 557.672 10 CCN(CC)cIccc(o1)/C=c\2/c(=0)n3c(=NC(=C([C@@H]3c4cccc(c4)0C) C(=0)0CC)checcecs)s2
7INC02497214 | 4.59 202 11.73 0 5 0 448.338 3 CC(=0)N(clcec2e(c1)c3c(02)CCCC3)S(=0)(=0)chccc(ccd)Br

7INC08438999 | 5.27 173 -14.65 0 7 0 497.576 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccenc3)/s2) [C@H] Icdccce(c4)OC) c5eccecs
7ZINC08438998 | 6.33 31 10.84 1 4 0 470.388 3 C[C@H]1CCc2c(c3ec(chccccc4c302)NS(=0)(=0)c5eec(cc5)BrCL

ZINC08438997 5.27 1.56 -14.54 0 7 0 497.576 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccenc3)/s2)[C@@H]1c4cccc(c4)0C)c5cccees
7INC08438996 | 6.33 31 -10.85 1 4 0 470.388 3 C[C@@H]1CCe2¢(c3cc(cdeccec4c302)NS(=0)(=0)c5ece(ce5)Br)Cl

7INC08438995 | 5.22 156 1441 0 7 0 497.576 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cencc3)/s2) [C@H] 1c4ccce(c4)OC) c5eccecs
7INC08438994 | 6.36 032 135 0 5 0 459.567 4 Cclcec(ccl)C(=0)N(c2cce3c(c2)chc(03)CCCC4)S(=0)(=0)c5eec(cc5)C

ZINC08438993 5.22 1.58 -14.46 0 7 0 497.576 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccnce3)/s2)[C@@H]1c4cccc(c4)0C)c5cccees
7INC08438992 | 5.95 23 1218 1 5 0 435545 5 CCOclcec(cc1)S(=0)(=0)Ne2ce3che(oc3c5e2eccc5)CC[C@H] (C4)C

7INC02168413 | 5.85 2.29 22.07 0 10 0 531.546 8 CCOC(=0)CI=C(N=c2n(c(=0)/c(=C/c3ccc(03)[N+](=0)[0-])/s2) [C@H] 1 c4ccec(c4)0C) c5eececs
ZINC08438991 | 5.95 23 1218 1 5 0 435545 5 CCOclcec(cc1)S(=0)(=0)Ne2cee3cée(oc3che2eccc5) CC[C@@H] (C4)C

7INC02168417 | 5.85 2.36 21.94 0 10 0 531.546 8 CCOC(=0)CI=C(N=c2n(c(=0)/c(=C/c3ccc(03)[N+](=0)[0-])/s2)[C@@H] Lcdccec(c4)0C) c5eceecs
7INC02502146 | 5.71 -1.85 19.42 1 6 0 463.555 5 CCOclcee(ce1)S(=0)(=0)Nc2cc3che(oc3c5e2ccce5) CC(CC4=0)(C)C

ZINC00683577 | 5.76 2.7 -14.88 0 7 0 486.549 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccco3)/s2) [C@H]1ckcccc(c4)0C) checeecs
ZINC08438990 | 4.53 115 1642 1 7 0 439.489 7 CCOclcec(ce1)S(=0)(=0)Nc2cc3c(c(oc3chc2eccc4)C)C(=0)0C

ZINC00683579 5.76 2.95 -14.55 0 7 0 486.549 7 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3ccco3)/s2)[C@@H]1c4ccec(c4)0C)cScececs
ZINC08438989 7 -0.35 -19.41 1 6 0 499.588 7 CCOC(=0)clc2cc(c3ccccc3c2oclc4cccec4)NS(=0)(=0)c5cc(ccc5C)C

ZINC08438988 | 6.04 332 15.49 0 11 0 601.637 10 CCOC(=0)CI=C(N=c2n(c(=0)/c(=C/c3cc(c(cc3[N+](=0)[0-])0C)0C)/s2)[C@H] Lcccce(c4)0C) checeecs
ZINC08438987 1.4 -9.27 -19.57 0 9 0 456.542 5 COclccc2ec(ccc2¢1S(=0)(=0)N3CCOCC3)S(=0)(=0)N4CCOCC4

7ZINC08438986 | 6.04 339 14.95 0 11 0 601.637 10 CCOC(=0)C1=C(N=c2n(c(=0)/c(=C/c3cc(c(cc3[N+](=0)[0-])0C)0C)/s2)[C@@H] LcAcccc(c4)OC) checcecs
ZINC08438985 | 6.56 235 1561 1 5 0 488.392 3 CC1(Ce2c(c3cc(checccc4c302)NS(=0)(=0)c5ec(cec5CHCHC(=0)C1IC

7ZINC08438983 | 4.06 11 -17.16 1 7 0 457.479 8 Cclc(c2ec(c3cccce3c201)NS(=0)(=0)cdcec(cc4)F)C(=0)0CCOC

ZINC08438981 | 4.34 151 -18.87 1 7 0 453516 8 Cclcec(ccl)S(=0)(=0)NeZee3c(c(oc3cAc2ecccd)C)C(=0)0CCOC

7INC08438980 | 1.7 1.01 188 0 9 0 493541 7 COclcc(ccc10Cc2cecccc2CHN)/C=C\3/C(=0)N(C(=0)S3)CC(=0)N4CCOCC4

ZINC08438979 | 4.81 136 -18.6 1 7 0 467.543 9 CCclcec(ccl)S(=0)(=0)Nc2ec3e(c(oc3c4c2ecect)C)C(=0)0CCOC

7INC08438978 | 5.09 0.78 14.66 1 7 0 48157 8 Cclce(c(c(c1)C)S(=0)(=0)Nc2ce3c(c(oc3chc2eccc4)C)C(=0)0CCOC)C

ZINC02168339 4.56 291 -12.07 0 6 0 456.951 8 CCCN1C(=0)/C(=C/c2cc(c(c(c2)C)0Cc3ccccc3CH#N)0CC)/SC1=0

7INC08438977 | 5.6 -0.68 -18.28 1 7 0 495597 9 Cclc(c2ec(c3cccce3c201)NS(=0)(=0)checc(cc4)C(C)(C)C)C(=0)0CCOC

ZINC02168334 2.54 0.25 -13.74 1 5 0 442.278 5 CCOclcc(cc(c10CCHC)I)/C=C\2/C(=0)N(C(=S)N2)C

7INC02476467 | 3.97 1,99 -15.59 1 7 0 439.489 8 Cclc(c2ec(ccc201)NS(=0) (=0)c3cecdeccec4c3) C(=0)0CCOC

ZINC08438976 3.88 -1.22 -12.63 1 4 0 450.301 4 CN1C(=0)/C(=C/c2ccc(cc2)0Cc3ccc(cc3))/NC1=S

ZINC08438975 6.38 6.43 -46.06 1 5 -1 482.415 5 clcec2¢(c1)ne(s2)Sc3cc(ccc30)[N-]S(=0)(=0)c4cc(ccc4ChCL
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ZINC08438975 6.38 6.41 -14.04 2 5 0 483.423 5 clcec2¢(c1)ne(s2)Sc3cc(ccc30)NS(=0)(=0)c4cc(ccc4CCl
ZINC08438974 4.82 -1.23 -12.71 1 4 0 472.191 4 CN1C(=0)/C(=C/c2ccc(c(c2)Br)0Cc3ccc(cc3Cl)Cl)/NC1=S
ZINC08438973 6.01 -6.8 -14.48 2 5 0 442.587 6 CCclcec(cc1)S(=0)(=0)Nc2cec(c(c2)Sc3nc4cccecds3)0

7INC02168314 | 5.63 132 9.93 0 5 0 474365 5 COclcce2eec(c(c2¢1)/C=C\3/C(=0)N(C(=0)S3)Ccéccc(c(c4)CHCHOC
ZINC03768202 5.53 -7.24 -15.09 2 6 0 458.586 7 CCOclccc(ccl)S(=0)(=0)Nc2cee(c(c2)Sc3nc4cccccds3)0
7INC02168309 | 45 ~0.89 716 1 5 0 489.174 4 COclcc(c(cc10)Br)/C=C\2/C(=0)N(C(=0)S2)Cc3ccc(ccaCl)Cl
7INC08438972 | 338 0.9 10.77 1 5 0 467.772 5 CN1C(=0)/C(=C/c2cc(c(cc2Br)0Cc3cec(cc3)COC)/NCI=S
ZINC08438971 7.04 -6.34 -19.11 2 5 0 492.647 5 Celcee(c(c1)C)S(=0)(=0)Nc2cc(c(c3c2ccce3)0)Sc4nc5eccce5s4
7INC02168294 | 3.47 0.91 -55.89 0 7 1 467.306 7 COclcc(cc(c10CC(=0)[0-])C)/C=C\2/C(=0)N(C(=0)S2)Cc3cccec3Cl
ZINC08438970 6.89 -7.05 -13.88 2 5 0 499.038 5 clecc2c(cl)c(cc(c20)Sc3nc4eccec4s3)NS(=0)(=0)c5cec(cc5)Cl
ZINC08438969 4.7 4.01 -11.03 0 6 0 462.571 10 CCCN1C(=0)/C(=C/c2cc(c(c(c2)0CC)0Cc3ccccc3C#N)CC=C) /SC1=0
ZINC08438968 6.21 -6.91 -16.95 2 5 0 464.593 5 cleec(cc1)S(=0)(=0)Ne2cc(c(c3c2cccc3)0)Sc4nc5cceec5s4
7INC08438967 | 4.91 11 13.84 1 6 0 42349 6 Cclc(c2ec(ccc201)NS(=0)(=0)c3cccdeccec4cd)C(=0)0C(C)C
7INC08438966 | 5.66 ~0.06 -18.07 1 6 0 451544 6 Cclcec(c(c1)S(=0) (=0)Nc2ce3c(c(oc3cdc2ecccd) C)C(=0)0C(C)C)C
7INC02168266 | 6.63 11.87 9.14 0 5 0 442.968 6 Cclcec(cc1C)/N=C/2\N(C(=0)/C(=C/c3cc(c(c(c3)C))0CC=C)0C)/S2)C
7INC02168266 | 6.63 123 9.52 0 5 0 442968 6 Cclcec(cclC)/N=C\2/N(C(=0)/C(=C/c3cc(c(c(c3)C)0CC=C)0C) /S2)C
7INC08438965 | 3.6 0.94 15.97 1 6 0 487.375 7 CCOclcec(cc1)N2C(=0)/C(=C/c3cc(c(c(c3)Br)OCC#C)OC) /NC2=S
ZINC02484245 5 022 1528 1 6 0 44148 6 Cclc(c2ce(c3ccccc3c201)NS(=0)(=0) chccc(cc4)F)C(=0)0C(C)C
ZINC02168231 6.47 13.61 -10.42 0 5 0 439.54 5 Cclcee(ccl)/N=C/2\N(C(=0)/C(=C/c3ccccc30Cc4ccccc4C#N) /S2)C
ZINC02168231 6.47 14.04 -10.46 0 5 0 439.54 5 Cclcec(ccl)/N=C\2/N(C(=0)/C(=C/c3ccccc30Cc4ccccc4C#N)/S2)C
7INC08438964 | 6.12 11 15.17 1 6 0 49238 6 Cclc(c2ec(c3ccece3c201)NS(=0)(=0)chec(ccc4Cl)CHC(=0)0C(C)C
ZINC08438963 | 3.98 022 61.2 1 6 1 429477 6 clcec(cc1)N2C(=0)/C(=C/c3ccc(ce3)OCchcec(cc4)C(=0)[0-])/NC2=S
ZINC08438962 6.02 -0.82 -17.55 1 6 0 473.55 6 Cclc(c2cc(c3ccccc3c201)NS(=0)(=0)c4ccc5cccec5¢c4)C(=0)0C(C)C
ZINC00683546 4.32 3.01 -16.4 1 6 0 481.577 8 COclcc(ce(c10Cc2ccccc2C#N)CC=C)/C=C\3/C(=0)N(C(=S)N3)c4ccccch
ZINC02484241 5.51 -1.1 -15.06 1 6 0 457.935 6 Cclc(c2cc(c3ccccc3c201)NS(=0)(=0)c4cec(cc4)Cl)C(=0)0C(C)C
ZINC08438961 | 56 2.96 -10.7 0 5 0 436.455 6 CCOclece(cc10C)/C=C\2/C(=0)N(/C(=N\c3ccce(c3)C(F) (F)F)/S2)C
ZINC08438960 | 5.75 -0.48 16.37 1 6 0 451544 7 CCclcec(cc1)S(=0)(=0)Nc2ec3e(c(oc3chc2ecccd)C)C(=0)0C(C)C
ZINC00683536 | 4.09 023 1052 1 4 0 430371 5 CCN(CC)cIecc(ccl)/C=C\2/C(=0)N(C(=S)N2)c3cec(cc3)Br
7INC02484239 | 5.27 092 16.47 1 7 0 467.543 8 CCOclcec(ccl)S(=0)(=0)Nc2ce3c(c(oc3c4c2ecccd)C)C(=0)0C(C)C
ZINC08438959 6.48 2.54 -12.38 0 6 0 483.593 7 CCOclcc(ccc10Cc2ecccc2C#N)/C=C\3/C(=0)N(/C(=N\c4ccc(cc4)C)/S3)C
7INC08438958 | 5.66 0.01 -18.02 1 6 0 451544 6 Cclcec(c(c1)C)S(=0) (=0)Ne2ec3c(c(oc3c4c2ecccd)C)C(=0)0C(C)C
7INC02168153 | 4.37 011 61.67 1 7 1 47353 8 CCOclcec(cc1)N2C(=0)/C(=C/c3ccccc30Cc4ccc(cc4)C(=0)[0-])/NC2=S
ZINC08438957 | 8.01 0.4 1268 1 4 0 475.654 5 CCC(C)(C)[C@H]1CCc2c(c3cc(chcccecdc302)NS(=0)(=0)c5ecc(cc5C)C)CL
ZINC02168095 3.22 -1.17 -7.28 1 5 0 420.284 4 COclcc(c(cc10)Br)/C=C\2/C(=0)N(C(=0)S2)Cc3ccccc3

ZINC08438956 | 8.01 0.4 1277 1 4 0 475.654 5 CCC(C)(C)[C@@H]1CCc2¢(cBec(cAcccccdc302)NS(=0) (=0)cbeec(cc5C)C)C L
ZINC08438955 4.6 1.05 -14.43 1 5 0 448.519 7 CCOclcec(cc1)N2C(=0)/C(=C/c3cccce30Cc4cccc(c4)F)/NC2=S
ZINC08438954 2.85 1.66 -8.78 0 3 0 277.073 0 clec2c(cee3c2¢(c1)C(=0)0C3=0)Br

7ZINC08438953 | 4.67 128 -60.1 0 7 1 488.541 9 CCOclcc(cce10Cc2ecc(cc2)C(=0)[0-])/C=C\3/C(=0)N(C(=0)S3)Ccdccceck
7INC02168082 | 2.77 037 ~48.76 0 7 1 477312 7 COclcc(c(cc10CC(=0)[0-])Br)/C=C\2/C(=0)N(C(=0)S2)Cc3cceccd
ZINC01012622_| 3.01 128 932 1 5 0 419.24 4 CCCN1C(=0)/C(=C/c2cc(c(c(c2))0)0C)/SC1=0

ZINC08438951 5.22 -4.06 -11.24 1 5 0 442.29 3 clccc2c(c1)C(=0)c3cec(cc3C2=0)S(=0)(=0)Nc4ccc(cc4)Br
7INC01012618 | 5.46 7.74 911 1 5 0 433327 3 Cclcec(cel)/N=C/2\N(C(=0)/C(=C/c3cc(c(c(c3)Br)0)0C)/S2)C
7INC01012618 | 5.46 8.18 956 1 5 0 433327 3 Cclcec(ccl)/N=C\2/N(C(=0)/C(=C/c3cc(c(c(c3)Br)0)0C)/S2)C
ZINC08438950 6.34 -2.03 -14.66 1 6 0 490.364 7 CCOC(=0)c1c2cc(ccc2oclc3ccccc3)NS(=0)(=0)cdec(cec4CHCL
7INC08438949 | 7.29 1.09 1196 1 4 0 447.6 4 Cclccc(ccl)S(=0)(=0)Ne2ec3etc(oc3c5e2ecec5) CC[C@H] (C4)C(C)(C)C
ZINC02167991 5.56 -0.29 -7.84 0 5 0 433.327 4 CN\1C(=0)/C(=C/c2ccc(cc20C)0C)/S/C1=N/c3ccc(cc3)Br
7INC08438948 | 7.29 11 11.84 1 4 0 447.6 4 Cclccc(cel)S(=0)(=0)Nc2ec3ctc(oc3c5e2ecec5) CC[C@@H](C4)C(C) (C)C
7INC02167981 | 4.43 0.99 54.73 0 7 1 425486 6 Cclcee(celC)/N=C/2\N(C(=0)/C(=C/c3cec(c(c3)0C)0CC(=0)[0-])/S2)C
ZINC08438947 | 5.22 3.67 9.89 1 4 0 420.328 3 C[C@H]1CCc2c(c3cc(ccc302)NS(=0) (=0)checc(ccd)Br)Cl
7INC08438946 | 5.22 324 -8.95 1 4 0 420.328 3 C[C@@H]1CCc2¢(c3cc(ccc302)NS(=0)(=0)checc(cc)Br)CL
ZINC02167933 3.77 -0.46 -6.79 0 5 0 418.268 3 cleec(cc1)CN2C(=0)/C(=C/c3cc4c(cc3Br)0C04)/SC2=0
7INC02502143 | 3.4 ~0.68 -15.82 0 7 0 466309 5 Cclc(c2ec(ccc201)N(C(=0)C)S(=0)(=0)c3ccc(cc3)Br)C(=0)0C
ZINC08438944 5.77 2.07 -15.84 0 8 0 489.505 9 clcec(cc1)OC(=0)N(c2ccc(cc2)0C(=0)0c3cccec3)S(=0)(=0)c4cccecd
ZINC08438942 | 5.21 8.96 1287 0 4 0 426291 2 clccc2ec(cec2c1)S(=0)(=0)/N=C/3\C=C(C(=0)c4c3ccccd)Br
ZINC00577331 4.13 8.03 -10.7 0 3 0 297.379 3 CN(clcccecl)S(=0)(=0)c2ccc3cccce3c2

ZINC08438941 | 4.79 413 2216 1 6 0 472.994 10 COclcce(cc1)CCNC(=0)CN(Ce2eec(cc2)Cl)S(=0) (=0)c3eccec3
ZINC00683416 | 4.93 2.97 19.24 1 6 0 458.967 8 Cclcec(cc1)CN(CC(=0)Ne2ec(ccc20C)C)S(=0)(=0)c3cceccd
ZINC08438940 4.62 8.12 -22.05 1 6 0 430.57 9 COclccc(cc1)CCNC(=0)CN(C2CCCCC2)S(=0)(=0)c3ccccc3
7INC08438939 | 4.8 25 22.37 0 7 0 47857 6 COclcc2c(ccIN(CC(=0)N3CCCCC3)S(=0)(=0) checcecd)cseccec502
ZINC08438938 | 3.45 9.75 1532 0 7 0 438505 6 CN(C)C(=0)CN(clcc2c3ceccc3oc2ecl 0C)S(=0) (=0)checcecd
7INC02167890 | 5.06 195 56.87 1 7 1 452.295 4 CN\1C(=0)/C(=C/c2cc(c(c(c2)C)0)0C)/S/C1=N/c3ccc(c(c3)C(=0)[0-])Cl
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ZINC08438937 4 -2.69 -67.73 1 7 -1 430.484 6 COclcccccIN2CCN(CC2)c3cccce3NC(=0)c4ccccc4C(=0)[0-]

7INC02167870 | 6.16 02 5259 0 6 1 470.741 4 CN\1C(=0)/C(=C/c2cc(cc(c20C)CI)CI)/S/C1=N/c3cec(c(c3)C(=0)[0-])CI
ZINC01019586 5.05 -3.62 -9.26 1 5 0 432.955 6 clccc(cc1)Cn2c3ccc(ce3nc2CNe4ecc(cc4)N5CCOCCS)CL

ZINC08438933 5.23 -5.25 -9.92 1 5 0 431.971 5 Cnlc2cccce2ncl1CNe3cecc(ce3)N4CCN(CC4)c5ceec(ce5)Cl

7INC02167834 | 4.52 0.65 57.11 0 8 1 461.903 6 CN\1C(=0)/C(=C/c2cc(c(c(c2)0C)0C)0C)/S/CI1=N/c3ccc(c(c3)C(=0)[0-])CL
7INC02167815 | 5.68 082 -58.86 0 6 1 480.747 4 CN\1C(=0)/C(=C/c2ccc(c(c2)Br)0C)/S/C1=N/c3cce(c(c3)C(=0)[0-])Cl
7INC02167795 | 4.96 2,54 54.49 1 7 1 496.746 4 CN\1C(=0)/C(=C/c2cc(c(cc2Br)0)0C)/S/C1=N/c3ccc(c(c3)C(=0)[0-])Cl
ZINC08438932 | 6.59 ~0.09 128 1 6 0 489.391 8 CCclcec(ccl)/N=C\2/NC(=0)/C(=C\c3cec(c(c3)Br)OCC(=0)0CC) /S2
ZINC02184672 7.08 -0.08 -9.85 1 4 0 420.921 6 COclccc(cc1)C(=0)c2c(nc(s2)Ne3cec(ce3)Cl)c4cccccd

ZINC08438931 | 5.79 0.87 1327 1 6 0 427913 6 CCclccc(ccl)/N=C\2/NC(=0)/C(=C\c3cc(c(c(c3)C)OCCHN)0C)/S2
ZINC01012452 4.54 3.96 -18.61 0 6 0 459.292 8 CCOC(=0)COclccc(cc10C)/C=C/2\C=C(0C2=0)c3ccc(cc3)Br

7INC00627695 | 4.48 056 70.88 2 6 1 428251 5 clcce(c(c1)C(=0)Nc2cceec2C(=0)Nc3ecc(c(c3)CCHC(=0)[0-]

ZINC02167711 | 6.57 14.51 12.07 0 7 0 497.576 8 CCOC(=0)clccc(ccl)/N=C/2\N(C(=0)/C(=C/c3ccccc30CchcccccdCHN) /S2)C
ZINC02167711 6.57 14.92 -11.86 0 7 0 497.576 8 CCOC(=0)clcee(ccl)/N=C\2/N(C(=0)/C(=C/c3ccccc30Cc4ccccc4CHN) /S2)C
7INC00627694 | 3.31 12.57 72.32 1 7 1 442.495 5 Cclcec(cc])N2CCN(CC2)C(=0)c3ccccc3NC(=0)cdecccc4C(=0)[0-]
7INC08438929 | 6.47 2.05 1055 0 7 0 481.618 10 CCN(CC)cleee(c(c1)0CC)/C=C\2/C(=0)N(/C(=N\c3cce(cc3)C(=0)0CC)/S2)C
ZINC00627687 | 3.26 13.37 70.72 1 7 1 442.495 5 CclcccccIN2CCN(CC2)C(=0)c3ccccc3NC(=0) checccc4C(=0)[0-]

ZINC08438928 | 6.43 0.76 9.67 0 6 0 489.391 7 CCOclcec(cel/C=C\2/C(=0)N(/C(=N\c3cec(cc3)C(=0)0CC)/S2)C)Br
ZINC02167675 | 6.08 12.51 -11.86 0 6 0 454.935 7 CCOC(=0)clccc(ccl)/N=C\2/N(C(=0)/C(=C/c3cce(c(c3)COCCHC)/S2)C
7INC02167675 | 6.08 12.04 1243 0 6 0 454935 7 CCOC(=0)clcec(ccl)/N=C/2\N(C(=0)/C(=C/c3ccc(c(c3)COCCHCT) /S2)C
7INC08438927 | 5.18 011 1136 1 7 0 426494 7 CCOclccec(c10)/C=C\2/C(=0)N(/C(=N\c3ccc(cc3)C(=0)0CC)/S2)C
ZINC08438926 | 5.14 2.84 17.78 0 9 0 498.557 11 CCOC(=0)COclcec(cc10C)/C=C\2/C(=0)N(/C(=N\c3cec(cc3)C(=0)0CC)/S2)C
7INC08438925 | 6.9 138 9.95 0 6 0 479.385 7 CCOclc(cc(celCl)/C=C\2/C(=0)N(/C(=N\c3ccc(ce3)C(=0)0CC)/S2)C)Cl
7ZINC01012434 | 5.98 8.58 -10.7 1 6 0 461.337 5 CCOC(=0)clcee(cc1)/N=C/2\N(C(=0)/C(=C/c3cc(cec30)Br) /S2)C
7INC01012434 | 5.98 8.99 10.84 1 6 0 461.337 5 CCOC(=0)clccc(ccl)/N=C\2/N(C(=0)/C(=C/c3cc(ccc30)Br)/S2)C
ZINC01012430 | 543 8.5 1137 1 7 0 446.912 6 CCOC(=0)clcec(cel)/N=C/2\N(C(=0)/C(=C/c3cc(c(c(c3)C)0)0C)/S2)C
ZINC01012430 | 5.43 8.95 111 1 7 0 446912 6 CCOC(=0)clccc(ccl)/N=C\2/N(C(=0)/C(=C/c3cc(c(c(c3)CI)0)0C)/S2)C
ZINC00627551 | 4.64 ~0.78 67.37 2 6 1 434.299 5 clcec(c(c1)C(=0)Nc2cee(c(c2)C)CINC(=0)[C@H]3CCCC[C@H]3C(=0)[0-]
ZINC00627553 | 4.64 -0.66 -69.29 2 6 1 434.299 5 clcce(c(c1)C(=0)Ne2cee(c(c2)Cl)CNC(=0)[C@@H]3CCCC[C@H]3C(=0)[0-]
ZINC08438924 | 5.81 024 1216 1 7 0 460.939 7 CCOclcc(cc(c10)CI)/C=C\2/C(=0)N(/C(=N\c3ccc(cc3)C(=0)0CC)/S2)C.
ZINC00627555 | 4.64 0.6 6847 2 6 1 434.299 5 clcce(c(c1)C(=0)Nc2cec(c(c2)C)CNC(=0)[C@H]3CCCC[C@@H]3C(=0)[0-]
ZINC01012422_| 6.77 13.61 11.39 0 6 0 464568 7 CCOC(=0)clcec(ccl)/N=C/2\N(C(=0)/C(=C/c3ccc(03)Schcceccd) /S2)C
7INC01012422 | 6.77 13.98 12.32 0 6 0 464.568 7 CCOC(=0)clccc(ccl)/N=C\2/N(C(=0)/C(=C/c3ccc(03)Scheccecd) /S2)C
ZINC00627559 | 4.64 0.79 6711 2 6 1 434.299 5 cLece(c(c1)C(=0)Nc2cee(c(c2)C)CYNC(=0) [C@@H]3CCCC[C@@H]3C(=0)[0-]
7INC02167597 | 4.15 137 55.67 0 9 1 469.495 9 CCOC(=0)clccc(ccl)/N=C/2\N(C(=0)/C(=C/c3ccc(c(c3)0C)0CC(=0)[0-])/S2)C
ZINC00627481 | 4.04 1353 526 1 7 1 474581 6 CC(C)cLecc(cc)N2CCN(CC2)C(=0)cBeccec3NC(=0) [C@H]4CC=CC[C@H]4C(=0)[0-]
7INC08438923 | 4.69 11.08 17.21 0 8 0 451,504 8 CCOC(=0)clccc(cc1)/N=C\2/N(C(=0)/C(=C/c3ccc(c(c3)0C)OCCHN)/S2)C
7INC08438923 | 4.69 10.62 -18.28 0 8 0 451.504 8 CCOC(=0)clcec(cel)/N=C/2\N(C(=0)/C(=C/c3cce(c(c3)0C)OCCHN) /S2)C
ZINC00627483 | 4.04 13.37 68.54 1 7 1 474.581 6 CC(C)clccc(cc1)N2CCN(CC2)C(=0)c3cccce3NC(=0) [C@@H]4CC=CC[C@H]4C(=0)[0-]
ZINC00627488 | 4.04 13.78 583 1 7 1 474581 6 CC(C)cLecc(cc1)N2CCN(CC2)C(=0)c3ecccc3NC(=0)[C@H]4CC=CC[C@@H]4C(=0)[0-]
ZINC02167569 | 4.92 0.83 42.18 0 9 1 42643 6 CCOC(=0)clccc(ccl)/N=C/2\N(C(=0)/C(=C/c3cec(c(c3)[N+](=0)[0-])[0-])/S2)C
7INC00627492 | 4.04 135 6023 1 7 1 474581 6 CC(C)cLecc(cc)N2CCN(CC2)C(=0)cBeccec3NC(=0)[C@@H]4CC=CC[C@@H]4C(=0)[0-]
ZINC02167561 | 6.38 913 9.75 1 6 0 495.782 5 CCOC(=0)clccc(ccl)/N=C/2\N(C(=0)/C(=C/c3cc(cc(c30)C)Br)/S2)C
7INC02167561 | 6.38 9.54 9.6 1 6 0 495.782 5 CCOC(=0)clcec(cel)/N=C\2/N(C(=0)/C(=C/c3cc(cc(c30)CI)Br) /S2)C
ZINC02167561 | 6.38 10.32 -35.63 0 6 1 494.774 5 CCOC(=0)clccc(ccl)/N=C\2/N(C(=0)/C(=C/c3cc(cc(c3[0-])CD)Br)/S2)C
7INC02167561 | 6.38 9.9 3421 0 6 1 494.774 5 CCOC(=0)clcec(cel)/N=C/2\N(C(=0)/C(=C/c3cc(cc(c3[0-])CDBr) /S2)C
7INC08438922 | 5.06 2.89 18.17 0 8 0 465531 9 CCOclcc(cccl0CCHN)/C=C\2/C(=0)N(/C(=N\c3ccc(cc3)C(=0)0CC)/S2)C
7INC08438921 | 5.28 178 12 0 7 0 440521 8 CCOclcec(ce10C)/C=C\2/C(=0)N(/C(=N\c3cce(cc3)C(=0)0CC)/S2)C
ZINC08438919 | 6.54 3.77 -10.66 0 6 0 473598 5 Cclcec(c(c1)C)n2c(cc(c2C)/C=C\3/C(=0)N(/C(=N\c4ccc(cc4)C(=0)0C)/S3)C)C
7INC08438918 | 6.42 33 1074 0 6 0 473.598 6 CCclcec(ccl)n2¢(cc(c2C)/C=C\3/C(=0)N(/C(=N\c4cce(cc4)C(=0)0C)/S3)C)C
7INC08438917 | 5.67 3.56 1139 0 6 0 463534 5 Cclcc(c(nlc2cec(cc2)F)C)/C=C\3/C(=0)N(/C(=N\c4ccc(cc4)C(=0)0C)/S3)C
7INC08438916 | 6.12 3.45 1095 0 6 0 459571 5 Cclcccecdn2ce(ce(c2C)/C=C\3/C(=0)N(/C(=N\c4ccc(cc4)C(=0)0C)/S3)C)C
7INC08438914 | 5.61 2.79 1164 0 7 0 488.613 6 Cclcc(c(nlc2ecc(cc2)N(C)C)C)/C=C\3/C(=0)N(/C(=N\c4ccc(cc4)C(=0)0C)/S3)C
ZINC08438913 | 5.57 2.83 1197 0 7 0 475.57 6 Cclec(c(nlc2eec(cc2)0C)C)/C=C\3/C(=0)N(/C(=N\c4ccc(cc4)C(=0)0C)/S3)C
7INC08438912 | 6.14 314 1111 0 6 0 459571 5 Cclccec(c1)n2c(cc(c2C)/C=C\3/C(=0)N(/C(=N\c4ccc(cc4)C(=0)0C)/S3)C)C
ZINC00627464 | 2.98 12.28 52.89 1 7 1 446527 5 Cclcec(cc)N2CCN(CC2)C(=0)c3cccce3NC(=0) [C@H]4CC=CC[C@H]4C(=0)[0-]
ZINC08438911 | 5.84 3.66 131 0 6 0 463534 5 Cclcc(c(nlc2ccccc2F)C)/C=C\3/C(=0)N(/C(=N\c4ccc(cc4)C(=0)0C)/S3)C
ZINC00627467 | 2.98 12.12 -68.81 1 7 1 446527 5 Cclcec(cc1)N2CCN(CC2)C(=0)c3cccce3NC(=0) [C@@H]4CC=CC[C@H]4C(=0)[0-]
ZINC08438910 | 5.66 2.84 19.73 0 9 0 490.541 6 Cclcc(c(nlc2ecec(c2)[N+](=0)[0-])C)/C=C\3/C(=0)N(/C(=N\c#4ccc(cc4)C(=0)0C)/S3)C
ZINC08438909 | 4.76 2.93 1838 0 9 0 484.53 10 CCOclcc(ccc10CC(=0)0C)/C=C\2/C(=0)N(/C(=N\c3cce(cc3)C(=0)0C)/S2)C
ZINC00627468 | 2.98 12.53 -58.55 1 7 1 446527 5 Cclcec(cc1)N2CCN(CC2)C(=0)c3ccccc3NC(=0)[C@H]4CC=CC[C@@H]4C(=0)[0-]
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ZINC00627471 | 2.98 1225 -60.56 1 7 -1 446.527 5 Cclcee(cc1)N2CCN(CC2)C(=0)c3cccce3NC(=0)[C@@H]4CC=CC[C@@H]4C(=0)[0-]
ZINC01012358 | 6.19 3.09 -12.39 0 7 0 483.549 7 CN\1C(=0)/C(=C/c2ccccc20Cc3ecccc3CHN)/S/C1=N/chccc(cc4)C(=0)0C
ZINC08438908 | 6.09 2.08 -10.65 0 7 0 467.591 9 CCN(CC)cloee(c(c1)0CC)/C=C\2/C(=0)N(/C(=N\c3cce(ce3)C(=0)0C)/S2)C
ZINC00627452 | 2.96 1227 -52.99 1 7 1 446,527 5 Cclceec(c1)N2CCN(CC2)C(=0)c3cccce3NC(=0)[C@H]4CC=CC[C@H]4C(=0)[0-]
ZINC00627455 | 2.96 1211 -68.88 1 7 1 446.527 5 Cclccec(c1)N2CCN(CC2)C(=0)c3cccce3NC(=0)[C@@H]4CC=CC[C@H]4C(=0)[0-]
7ZINC08438907 | 6.52 3.68 -10.82 0 6 0 473.598 5 Cclcece(c1C)n2¢(cc(c2C)/C=C\3/C(=0)N(/C(=N\c4ccc(cc4)C(=0)0C)/S3)C)C
ZINC00627458 | 2.96 1252 -58.57 1 7 1 446.527 5 Cclccec(c1)N2CCN(CC2)C(=0)c3cccce3NC(=0)[C@H]4CC=CC[C@@H]4C(=0)[0-]
7ZINC08438906_|_6.05 0.79 9.94 0 6 0 475.364 6 CCOclccc(ccl/C=C\2/C(=0)N(/C(=N\c3cec(cc3)C(=0)0C)/S2)C)Br
ZINC00627460 | 2.96 1224 -60.63 1 7 1 446.527 5 Cclccec(c1)N2CCN(CC2)C(=0)c3cccee3NC(=0) [C@@H]4CC=CC[C@@H]4C(=0)[0-]
7ZINC01012347 | 552 242 -16.77 0 9 0 462.487 6 CN\1C(=0)/C(=C/c2ccen2c3ccee(c3)[N+](=0)[0-])/S/C1=N/cdccc(cc4) C(=0)0C
ZINC00627441 | 2.93 1317 -52.98 1 7 1 446.527 5 CclcccceIN2CCN(CC2)C(=0)c3eccec3NC(=0)[C@H]4CC=CC[C@H]4C(=0)[0-]
7ZINC02167345 | 5.97 2.28 12.42 0 7 0 472.95 8 CN\1C(=0)/C(=C/c2cc(c(c(c2)CHOCC=C)0C)/S/C1=N/c3cce(ce3)C(=0)0C
ZINC00627444 | 2.93 1293 67.16 1 7 1 446.527 5 CclcccceIN2CCN(CC2)C(=0)c3cccee3NC(=0)[C@@H]4CC=CC[C@H]4C(=0)[0-]
7INC01012339 | 5.61 113 108 1 6 0 44731 4 CN\1C(=0)/C(=C/c2cc(ccc20)Br)/S/C1=N/c3ccc(cc3)C(=0)0C

ZINC00627446 | 2.93 1332 57.34 1 7 1 446.527 5 CclcccceIN2CCN(CC2)C(=0)c3cccee3NC(=0)[C@H]4CC=CC[C@@H]4C(=0)[0-]
7INC01012331 | 6.39 12 -12.27 0 6 0 450541 6 CN\1C(=0)/C(=C/c2ccc(02)Sc3ccccc3)/S/Cl=N/chcce(cc4)C(=0)0C
ZINC00627449 | 2.93 1274 -61.08 1 7 1 446.527 5 CclcccceIN2CCN(CC2)C(=0)c3eccec3NC(=0)[C@@H]4CC=CC[C@@H]4C(=0)[0-]
7INC02167297 | 3.77 14 -55.99 0 9 1 455468 8 CN\1C(=0)/C(=C/c2ccc(c(c2)0C)0CC(=0)[0-])/S/C1=N/c3ccc(cc3)C(=0)0C
ZINC08438905 | 5.49 2.94 14.1 0 7 0 470934 7 CN\1C(=0)/C(=C/c2cc(c(c(c2)CHOCCHC)0C)/S/C1=N/c3ccc(cc3)C(=0)0C
7INC02167279 | 6.31 252 -11.97 0 6 0 475.353 6 CN\1C(=0)/C(=C/c2cc(c(c(c2)C1)OCCHC)CI)/S/C1=N/c3ccc(ce3)C(=0)0C
ZINC01019550 | 4.13 10.67 -53.94 2 6 1 432283 5 clcec(c(c1)C(=0)Nc2ceee(c2C)CHNC(=0)[C@H]3CC=CC[C@H]3C(=0)[0-]
ZINC01019551 | 4.13 108 -63.84 2 6 1 432.283 5 clcec(c(c1)C(=0)Nc2ccee(c2CI)CHNC(=0)[C@@H]3CC=CC[C@H]3C(=0)[0-]
7ZINC08438903 | 4.13 1117 57.77 2 6 1 432.283 5 clcee(c(c1)C(=0)Ne2ccee(c2C)CYNC(=0)[C@H]3CC=CC[C@@H]3C(=0)[0-]
7ZINC02167211 | 5.68 -0.92 -55.82 0 6 1 480.747 4 CN\1C(=0)/C(=C/c2cc(ccc20C)Br)/S/C1=N/c3ccc(c(c3)C(=0)[0-])C
ZINC01019553 | 4.13 1112 -53.06 2 6 1 432.283 5 clcec(c(c1)C(=0)Nc2ceee(c2CI)CHNC(=0)[C@@H]3CC=CC[C@@H]3C(=0)[0-]
ZINC08438901 | 3.19 12.02 “64.1 1 7 1 452.506 5 clcec(c(c1)C(=0)N2CCN(CC2)c3cce(cc3)F)NC(=0)[C@H]4CCCC[C@H]4C(=0)[0-]
ZINC08438900 | 3.19 1161 -65.38 1 7 1 452.506 5 clccc(c(c1)C(=0)N2CCN(CC2)c3cec(ce3)F)NC(=0) [C@@H]4CCCC[C@H]4C(=0)[0-]
ZINC00627368 | 3.19 1226 -65.01 1 7 1 452.506 5 clcee(c(c1)C(=0)N2CCN(CC2)c3ece(ce3)F)NC(=0)[C@H]4CCCC[C@@H]4C(=0)[0-]
ZINC08438899 | 3.19 1141 -62.77 1 7 1 452.506 5 clcec(c(c1)C(=0)N2CCN(CC2)c3cee(cc3)F)NC(=0)[C@@H]4CCCC[C@@H]4C(=0)[0-]
ZINC00627359 | 3.03 1172 618 1 8 1 464.542 6 COcleccccIN2CCN(CC2)C(=0)c3ccecc3NC(=0) [C@H]4CCCC[C@H]4C(=0)[0-]
7INC08438898 | 4.76 11.84 -17.36 0 9 0 484.53 10 CCOC(=0)clccc(cc1)/N=C\2/N(C(=0)/C(=C/c3cee(c(c3)0C)0CC(=0)0C)/S2)C
7INC08438898 | 4.76 1138 -18.17 0 9 0 48453 10 CCOC(=0)clcec(cc1)/N=C/2\N(C(=0)/C(=C/c3cce(c(c3)0C)0CC(=0)0C)/S2)C
ZINC00627361 | 3.03 1131 -69.72 1 8 1 464.542 6 COcleccccIN2CCN(CC2)C(=0)c3eccce3NC(=0)[C@@H]4CCCC[C@H]4C(=0)[0-]
7ZINC00627363 | 3.03 11.96 -63.14 1 8 1 464.542 6 COcleccccIN2CCN(CC2)C(=0)c3eccce3NC(=0) [C@H]4CCCC[C@@H]4C(=0)[0-]
7INC08438897 | 5.32 05 -50.04 0 7 1 439513 9 CCCN1C(=0)/C(=C/c2ccc(cc2)0CC(=0)[0-])/SC1=Ne3cee(ce3)0CC
7ZINC00627365 | 3.03 1111 -67.68 1 8 1 464.542 6 COcleccecIN2CCN(CC2)C(=0)c3ccecc3NC(=0) [C@@H]4CCCC[C@@H]4C(=0)[0-]
ZINC00627348 | 3.47 12.62 -60.07 1 7 1 448.543 5 Cclcee(cc1)N2CCN(CC2)C(=0)c3cccce3NC(=0) [C@H]4CCCC[C@H]4C(=0)[0-]
7ZINC00627350 | 3.47 1218 -68.98 1 7 1 448543 5 Cclcec(cc1)N2CCN(CC2)C(=0)c3cccce3NC(=0)[C@@H]4CCCC[C@H]4C(=0)[0-]
7ZINC08438894 | 5.69 -0.16 -41.99 0 8 1 426474 7 CCCN1C(=0)/C(=C/c2cec(c(c2)[N+](=0)[0-1)[0-]) /SC1=Nc3cee(ce3)0CC
7INC00627353 | 347 1284 -61.66 1 7 1 448543 5 Cclcec(cc1)N2CCN(CC2)C(=0)c3cccce3NC(=0)[C@H]4CCCC[C@@H]4C(=0)[0-]
ZINC00627356 | 3.47 1198 -67.05 1 7 1 448.543 5 Cclcee(cc1)N2CCN(CC2)C(=0)c3cccce3NC(=0)[C@@H]4CCCC[C@@H]4C(=0)[0-]
7INC00627339 | 345 1261 -60.08 1 7 1 448543 5 Cclceec(c1)N2CCN(CC2)C(=0)c3cccec3NC(=0) [C@H]4CCCC[C@H]4C(=0)[0-]
ZINC00627341 | 3.45 1217 -69.08 1 7 1 448.543 5 Cclccee(c1)N2CCN(CC2)C(=0)c3cccce3NC(=0)[C@@H]4CCCC[C@H]4C(=0)[0-]
7INC00627343 | 345 1284 -61.66 1 7 1 448543 5 Cclceec(c1)N2CCN(CC2)C(=0)c3cccce3NC(=0)[C@H]4CCCC[C@@H]4C(=0)[0-]
ZINC00627346 | 3.45 1197 67.11 1 7 1 448.543 5 Cclccec(c1)N2CCN(CC2)C(=0)c3cccce3NC(=0)[C@@H]4CCCC[C@@H]4C(=0)[0-]
7INC08438888 | 3.86 1093 61.71 1 6 1 419.288 5 clcc(cccINC(=0)/C=C\C(=0)[0-])N2CCN(CC2)c3ecc(c(c3)CI)Cl

7ZINC08438886_| 3.83 -4.03 -66.68 1 6 1 419.288 5 clcc(c(c(c1)CI)CI)N2CCN(CC2)c3cec(cc3)NC(=0)C=CC(=0)[0-]

7INC08438884 | 3.57 3.79 -14.58 0 5 0 253261 3 Celeee(cel)C(=0)On2c3ccccc3nn2

ZINC00627177 | 5.47 -3.87 -66.41 1 6 1 475396 5 clcc(c(c(c1)CI)CI)N2CCN(CC2)c3ecc(cc3)NC(=0)[C@H]4CCCC[C@H] 4C(=0)[0-]
7ZINC00627180 | 5.47 37 -65.44 1 6 1 475.396 5 clce(c(c(c1)CI)CIN2CCN(CC2)c3eec(cc3)NC(=0) [C@@H]4CCCC[C@H]4C(=0)[0-]
ZINC00627181 | 5.47 -3.68 -64.41 1 6 1 475396 5 clce(c(c(c1)Cl)CI)N2CCN(CC2)c3ccc(cc3)NC(=0) [C@H]4CCCC[C@@H]4C(=0)[0-]
7ZINC00627184 | 5.47 -3.88 64.91 1 6 1 475.396 5 clce(c(c(c1)CI)CIN2CCN(CC2)c3eec(cc3)NC(=0) [C@@H]4CCCC[C@@H]4C(=0)[0-]
7INC08438879 | 4.88 -4.28 -64.03 1 6 1 440951 5 clcc(cccINC(=0)[C@H]2CCCC[C@H]2C(=0)[0-])N3CCN(CC3)cdeec(ccd)Cl
7ZINC02166906 | 6.83 232 -10.84 0 6 0 483.593 8 CCN\1C(=0)/C(=C/c2cccec20Cc3ccecc3CHN)/S/C1=N/chcec(cc4)0CC
7INC08438878 | 4.88 4.1 -62.67 1 6 1 440951 5 clcc(cccINC(=0)[C@@H]2CCCC[C@H]2C(=0)[0-])N3CCN(CC3)cdecc(cc)Cl
7INC08438876 | 4.88 -4.09 -62.64 1 6 1 440951 5 clec(cecINC(=0)[C@H]2CCCC[C@@H]2C(=0)[0-])N3CCN(CC3) cAcce(ccd)CL
ZINC01012227 | 6.31 0.01 -8.93 0 5 0 461381 6 CCN\1C(=0)/C(=C/c2cc(ccc20C)Br)/S/C1=N/c3ccc(ce3)0CC

7ZINC08438875 | 4.88 -4.28 -64.25 1 6 1 440951 5 clec(cecINC(=0)[C@@H]2CCCC[C@@H]2C(=0)[0-])N3CCN(CC3) cheec(ccd)Cl
ZINC02166882 | 7.37 116 103 0 5 0 452.963 6 CCN\1C(=0)/C(=C/c2ccc(02)c3ecc(ce3)Cl)/S/C1=N/chccc(cc4)0CC
ZINC01012211 | 6.16 156 -14.87 0 8 0 462,531 7 CCN\1C(=0)/C(=C/c2ccen2c3ccee(c3)[N+] (=0)[0-])/S/C1=N/cdccc(cc4)0CC
ZINC00627106 | 4.97 -3.66 -49.87 1 6 1 47338 5 cLec(c(c(c1)CCIN2CCN(CC2)c3cec(cc3)NC(=0)[C@H]4CC=CC[C@H]4C(=0)[0-]
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ZINC00627108 | 4.97 -3.53 -63.15 1 6 -1 473.38 5 c1cc(c(c(c1)Cl)CIN2CCN(CC2)c3cec(cc3)NC(=0) [C@@H]4CC=CC[C@H]4C(=0)[0-]
ZINC00627111 | 4.97 355 6397 1 6 1 47338 5 clcc(c(c(c1)CHCIN2CCN(CC2)c3cce(cc3)NC(=0)[C@H]4CC=CC[C@@H]4C(=0)[0-]
ZINC00627114 | 4.97 361 49.39 1 6 1 473.38 5 cTcc(c(c(c1)Cl)CINZCCN(CC2)c3cec(cc3)NC(=0) [C@@H]4CC=CC[C@@H]4C(=0)[0-]
ZINC08438868 | 5.21 0.68 56.62 0 8 1 489.957 9 CCN1C(=0)/C(=C/c2cc(c(c(c2)CHOCC(=0)[0-])0C)/SC1=Nc3cce(cc3)0CC
ZINC08438867 | 4.39 406 4846 1 6 1 438.935 5 clcc(cccINC(=0)[C@H]2CC=CC[C@H]2C(=0)[0-])N3CCN(CC3) cAcec(cc4)Cl
7INC08438866 | 6.99 15 1031 0 6 0 487.021 10 CCN\1C(=0)/C(=C/c2cc(c(c(c2)COCC=C)0CC)/S/C1=N/c3cec(ce3)0CC,
ZINC08438865 | 4.39 393 6253 1 6 1 438.935 5 clcc(cccINC(=0)[C@@H]2CC=CC[C@H]2C(=0)[0-])N3CCN(CC3)chccc(ccd)Cl
ZINC01011974 6.24 -1.97 -9.28 1 5 0 447.354 5 CCN\1C(=0)/C(=C/c2cc(ccc20)Br)/S/C1=N/c3ccc(cc3)0CC

ZINC08438864 | 4.39 395 6229 1 6 1 438.935 5 clcc(cccINC(=0)[C@H]2CC=CC[C@@H]2C(=0)[0-])N3CCN(CC3)cdecc(ccd)Cl
ZINC01011970 | 6.07 0.99 1053 1 6 0 446.956 7 CCN\1C(=0)/C(=C/c2cc(c(c(c2)CN0)OCC)/S/C1=N/c3cce(cc3)0CC
ZINC08438863_| 4.39 4 4831 1 6 1 438.935 5 clcc(cccINC(=0)[C@@H]2CC=CC[C@@H] 2C(=0)[0-])N3CCN(CC3) checc(cc)Cl
7INC00627094 | 4.37 406 4849 1 6 1 438.935 5 clcc(cc(c1)CN2CCN(CC2)c3ccc(cc3)NC(=0) [C@H]4CC=CC[C@H]4C(=0)[0-]
7INC02166766 | 7.03 0.52 9.84 0 5 0 450.585 7 CCN\1C(=0)/C(=C/c2ccc(02)Sc3cccec3)/S/C1=N/c4ccc(cc4)0CC
ZINC00627096 | 4.37 395 63.19 1 6 1 438.935 5 cLec(cc(c1)CN2CEN(CC2)c3eec(cc3)NC(=0) [C@@H]4CC=CC[C@H]4C(=0)[0-]
ZINC00627097 | 4.37 3.95 63.34 1 6 1 438.935 5 clcc(cc(c1)C)N2CCN(CC2)c3ecc(ce3)NC(=0) [C@H]4CC=CC[C@@H]4C(=0)[0-]
ZINC00627098 | 4.37 4 “48.66 1 6 1 438935 5 clcc(ce(c1)CI)N2CCN(CC2)c3ecc(cc3)NC(=0) [C@@H]4CC=CC[C@@H]4C(=0)[0-]
7INC08438861 | 4.41 0.69 54.71 0 8 1 455512 9 CCN1C(=0)/C(=C/c2ccc(c(c2)0C)0CC(=0)[0-])/SCI=Nc3cec(cc3)0CC
ZINC00627061 | 5.33 42 65.69 1 6 1 469.348 5 clcce(c(c1)C(=0)Nc2cce(cc2)N3CEN(CC3) cdecc(c(c4) CNCIC(=0)[0-]
ZINC00627058 | 5.3 3.66 66.39 1 6 1 469.348 5 clccc(c(c1)C(=0)Nc2eee(cc2)N3CCN(CC3) checcc(c4CCI)C(=0)[0-]
ZINC00627056 | 4.72 407 64.79 1 6 1 434903 5 clcce(c(c1)C(=0)Ne2cce(cc2)N3CCN(CC3) ceec(cc4) CC(=0)[0-]
7INC02166692 | 6.83 1.07 11.29 0 5 0 442.968 8 CCN\1C(=0)/C(=C/c2ccc(c(c2)C)OCC=C)/S/C1=N/c3ccc(cc3)0CC
ZINC00627054 | 47 406 6644 1 6 1 434903 5 clcce(c(c1)C(=0)Nc2cce(cc2)N3CCN(CC3) cecce(c4)CC(=0)[0-]
ZINC01011938 | 5.77 0.92 -8.99 0 6 0 446.956 7 CCN\1C(=0)/C(=C/c2cc(c(cc2CNOC)0C)/S/C1=N/c3ccc(cc3)0CC
ZINC08438858 | 3.61 134 79.55 2 6 0 441531 7 clccc(cc1)C[NH+]2CCN(CC2)c3ecc(ce3)NC(=0)/C=C(\c4cccecd) /C(=0)[0-]
7INC08438856 | 4.07 2.94 51.99 1 6 1 444.486 6 clccc(ccl)/C(=C\C(=0)Nc2cee(cc2)N3CCN(CC3) checc(ccd)F)/C(=0)[0-]
7INC08438854 | 5.17 342 53.1 1 6 1 495.386 6 clcce(cel)/C(=C\C(=0)Nc2cce(cc2)N3CCN(CC3)chcccc(cACI)CI) /C(=0)[0-]
7INC08438852 | 4.59 3.82 51.45 1 6 1 460.941 6 clccc(ccl)/C(=C\C(=0)Nc2cec(cc2)N3CCN(CC3) chece(ccd)Cl)/C(=0)[0-]
ZINC08438850 | 4.56 3.82 51.88 1 6 1 460.941 6 clcee(cel)/C(=C\C(=0)Nc2cce(cc2)N3CCN(CC3)ckeccc(c4)Cl)/C(=0)[0-]
7INC01011918 | 5.15 151 1163 0 7 0 442537 8 CCN\1C(=0)/C(=C/c2cc(c(c(c2)0C)0C)0C)/S/C1=N/c3ccc(cc3)0CC
ZINC00627001 | 4.33 13.39 51.38 1 6 1 440523 6 Cclccec(c1)N2ZCCN(CC2)c3ccc(cc3)NC(=0) /C=C(\ckcccecd) /C(=0)[0-]
ZINC01011914 | 5.71 0.13 92 0 5 0 421316 5 CCN\1C(=0)/C(=C/c2ccc(02)Br)/S/C1=N/c3ccc(cc3)0CC

ZINC02165416 6.31 -2.02 -10.52 1 5 0 494.354 5 CCN\1C(=0)/C(=C/c2ccc(c(c2)1)0)/S/C1=N/c3ccc(cc3)0CC

ZINC01011902 | 6.31 0.03 114 0 5 0 461.381 6 CCN\1C(=0)/C(=C/c2ccc(c(c2)Br)0C)/S/C1=N/c3ccc(cc3)0CC
ZINC02165373 6.15 0.93 -8.75 0 6 0 460.983 8 CCN\1C(=0)/C(=C/c2cc(c(cc2C)0CC)0C)/S/C1=N/c3cce(cc3)0CC
ZINC13111165 | 5.03 13.26 1193 0 7 0 460.559 6 CCOC(=0)clcce(cc)/N=C\2/N(C(=0)/C(=C/c3cc(n(c3C)cdccencd)C)/S2)C
ZINC13111165 | 5.03 12.86 1216 0 7 0 460.559 6 CCOC(=0)clcec(ccl)/N=C/2\N(C(=0)/C(=C/c3cc(n(c3C)checenc)C) /S2)C
ZINC02165312 | 6.05 14.88 11.09 0 6 0 477561 6 CCOC(=0)clccc(ccl)/N=C/2\N(C(=0)/C(=C/c3cc(n(c3C)cAccc(ccd)F)C)/S2)C
7INC02165312 | 6.05 15.28 -10.8 0 6 0 477561 6 CCOC(=0)clcec(cel)/N=C\2/N(C(=0)/C(=C/c3cc(n(c3C)checc(cc4)F)C) /S2)C
ZINC02165306_| 6.52 15.48 108 0 6 0 473598 6 CCOC(=0)clccc(ccl)/N=C/2\N(C(=0)/C(=C/c3cc(n(c3C)cAccec(c4)C)C)/S2)C
7INC02165306 | 6.52 15.88 1076 0 6 0 473598 6 CCOC(=0)clcec(cel)/N=C\2/N(C(=0)/C(=C/c3cc(n(c3C)checec(c4)C)C) /S2)C
ZINC08438840 7.03 1.48 -14 1 4 0 436.507 9 clcec(cc1)COc2cecc(cc2)/C=C/C(=0)c3ccc(cc30)0Cc4cccccd

ZINC02165295 | 6.21 14.93 1277 0 6 0 477561 6 CCOC(=0)clcec(ccl)/N=C/2\N(C(=0)/C(=C/c3cc(n(c3C)chcccccaF)C)/S2)C
ZINC02165295 | 6.21 15.33 12.69 0 6 0 477561 6 CCOC(=0)clccc(ccl)/N=C\2/N(C(=0)/C(=C/c3cc(n(c3C)chcccccdF)C) /S2)C
ZINC08438839 7.1 3.4 -14.62 0 4 0 450.534 10 COclce(cee1C(=0)/C=C/c2ccc(cc2)0Cc3ccccc3)0Cc4cccecd

ZINC08438837 3.8 -7.27 -10.59 1 6 0 424979 5 clec(cccINC(=S)c2¢(nc(s2)N3CCOCC3)N4CCOCC4)Cl

ZINC02165282 4.93 1.73 -12.81 0 5 0 451.931 6 COclcc(cec10Cc2ccecc2)/C=C\3/C(=0)N(C(=0)S3)c4cccc(c4)Cl
7INC01011872 | 3.77 1.06 932 1 5 0 440.702 3 COclcc(c(cc10)Br)/C=C\2/C(=0)N(C(=0)S2)c3ccec(c3)Cl

7INC08438833_| 3.02 2.58 5238 0 6 1 345.286 3 clcce(c(c1)C(=0)c2ccc3chc2ececC(=0)0C3=0)C(=0)[0-]

ZINC02165265 | 5.17 3.52 9.15 0 4 0 436.964 3 Cclcec(c(c1)C)n2c(cc(c2C)/C=C\3/C(=0)N(C(=0)S3)chccc(cc4)CI)C
ZINC02184622 7.01 0.86 -10.03 0 4 0 422.509 5 COC(=0)clc(c(c2¢c(clc3cccee3)nsn2)c4cccccd)cSeccees

7INC02165261 | 4.94 1.81 9.44 0 4 0 487.806 3 Cclcc(c(nlc2ecc(cc2)Br)C)/C=C\3/C(=0)N(C(=0)S3) chccc(cc)Cl
7INC08438832_| 6.09 1.65 13.66 0 4 0 426.541 4 C[C@H]1[C@@H]([C@]2(c3nc4ccccc4n3[C@@]1(S2)c5eccec5)cbeececb)C(=0)0C
ZINC02165256 | 4.81 2.42 95 0 4 0 443.355 3 Cclcc(c(nlc2eec(cc2)Cl)C)/C=C\3/C(=0)N(C(=0)S3)c4ccc(cc4)Cl
7INC08438831 | 6.17 0.97 -10.8 1 4 0 426.541 5 CC1=C(S[C@]([C@H] 1C(=0)OC)(c2ccccc2)c3[nH]checeecdn3)c5eceecs
7INC08438830 | 5.36 3.78 9.25 0 4 0 436.964 3 Cclccec(cIn2c(cc(c2C)/C=C\3/C(=0)N(C(=0)S3)c4ccc(cc4)CI)C)C
ZINC00626914 5.36 1.73 -11.76 0 5 0 438.508 4 COC(=0)C1=C(S[C@]2([C@H]1C(=0)n3c2nc4c3ccce4)c5cccec5)cbeecechd
7INC00626912 | 5.36 171 1285 0 5 0 438.508 4 COC(=0)C1=C(S[C@]2([C@@H]1C(=0)n3c2nc4c3ccccd)cbeceecs)cbeecech
7ZINC02165251 | 4.68 372 -12.37 0 7 0 467.934 4 Cclec(ceen2e(ce(c2C)/C=C\3/C(=0)N(C(=0)S3)chccc(cc4)Cl)C)[N+](=0)[0-]
7INC02165246 | 4.46 341 1161 0 4 0 4269 3 Cclcc(c(nlc2ecccc2F)C)/C=C\3/C(=0)N(C(=0)S3)chccc(cc4)Cl
7INC02184609 | 5.56 2.89 25.73 1 2 1 428.555 3 clcec(cc1)C2=C(C(=0)[C@]3([C@H]2ccccc5cdc3cecs) [NH+]6CCCCH)c7cccec?
7INC02165240 | 4.28 3.1 151 0 7 0 453.907 4 Cclcc(c(nlc2ecec(c2)[N+](=0)[0-])C)/C=C\3/C(=0)N(C(=0)S3) c4ccc(cch)Cl




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

7INC02184607 | 5.56 2.24 -34.35 1 2 1 428.555 3 clccc(cc1)C2=C(C(=0)[C@@)]3([C@H] 2c4ccec5cAc3eccS) [NH+]6CCCC6)c7cccec

ZINC01011866 | 3.01 2.64 1639 0 7 0 433.869 7 COclcc(cec10CC(=0)0C)/C=C\2/C(=0)N(C(=0)S2)c3cec(ce3)Cl

7INC02165229 | 3.33 0.45 32.13 0 8 1 419.822 5 CCOclcc(cc(c1[0-])/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)C[N+] (=0)[0-]

ZINC00386658 2.09 8.09 -23.97 1 5 0 279.299 2 Cclc(c(=0)n2ccecc2n1)NC(=0)c3ccccc3

7INC01011863 | 4.3 0.56 853 0 4 0 424.703 3 COclcec(ccl/C=C\2/C(=0)N(C(=0)S2)c3cce(cc3)Cl)Br

ZINC02184604 | 8.67 2.35 -13.16 0 3 0 479.608 4 cleec(ccl)c2ec(c(nn2)c3cccce3)c4e(cn5cdscbe5ecce6)c7 ceccc?

ZINC02165216 | 3.54 0.18 46.16 0 6 1 467.704 5 clec(cccIN2C(=0)/C(=C/c3cc(ccc30CC(=0)[0-])Br)/SC2=0)Cl

ZINC08438828 3.75 2.59 -10.72 0 5 0 328.279 0 cleec2¢(c1)C(=0)c3cc4c5c(c3C2=0)ccec5C(=0)0C4=0

ZINC01011858 | 4.4 2.28 14.77 0 6 0 452315 7 CCOC(=0)COclccc(cclCl)/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)Cl

ZINC02184593 7.46 3.03 -16.07 0 3 0 485.608 7 cleec(ccl)c2en3cdeccecdsc3c2[C@H](CC(=0)c5ceccc5)C(=0)cbecceco

ZINC02165211 | 4.67 0.53 7.94 0 4 0 43873 4 CCOclcec(cel/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)CI)Br

ZINC02184592 7.46 3.06 -15.51 0 3 0 485.608 7 clcec(ccl)c2en3cdeccecdsc3c2[C@@H](CC(=0)c5cccce5)C(=0)cbeccec

7INC01011857 | 4.18 11 851 1 5 0 454.729 4 CCOclcc(cc(c10)/C=C\2/C(=0)N(C(=0)S2)c3cce(cc3)Cl)Br

7INC08438827 | 4.71 094 1456 0 5 0 419.502 5 COclcce(cc1)N2C=C[C@@H]([C@H](S2(=0)=0)C(=0)c3ccccc3)checceck

7INC01011854 | 3.39 2.61 16.07 0 7 0 447.896 8 CCOC(=0)COclccc(cc10C)/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)Cl

7INC08438826 | 5.42 2.07 1339 1 6 0 470.55 7 COC(=0)[C@@H]1C(=C(S[C@]1(c2cecce2)c3[nH]cdeccecn3d)cSeccec5)C(=0)0C

ZINC02165195 | 4.58 2.89 9.45 0 4 0 422937 3 Cclcec(ccl)n2c(cc(c2C)/C=C\3/C(=0)N(C(=0)S3)cdccc(cc4)CI)C

ZINC02184584 8.1 147 -8.61 0 2 0 478.686 5 CclcceeclC[C@]2(N(c3cecce3S2)Cedeccec4C)eSncbeccechbss

ZINC02165191 | 5.15 116 8.8 0 4 0 428.724 4 CCOclc(cc(celCl)/C=C\2/C(=0)N(C(=0)S2)c3cec(cc3)ClCl

ZINC02184585 8.1 0.76 -8.72 0 2 0 478.686 5 CclcceeclC[C@@]2(N(c3cccce3S2)Cedeccec4C)cs 5

7INC02165187 | 3.2 113 54.57 0 7 1 453279 6 COclcc(cc(c10CC(=0)[0-])C1)/C=C\2/C(=0)N(C(=0)52)c3ccc(cc3)Cl

ZINC08438825 | 6.38 15 7.59 0 2 0 453.335 3 clcce(cel) [C@H]2[C@H]([C@@]23ceccc5ede(cec5)C3=0)C(=0)cbeee(cc6)Br

7INC02165183 | 4.97 2.01 921 0 5 0 450.343 7 CCOclcc(cc(c10CC=C)Cl)/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)Cl

7INC08438824 | 6.38 16 9.51 0 2 0 453335 3 clcec(cc]) [C@@H]2[C@H]([C@@]23cécccc5cdc(cec5)C3=0)C(=0)cbeee(cc6)Br

ZINC02165177 | 4.86 1.19 65.89 0 6 1 459.286 4 clec(cccIN2C(=0)/C(=C/c3ccc(03) checc(c(c4)C(=0)[0-])CI) /SC2=0)Cl

7INC08438823 | 6.38 2.35 1376 0 2 0 453335 3 clcce(cel) [C@H]2[C@@H]([C@@]23c4ccecheée(cec5)C3=0)C(=0)cbece(cc6)Br

7INC08438822 | 5.01 0.86 -10.99 0 4 0 413.907 4 clccc(ccl)Sc2ecc(02)/C=C\3/C(=0)N(C(=0)S3)c4ccc(ccd)Cl

7INC08438821 | 6.38 2.08 1442 0 2 0 453.335 3 clcec(cc]) [C@@H]2[C@@H] ([C@@]23ccccc5 ce(cec5)C3=0)C(=0)cbeec(cc)Br

7INC08438820 | 5.07 0.97 56.79 0 6 1 464.906 6 clec(ceclCOc2ecc(cc2)/C=C\3/C(=0)N(C(=0)S3)cdccc(cc4)C)C(=0)[0-]

7INC08438819 | 5.58 2.35 14 0 6 0 470.55 6 COC(=0)[C@H]1[C@@H]([C@@]2(n3c4ccccc4nc3[C@]1(S2)c5eccee5)cbeeeec6) C(=0)0C
ZINC02165159 | 5.47 2.69 1163 0 5 0 48136 5 clcec(c(c1)COc2cec(cc2Cl)/C=C\3/C(=0)N(C(=0)S3)c4ccc(ccd)CI)CHN

7INC02165155 | 5.26 25 13.67 0 5 0 483.948 7 CCOclcc(cce10Cc2ecec(c2)F)/C=C\3/C(=0)N(C(=0)S3)cdccc(cc4)Cl

7INC02165148 | 5.42 161 -13.08 0 5 0 486376 6 COclcc(cce10Cc2ecc(cc2)Cl)/C=C\3/C(=0)N(C(=0)S3) chccc(cch)Cl

7INC02184578 | 6.56 2.39 1477 0 2 0 424499 3 clcce(ccl)C([C@@H]2c3cccccdc(cecd) C2=0)[C@@H]5c6eccc7cbe(cec7)C5=0

7INC02165142 | 4.77 1.19 637 0 4 0 414.697 3 COclc(cc(cc1Cl)Cl)/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)Cl

7INC08438818 | 9.62 0.65 1417 0 2 0 556.734 4 clcee(cc1)C(=C2C=C[C@H]3[C@H]2[C@@]4(n5cbeccecbnc5[C@]3(S4)c7cceccT)cBececeB)cccceed
7INC02165138 | 4.93 2.25 104 0 4 0 438.719 4 C#CCOcIc(cc(cc1Cl)/C=C\2/C(=0)N(C(=0)S2)c3ccc(ce3)Cl)Cl

7INC08438817 | 9.62 0.96 1254 0 2 0 556.734 4 clcce(ccl)C(=C2C=C[C@@H]3[C@H]2[C@@]4(n5cbcccccbne5[C@]3(S4)c7 cecee)cBececc8)cIcceced
7INC02165122 | 4.76 2.15 771 1 4 0 489572 2 clcc(cccIN2C(=0)/C(=C/c3cc(cc(c30)Br)Br) /SC2=0)Cl

7INC08438816 | 9.62 115 1255 0 2 0 556.734 4 clece(cc1)C(=C2C=C[C@H]3[C@@H]2[C@@]4(n5cbecceebnc5[C@]3(S4)c7cecec?)cBeccec8)cdcceecd
ZINC02165119 | 5.19 2.08 12.72 0 5 0 465.958 6 Cclcec(cel)COc2ecc(cc20C)/C=C\3/C(=0)N(C(=0)S3) chccc(cc4)Cl

ZINC08438815 | 9.62 12 1238 0 2 0 556.734 4 clece(ccl)C(=C2C=C[C@@H]3[C@@H]2[C@@]4(n5cbcccccbne5 [C@]3(S4)c7 cecec?)cBeccee8)cIcceecd
ZINC02165111 | 5.57 2.06 1152 0 5 0 479.985 7 CCOclcc(ccel0Cc2ecc(cc2)C)/C=C\3/C(=0)N(C(=0)S3)ckccc(ccd)Cl

ZINC01592372_| 6,51 3.63 2.62 0 0 0 240.39 2 CC(C)(C)clece2ec(cec2e1)C(C)(C)C

ZINC01011837 | 3.04 1.99 952 0 8 0 420.83 5 COclcc(c(cc10C)[N+](=0)[0-])/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)Cl

7INC08438814 | 4.94 3 345 0 8 0 598.703 6 CC1(N([C@H]([C@@H](N1C(=0)[C@H]2CC(=N02)c3cccce3)cdeccecd) checeecs)C(=0)[C@H]6CC(=N06)c7ceecc7)C
7INC02165104 | 4.26 0.85 7.89 0 5 0 468.756 5 CCOclcc(c(ce10C)Br)/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)Cl

ZINC02165100 | 4.9 0.57 ~6.26 0 4 0 459.148 3 COclc(cc(cc1Cl)Br)/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)Cl

7INC08438812 | 4.94 2.72 3041 0 8 0 598.703 6 CC1(N([C@H]([C@@H](N1C(=0)[C@H]2CC(=N02)c3cccce3)checcccd)checcec5) C(=0)[C@@H]6CC(=N06)c7cccec?)C
ZINC01011832_| 4.29 149 8.67 1 4 0 457.676 2 clcc(cecIN2C(=0)/C(=C/c3ccc(c(c3)1)0)/SC2=0)CI

ZINC08438811 | 4.94 2.86 23.08 0 8 0 598.703 6 CC1(N([C@H]([C@@H](N1C(=0)[C@@H]2CC(=N02)c3cccce3)checcecd)c5eccees) C(=0) [C@@H]6CC(=N06)c7ccccc7)C
7INC02165086 | 4.84 0.98 8.93 0 5 0 482.783 6 CCOclcc(cc(c10CC)Br) /C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)Cl

ZINC08438810 6.53 -0.77 -10.99 1 4 0 506.652 3 clecc(cc1)C(=0)C2=CN3c4ccccc4S[C@] ([C@H]3[C@@H]5N2c6¢ccce6S5) (c7cceec7)0
7INC02165080 | 4.46 1.02 9.02 0 5 0 468.756 5 CCOclec(cc(c10C)Br)/C=C\2/C(=0)N(C(=0)S2)c3ccc(ce3)Cl

ZINC08438809 6.53 -1.38 -12.59 1 4 0 506.652 3 cleec(cc1)C(=0)C2=CN3c4ccccc4S[C@@]([C@H]3[C@@H]5N2c6ccecc6S5)(c7cccec7)0
7INC02165076 | 4.26 0.85 791 0 5 0 468.756 5 CCOclcc(c(cc10C)/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)ChBr

ZINC08438808 6.53 -2.14 -13.94 1 4 0 506.652 3 cleec(cc1)C(=0)C2=CN3c4ccccc4S[C@] ([C@@H]3[C@@H]5N2c6ccccc6S5)(c7ccccc7)0
7ZINC08438807 | 6.53 13.87 14.28 1 4 0 506.652 3 clcce(cc1)C(=0)C2=CN3cdcceccdS[C@@] ([C@@H]3[C@@H]5N2c6eceec6S5) (c7cccec)0
ZINC02165071 | 4.83 3.1 12.96 0 6 0 490.968 7 CCOclcc(ccel0Cc2ecccc2CH#N)/C=C\3/C(=0)N(C(=0)S3)c4ccc(cc4)Cl

7ZINC08438806 | 8.02 0.41 1413 0 3 0 635.788 4 clccc(cc1)C(=0)[C@H]2[C@@]3(C(=C4c5cccec5C(=0)cbedeccch) [C@@]3([C@@H]7N2cBeccecBS7)c9ccece9)cl ceceel
7INC01011831 | 4.28 0.63 9.82 0 5 0 454.729 4 COclcc(c(cel/C=C\2/C(=0)N(C(=0)S2)c3cec(cc3)Cl)Br)0C




Supplementary Table S2:
Detailed table of XP Docking using Schrodinger's Glide module

ZINC08438805 8.02 0.79 -14.01 0 3 0 635.788 4 cleec(cc1)C(=0)[C@@H]2[C@@]3(C(=C4c5cccecc5C(=0)cbeiccce6)[C@@]3([C@@H]7N2c8ccccc8S7)c9ccecc9)cleccecl

7INC02165060 | 4.46 0.97 9.18 0 5 0 468.756 5 CCOclc(cc(cc1Br)/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)COC

ZINC08438804 | 7.23 2.24 1771 0 4 0 541.672 5 CC1=C(C2=C([C@H]3N(c4cccccdS3)[C@@H]([C@@]2(01)c5cccec5)C(=0)cbeceech)c7 cecec?)C(=0)C

ZINC02165054 445 3.08 -13.22 0 6 0 476.941 6 COclcc(ccc10Cc2ccccc2C#N)/C=C\3/C(=0)N(C(=0)S3)c4ccc(cc4)Cl

ZINC02165050 | 3.13 0.44 ~49.03 0 7 1 497.73 6 COclcc(c(cc10CC(=0)[0-])Br)/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)Cl

7INC08438803_| 7.23 2.74 “13.66 0 4 0 541.672 5 CC1=C(C2=C([C@@H]3N(c4cceec4S3)[C@@H] ([C@@]2(01)cScceee5)C(=0)cbeececb)c7cecec7)C(=0)C

7INC01011827 | 3.58 111 -8.03 1 5 0 440.702 3 COclcc(c(cc10)Br)/C=C\2/C(=0)N(C(=0)S2)c3ccc(cc3)Cl

ZINC08438802_| 3.44 6.18 29.81 1 9 1 506.531 9 COC(=0)C1=C(C(=C([C@]2([C@H]1c3ccccAc3c2ecc4) [NH+]5CCCC5)C(=0)0C)C(=0)0C)C(=0)0C

ZINC08438800 | 3.44 6.42 3634 1 9 1 506.531 9 COC(=0)C1=C(C(=C([C@@]2([C@H]Tc3cccc4c3e2ece4) [NH+]5CCCC5)C(=0)0C)C(=0)0C)C(=0)0C

7INC08438798 | 3.44 6.73 3822 1 9 1 506.531 9 COC(=0)C1=C(C(=C([C@]2([C@@H]1c3ccccdc3c2cccd) [NH+]5CCCC5)C(=0)0C)C(=0)0C)C(=0)0C

7INC08438797 | 3.44 6.18 -30.23 1 9 1 506.531 9 COC(=0)C1=C(C(=C([C@@]2([C@@H]1c3ccccdc3c2eccd) [NH+]5CCCC5)C(=0)0C)C(=0)0C)C(=0)0C

ZINC00088170 5.19 -0.33 -6.89 0 0 0 309.988 0 clec2ccce3c2¢(c1)C(=C3Br)Br

ZINC00401042 2.31 3.54 -7.34 1 4 0 178.22 2 clcec(cc1)Ne2nnns2

ZINC02184550 1.84 6.81 -9.07 1 3 0 224.329 1 C/C=C\1/C(=0)N(C(=S)N1)C2CCCCC2

ZINC02184550 1.84 6.77 -9.3 1 3 0 224.329 1 C/C=C/1\C(=0)N(C(=S)N1)C2CCCCC2

7INC04398550 | 5.12 11.48 47.99 1 5 1 455559 6 clcce(cel) [C@@H]2CC(=C(/C(=N/Cc3cccde(c3)0C04)/C2)C(=S)Nc5eceec5)[0-]

ZINC08438790 | 5.12 1151 4857 1 5 1 455.559 6 clccc(ccl) [C@H]2CC(=C(/C(=N/Cc3ccc4c(c3)0C04)/C2)C(=5)Nc5eecec5)[0-]

7INC08438788 | 5.6 0.32 4633 2 3 1 428.681 0 C[C@H]1CC[C@@]2([C@H]3C[C@H]4[C@@H]([C@@H]3CC(=0)[C@H]2C1)CC[C@@H]5[C@@H]4C[NH+]6C[C@H](CC[C@@H]6[C@@]5(C)0)C)C
ZINC08438786 | 5.6 0.23 4519 2 3 1 428.681 0 C[C@H]1CC[C@@)]2([C@@H]3C[C@H]4[C@@H]([C@@H]3CC(=0)[C@H]2C1)CC[C@@H]5[C@@H]4C[NH+]6C[C@H](CC[C@@H]6[C@@]5(C)0)C)C
7INC08438784 | 56 0.32 4471 2 3 1 428.681 0 C[C@H]1CC[C@@]2([C@H]3C[C@@H]4[C@@H]([C@@H]3CC(=0)[C@H]2C1)CC[C@@H]5[C@@H]4C[NH+]6C[C@H] (CC[C@@H]|6[C@@]5(C)0)C)C
ZINC08438783 | 5.6 0.26 4622 2 3 1 428.681 0 C[C@H]1CC[C@@]2([C@@H]3C[C@@H]4[C@@H]([C@@H]3CC(=0)[C@H]2C1) CC[C@@H]5[C@@H]4C[NH+]6C[C@H] (CC[C@@H]6[C@@]5(C)0)C)C
ZINC01011792_| 4.72 243 1323 1 5 0 408523 7 Cclcec(cc)CN(CC(=0)Ne2eec(cc2)C)S(=0) (=0)c3eecec3

7INC08438782 | 2.88 8.9 5043 2 6 1 427.908 6 clcce(cc1)C(=0)C2=C(C(=0)N([C@H]2c3ccccc3Cl)CC[NH+]4CCOCC4)0

7INC08438782 | 2.3 9.62 57.72 1 6 1 427.908 6 clcce(cc1)C(=0)[C@H]2[C@@H](N(C(=0)C2=0)CC[NH+]3CCOCC3) chcccccCl

7INC08438781 | 2.88 8.76 4675 2 6 1 427.908 6 clccc(cc1)C(=0)C2=C(C(=0)N([C@@H]2c3ccecc3Cl) CC[NH+]4CCOCC4)0

7INC08438781 | 2.3 948 5352 1 6 1 427.908 6 clcce(cc1)C(=0)[C@@H]2[C@H](N(C(=0)C2=0)CC[NH+]3CCOCC3) checcecCl

7INC08438780 | 6.73 131 10.37 0 5 0 438593 9 CCCN1C(=0)/C(=C\c2ccc(c(c2)0CC)0CC(C)C)/SCI=Nc3cceecd

ZINC09087398 | 3.93 9.73 57.73 0 5 1 440317 6 CN(C)cIece(ccl)[C@H]2C(=C(C(=0)N2CC=C)[0-])C(=0)c3cec(cc3)Br

ZINC09088730 | 3.93 10.17 5658 0 5 1 440.317 6 CN(C)clcee(ccl) [C@@H]2C(=C(C(=0)N2CC=C)[0-])C(=0)c3ccc(cc3) Br

7INC01011789 | 3.58 2.65 1731 0 7 0 447.896 8 CCOclcc(ccc10CC(=0)0C)/C=C\2/C(=0)N(C(=0)S2)c3ccce(c3)Cl

ZINC09331361 4 9.42 53.87 0 4 1 415.238 5 C=CCN1[C@H](C(=C(C1=0)[0-])C(=0)c2ccc(cc2) Br)c3ccc(cc3)F

7INC02164913 | 4.91 1.85 9.93 0 5 0 430957 7 CCN(CC)cleec(c(c1)0CC)/C=C\2/C(=0)N(C(=0)S2)c3ccce(c3)Cl

ZINC09374642 4 9.35 524 0 4 1 415.238 5 C=CCN1[C@@H](C(=C(C1=0)[0-])C(=0)c2ccc(cc2) Br)c3ccc(cc3)F

7INC09374642_| 444 125 17.24 1 4 0 416.246 4 C=CCN1[C@@H](/C(=C(\c2ccc(cc2)Br)/0)/C(=0)C1=0)c3cce(cc)F,

ZINC09374642_| 3.41 0.98 -10.09 0 4 0 416.246 5 C=CCN1[C@@H]([C@@H](C(=0)C1=0)C(=0)c2ccc(cc2)Br)c3ccc(cc3)F




	Supplimentary Fig S1
	Supplimentart Table 1
	Supplimentart Table 2

