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1 Summary of SARS-CoV-2 or SARS-CoV Mpro inhibitors

In this section, we provide a collection of 701 SARS-CoV-2 and SARS-CoV inhibitors published in the liter-
ature or databases. Compound SMILES strings, potency values, PDB IDs, and references are given.

SMILES string

SARS-CoV-2
1C50 (uM)

SARS-CoV
IC50 (;M)

SARS-CoV-2
K; (uM)

SARS-CoV
K; (uM)

PDB ID

Compound
name

COC1=CC=CC2=C1C=C(N2)C(=O)N
C(CC(C)C)C(=0)NC(CC1CCNC1=0)
C(=0)CO

0.00027 [1]

0.004 [1]

6xhm [1]

CC(O)C[C@@H](NC(=0O)[C@H](NC
(=0)COC1=CC=CC(=C1)N(O)O)(
C)C)C(=O)N[C@H](C[C@H]1CCNC
1=0)C(=0)c1nc2=CC=CC=c2s1

0.003 [2]

CC(O)C[C@@H](NC(=0O)[C@H](NC
(=0)OCC1=CC=CC=C1)C(C)C)C(=
O)N[C@H](C[C@H]1CCNC1=0)C(=
O)clnc2=CC=CC=c2s1

1.712]

0.0041 [2]

COC1=C2C=C(NC2=CC=C1)C(=O)N
[Ce@H](CC(C)C)C(=O)N[C@@H](
C[C@@H]1CCNC1=0)C(=0O)clnc2c
ccec2sl

0.0063 [3]

COC1=CC=CC2=C1C=C(N2)C(=O)N
C(CC(C)(C)C)C(=0)NC(CCICCNC
1=0)C(=0)CO

0.007 [1]

O=C(Onlnnc2cccec21)clcec2[n
H]ccc2cl

0.0075 [4]

CC(O)C[C@@H](NC(=0O)[C@H](NC
(=0)COC1=CC=C(0)C=C1)C(C)O)C
(=O)N[C@H](C[C@H]1CCNC1=0)C
(=0)cInc2=CC=CC=c2s1

1212]

0.011 2]

CCN(CC)C1=CC=C(C=C1)C(=O)ON
1IN=NC2=CC=CC=C12

0.0111 [4]

CNC1=CC=C(C=C1)C(=O)ONIN=NC
2=CC=CC=C12

0.0121 [4]

O=C(ON1N=NC2=CC=CC=C12)C1
=CC2=CC=CC=C2N1

0.0123 [4]

FC1=CC=C2NC(=CC2=C1)C(=O)ON
1IN=NC2=CC=CC=C12

0.0138 [4]

COC1=CC=C(OCC(=O)N[C@H](C(C
)CO)C(=O)N[C@H](CC(C)C)C(=0)
N[C@H](C[C@H]2CCNC2=0)C(=0)
2nc3=CC=CC=c3s2)C=C1

0.92 2]

0.014 2]

COC1=CC=CC2=CI1C=C(N2)C(=O)N
C(CC(C)C)C(=0)NC(CC1CCNC1=0
)C(=0)COC(=0)C1=CC=CC=C1C#N

0.017 [1]

CN(C)C1=CC=C(C=C1)C(=O)ONIN
=NC2=CC=CC=C12

0.0174 [4]




NC1=CC=CC=CIC(=O)ONIN=NC2
-CC=CC=C12

0.0195 [4]

CCCCC(NC(=0)C1=CC2=C(N1)C=C
C=C20C)C(=0)NC(CC1ICCNC1=0)C
(=0)CO

0.02 [1]

CC(C)(C)CC(NC(=0)C1=CC2=C(N
1)C=CC=C2)C(=0)NC(CC1CCNC1=
0)C(=0)CO

0.02 [1]

CC(C)C[C@H](NC(=0)C1=NC2=CC
=CC=C2N1)C(=O)N[Cee@H](C[Ce@
H]1CCNC1=0)C(=0)clInc2cccec2s]

0.022 [3]

CC(O)C[C@@H](NC(=0O)[C@H](NC
(=0)COC1=CC=CC=C1)C(C)O)C(=
O)N[C@H](C[C@H]1CCNC1=0)C(=
0)clnc2=CC=CC=c2sl

23[2]

0.022 [2]

O=C(ONIN=NC2=CC=CC=C12)C1
~CC2=C(NC=N2)C=C1

0.0229 [4]

CC(Q)C[C@H](NC(=0)C1=CC2=C(
0)C=CC=C2N1)C(=O)N[Ce@H](C
[C@@H]1CCNC1=0)C(=0)clnc2cccc
c2s1

0.026 [3]

CC(C)C[C@H](NC(=0O)C1=CC2=CC
(CH=CC=C2N1)C(=O)N[Ce@H](C
[C@e@H]1CCNC1=0)C(=0)clnc2cccc
c2sl

0.028 [3]

CN(QO)clece(C(=O)N[C@@H](Cc2
ccccc2)C(=0O)Nc2cce([N+](=0)[O-
Dcc2Clecl

0.06 [5]

0.03 [5]

CC(O)COC1=C2C=C(NC2=CC=C1)C
(=O)N[C@@H](CC(C)C)C(=O)N
[Ce@H](C[C@@H]1ICCNC1=0)C(=0)
clnc2cccec2sl

0.03 [3]

O=C(Oclence(Cl)cl)clecec2[nH]eec12

0.03 [6]

COC1=CC=CC2=C1C=C(N2)C(=O)N
C(CCC(C)C)C(=0)NC(CCICCNC1
=0)C(=0)CO

0.034 [1]

COCC(=0O)C(CCICCNC1=0)NC(=O)
C(CC(C)(C)C)NC(=0)C1=CC2=C
(N1)C=CC=C20C

0.035 [1]

CC(C)CC(NC(=0)C1=CC2=C(N1)C=
CC=C2)C(=0)NC(CC1CCNC1=0)
C(=0)CO

0.038 [1]

CC(C)C[C@H](NC(=0)[C@H](CNC(
=0)C(C)(C)C)NC(=0)OCclcce
cc1)C(=0)N[C@H](CCC(C)=0)C
[C@@H]1CCNC1=0

0.038 [7]

2zu4 [7]




Fclecee(C[C@H](NC(=0)c2[nH]c3
cccec3c2)C(=O)N[C@e@H](C
[C@@H]4CCNC4=0)C=0)c1

0.04 [8]

6mOk [8]

O=C(Nclccc(NC(=0)c2cc(B(O)O)cc
(IN+](=0)[O-])c2)ccl)cl
cc(B(O)O)cc([N+](=0)[O-])cl

0.04 [9]

COC1=CC=CC2=C1C=C(N2)C(=O)N
C(CC1CCCCC1)C(=0)NC(CC1CCN
C1=0)C(=0)CO

0.044 [1]

NC(=0)C1=CC2=C(C=C1)N(CC1=C
C3=CC=CC=C3C=C1)C(=0) C2=0

0.045 [10]

NC(=0)C1=CC2=C(C=C1)N(CC1=C
C3=CC=C(Br)C=C3C=C1)C
(=0)C2=0

0.047 [10]

CC(O)C[C@H](NC(=0)C1=CC2=CC
(OC(C)O)=CC=C2N1)C(=0)
N[Ce@H](C[C@@H]1CCNC1=0)
C(=0)clnc2cccec2sl

0.048 [3]

OC(=0)CCIN[Zn]2(NC(CC(0)=0)
C(=0)02)0C1=0

0.05[11]

2791 [11]

JMF1586

O=C(Oclencc(Br)cl)cleccol

0.05 [12]

O=C(Cnlnnc2ccccc21)N(Cclccs
cl)cleec(-c2ceccc2)cecl

0.051 [13]

CC(OC(O)(C)O)[C@H](NC(=0)OC
clceeec])C(=O)N[C@@H](C
nC1CCCCC1)C(=O)N[C@H](C=0)
C[C@@H]1CCNC1=0

0.053 [14]

2gx4 [14]

O=C[C@H](C[C@@H]1CCNC1=0)NC
(=0)[C@H](CC2CCCCC2)NC(=0)
c3[nH]c4cccecdc3

0.053 [8]

6lze [8]

COC1=CC=CC2=C1C=C(N2)C(=0)
NC(CC(C)C)C(=0)NC(CC1CCNC1
=0)C(=0)COC(=0)C1=CC=C
(C=C1)C#N

0.053 [1]

COCC(=0)C(CCICCNCI=0)NC(=0)
C(CC(C)C)NC(=0)C1=CC2=C(N1)
C=CC=C20C

0.053 [1]

NC(=0)C1=CC2=C(C=C1)N(CC1=
CC3=CC=CC=C351)C(=0)C2=0

0.053 [10]

CCOC(=0)/C=C/[CeH](C[C@@H]
1CCNC1=0)NC(=0)[C@H](CC(C)
C)NC(=0)[C@@H](NC(=0)
OCclcecec])C(C)OC(C)(C)C

0.058 [14]

O=C(Oclencc(Cl)cl)cleccol

0.06 [12]

O=C(Oclencc(Cl)cl)clece(-c
2cce([N+](=0)[O-])cc2)ol

0.06 [15]




CC(O)C[Ce@@H](NC(=0)[CeH]
(NC(=0)OCC1=CC=CC=C1)C(C)O)C
(=O)N[C@H](C[C@H]1CCNC1=0)
C(=0)cInce(s1)C1=CC=CC=C1

0.06 [2]

O=C(Oclencc(Cl)cl)clece(-c2ccc
(Clcc2)o1

0.063 [12,15]

CC(C)[C@H](NC(=0)[C@H](C)NC
(=0)[C@H](CO)NC(C)=0)C(=0)
N[C@@H](CC1CCCCC1)C(=0)
N[C@@H](Cc2c[nH] c[nH+]2)C=0

0.065 [16]

3avz [16]

O=C(Oclencc(Cl)cl)clec2eccec2[nH]1

0.065 [12]

CC(Q)C[C@H](NC(=0)C1=CC2=CC
=CC=C2N1)C(=O)N[C@@H]
(C[C@@H]1CCNC1=0)C(=0)
cInc2cccec2sl

0.065 [3]

COC1=CC=C2NC(=CC2=C1)C(=O)N
[Ce@@H](CC(C)C)C(=O)N[Ce@@H]
(C[C@@H]1CCNC1=0)C(=0)
clnc2cccec2sl

0.067 [3]

CC(C)C(NC(=0)C(C)NC(=0)OCC1
=CC=CC=C1)C(=O)N[C@@H](CC1=
CNC2=CC=CC=C12)[C@@H](O)
[C@H](O)[C@H](CC1=CNC2=CC=CC
=C12)NC(=0)C(NC(=0)C(C)NC
(=0)0CC1=CC=CC=C1)C(C)C

0.073 [17]

COC1=CC=CC2=C1C=C(N2)C(=O)N
C(CC(C)C)C(=0)NC(CC1CCNC1=0)
C(=0)COC(=0)C1=C(C)C=CC=C1C

0.074 [1]

COC1=CC=C(C=C1)C(=0)OCC(=0)
C(CC1CCNC1=0)NC(=0)C(CC(C)C)
NC(=0)C1=CC2=C(N1)C=CC=C20C

0.079 [1]

O=C(Oclencc(Cl)cl)clecec2ec[nH]c12

0.08 [6]

COC1=CC=CC2=C1C=C(N2)C(=O)N
C(CC(C)C)C(=0)NC(CC1CCNC1=0)
C(=0)COC(=0)C1=CC=C(F)C=C1

0.082 [1]

COC1=CC=CC2=C1C=C(N2)C(=O)N
(O)C(CC(O)C)C(=O)NC(CC1CCNC1
=0)C(=0)CO

0.083 [1]

COC1=CC=CC2=C1C=C(N2)C(=O)N
C(CC(C)C)C(=0)NC(CC1CCNC1=0)
C(=0)COC(=0)C1=CC=CC=C1

0.086 [1]

COC1=CC=CC2=C1C=C(N2)C(=O)N
C(CC(C)C)C(=0)NC(CCICCNC1=0)
C(=0)COC(=0)C1=CC=C(C) C=C1

0.087 [1]

CIC1=CN=CC(OC(=0)C2=CC=CS2)
=C1

0.088 [18]

0.5[19]

MAC-5576




CIC1=CC(OC(=0)C2=CC=C3N(C=C
C3=C2)S(=0)(=0)C2=CC=CC(=C2)
N(=0)=0)=CN=C1

0.089 [6]

CC(C)(C)CC(NC(=0)C1CCCO1)C
(=0)NC(CC1CCNC1=0)C(=0)CO

0.091 [1]

O=C(Oclencc(Cl)cl)clec2eccce2sl

0.095 [12]

COC1=CC=CC2=CI1C=C(N2)C(=O)N
C(CC(C)C)C(=0)NC(CC1CCNC1=0)
C(=0)COC(=0)C1=CC=C(Cl)C=C1

0.097 [1]

CC(O)[C@H](NC(=0O)[C@@H](NC
(C©)=0)[C@@H](C)O)C(=O)N[C@@H]
(CC1CCCCC1)C(=0O)N[C@@H](Cc
2¢c[nH]c[nH+]2)C=0

0.098 [16]

3atw [16]

CC(C)C[C@H](NC(=0O)[C@@H](NC
(=0)OCclcccecl)[C@@H](C)OC(C)
(O)C)C(=O)N[C@H](CCC(=0)C2C
C2)C[C@@H]3CCNC3=0

0.099 [7]

2zub [7]

COC1=CC=CC2=C1C=C(N2)C(=O)N
C(CC1=CC=CC=C1)C(=0)NC
(CC1CCNC1=0)C(=0)CO

0.103 [1]

COCC(=0O)C(CCICCNC1=0)NC(=O)
C(CC(C)(C)C)NC(=0)C1=C
C2=C(N1)C=CC=C2

0.105 [1]

O=C(Oclencc(Cl)cl)clec2ecccc2oc1 =0

0.108 [15]

CC(=0O)O[Hg]C1=CC=CC=C1

0.4 [20]

0.11 [20]

CCOCC(=0O)C(CC1ICCNCI=0)NC
(=0)C(CC(C)(C)C)NC(=0)C1=CC2
=C(N1)C=CC=C2

0.112 [1]

CC(O)C[C@H](NC(=0)C1CC2=
CC=CC=C2N1)C(=O)N[Ce@H]
(C[C@@H]1CCNC1=0)C(=0O)cln
c2cceec2sl

0.12 [3]

NC(=0)clecc2c(c1)C(=0)C
(=O)N2Cclccc2ceccec2cel

0.37 [21]

0.12 [21]

O=C(Oclencc(Cl)cl)clece(-c2c
cc(Cl)cc2[N+](=0)[O-])o1

0.122 [15]

O=C(Oclencc(Cl)cl)clecec2eccec]2

0.124 [15]

COCC(=0)[C@H](C[C@@H]1CCNC1
=0)NC(=0)C(CCC(C)C)N(C)C(=0)C1
=CC2=C(N1)C=CC=C2

0.131 [1]

CC(=O)N1CC2=C(CCIC(=0)OC1=C
N=CC(Cl1)=C1)C=CC=C2

0.14 [6]

CC(O)C[C@H](NC(=0)OCclcccecl)C
(=O)N[C@@H](C[C@@H]2CCNC2
=0)[C@@H](O)[S](O)(=0)=0

0.62 [22]
0.19 [23]
0.03 [24]

2222
0.05 [23]

6wtj [23]

GC376




CC(Q)C[C@H](NC(=0)C1=CC2=CC
(0)=CC=C2N1)C(=O)N[Cee@H]
(C[C@@H]1CCNC1=0)C(=0)c1
nc2cccec2sl

0.16 [3]

O=C(Oclencc(Cl)cl)cleenccl

0.164 [15]

O=C(Oclencc(Cl)cl)clec2ceccc20l

0.17 [12]

CCCCC1CCC(CC1)OC(=O)N[C@@H]
(CC(C)C)C(=0)N[C@@H](C[C@@H]
1CCNC1=0)C=0

0.17 [22]

0.9 [22]

O=N1=CC=CC=C15[Zn]SC1=CC=CC
=N1=0

0.17 [25]

CC(C)C[C@@H](NC(=0)[C@H](NC
(=0)COC1=CC=CC(=C1)N(C)C)C
(C)C)C(=0)N[C@H](C[C@H]1CCN
C1=0)C(=0)clncc(s1)C1=CC=CC =C1

0.17 2]

O=C(N[C@@H](CC1CCCCC1)C(=0)
N[C@@H](C[C@@H]1CCNC1=0)C
(=0)C(=0O)NCclcceccl)\C=C\C1=CC
=CC=C1

0.18 [26]

0.71 [26]

COC1=CC=CC2=CIC=C(N2)C(=0)
NC(CC(C)C)C(=0)NC(CC1CC
NC1=0)C(=0)COC(=0)C1CC1

0.182 [1]

CC(C)CC(NC(=0)C(NC(=O)clcen
cc1)C(C)C)C(=0)NC(C=0)
CC1CCCNC1=0

0.186 [27]

O=C[C@H](C[C@@H]1CCNC1=0)NC
(=0)[C@H](Cclcecec1)NC
(=0)\C=C\clcce(Cl)cclF

0.2 28]

CCCCCI1CCC(CC1)OC(=O)N[C@@H]
(CC(C)C)C(=0)N[C@@H]
(C[C@@H]1CCNC1=0)[Ce@H]
(0)S(0)(=0)=0

0.2 [22]

1.0 [22]

COC1=CC=CC2=C1C=C(N2)C(=O)N
C(CC(C)C)C(=0)NC(CC1CCNC1=0)
C(=0)COC(=0)C1=C(OC)C=C
C=C10C

0.205 [1]

O=C(Oclencc(Cl)cl)clece(-
c2cccec2[N+](=0)[O-])ol

0.208 [15]

CC1=C(C=CC(=C1)C2=CC(=C(C=C2)
N=NC3=C(C4=C(C=C3)C(=CC(=C4N)
S(=0)(=0)[O-]))S(=0)(=0)[O-]))O)
C)N=NC5=C(C6=C(C=C5)C(=CC
(=C6N)S(=0)(=0)[O-])S(=0)(=0)[O-
DO. [Na+].[Na+].[Na+].[Na+]

0.2 [20]

0.21 [20]

Evans blue

COC1=CC=CC2=C1C=C(N2)C(=0)
NC(CC(C)C)C(=0)NC(CC1ICCNC1
=0)C(=0)COC(C)=0

0.22[1]

O=C(Oclencc(Cl)cl)clecc2ec[nH]c2c1

0.23 [6]




COC1=CC=CC2=C1C=C(N2)C(=0)
NC(CC(C)C)C(=0)NC(CC1CCNC1
=0)C(=0)COC(=0)C(C)(C)C

0.23 [1]

CCCCICCC(CC1)OC(=O)N[C@@H]
(CC(C)C)C(=0)N[C@@H](C[C@@H]
1CCNC1=0)[C@@H](0)S(0)(=0)=0

0.23 [22]

1.7 [22]

O=C(N[Ce@@H](CC1CC1)C(=0)
N[C@@H](C[C@@H]1CCNC1=0)C
(=0)C(=0)NCclcccec1)\C=C\
clcccecl

0.24 [29]

5n50 [29]

CN1C2=NC(=O)N(C(=0)C2=NC
(=N'1)C3=CC=C(C=C3)C(F)(F)F)C

0.26 [30]

walrycin B

CC(=O)N[C@@H](C)C(=O)N[C@H]
(C(=0O)N[C@@H](CC1CCCCC1)C(=0)
N[C@H](C=0)Cclc[nH]cn1)C(C)C

0.27 [16]

O=C(Oclenec(Cl)cl)clesenl

0.27 [12]

COC1=CC=C(OCC(=O)N[CeH](C
(CO)O)C(=O)N[C@H](CC(C)C)C(=0)
N[C@H](C[C@H]2CCNC2=0)C(=0)
2nce(s2)C2=CC=CC=C2)C=C1

0.27 2]

CCCCICCC(CC1)OC(=O)N[C@@H]
(CC(C)C)C(=0)N[C@@H](C[C@@H]
1CCNC1=0)C=0

0.28 [22]

17[22]

O=N(=0)O[Hg]C1=CC=CC=C1

0.3 [25]

Cclee(c(Cl)ec1CS(=0)(=0O)cle(cc
(cc1IN+]([O-)=O)C(F)(F)F)[N+]([O-
1)=0

0.3 [31]

2g77 [31]

CICC(=O)[C@H](CC1=CC=CC=Cl)
NC(=0)OCC1=CC=CC=C1

0.31 [32]

COclcececINCC(=O)N[C@@H](CC(C)
O)C(=0O)N[Ce@H](C[Ce@@H]1CCN
C1=0)C(=0O)clnc2cccec2sl

0.33 [33]

COC1=CC=C2C=C(NC2=C1)C(=0)
N[C@@H](CC(C)C)C(=O)N[Ce@H]
(C[C@@H]1CCNC1=0)C(=0O)cln
c2cceec2s1

0.33 [3]

CC(C)C[C@H](NC(=0O)\C=C1c
ccecl)C(=0O)N[C@@H](C[C@@H]
1CCNC1=0)C(=0)C(=0O)NCclcccecl

0.33 [29]

CC(C)C[C@@H](NC(=0)[C@H]
(NC(=0)COC1=CC=CC(=C1)N(C)
C)C(O)C)C(=O)N[C@H](C[C@H]
1CCNC1=0)C(=0)cIncc(C)sl

0.33 [2]

O=C(Oclence(Cl)cl)cleccecl[N+]
(=0)[O-]

0.333 [15]

CC(=O)N[C@@H](CO)C(=O)N[C@H]
(C(=0O)N[C@@H](CC1CCCCC1)C(=0)
N[C@H](C=0)Cclc[nH]en1)C(C)C

0.34 [16]




COclccce(C(=0)Oc2encc(Cl)c2)cl

0.34 [12]

O[C@H]([C@H](CC1=CNC2=CC=CC
=C12)NC(=0)OCC1=CC=CC=C1)[
C@H](0)[C@H](CC1 =CNC2=CC=CC
=C12)NC(=0)OCC1=CC=CC=C1

0.34[17]

Cclece(S(=0)(=0)N2C=CC3C=C(C
(=0)Oc4cncc(Cl)c4)C=CC32)ccl

0.37 [6]

CICC(=O)[C@H](CC1=CC2=CC=CC
=C2C=C1)NC(=0)0CC1=CC=CC=C1

0.37 [32]

FC1=CC=C(C[C@H](NC(=0)OCC2
=CC=CC=C2)C(=0)CCl)C=C1

0.38 [32]

CC(=O)N[C@@H](CO)C(=O)N[Ce@
H](C)C(=O)N[C@H](C(=O)N[C@@H]
(Cclcecec])C(=O)N[C@H](C=0)C
clc[nH]en1)C(C)C

0.39 [16]

COclcece(NCC(=O)N[C@@H](CC(C)
C)C(=0)N[Ce@@H](C[C@@H]2CCNC2
=0)C(=0)c2nc3ccecc3s2)cl

0.39 [33]

CC(C)C[C@H](NC(=0)OCC1=CC=C
C=C1)C(=O)N[C@@H](CC1CCNC1=
0)C=0

0.4 23]

0.07 [23]

6wtk [23]

GC373

CC(=O)nlccc2ee(C(=0)Oc3cence(Cl)e3)
ccc2l

0.4 [6]

CC(O)(C)OC(=0)C[C@H](NC(=0)OC
C1=CC=CC=C1)C(=O)CBr

0.4[32]

3d62 [32]

CC(C)C[C@H](NC(=0)OC1CCC(F)(F)
CC1)C(=0)N[C@@H](C[C@@H]1CC
NC1=0)[C@@H](0)S(0)(=0)=0

041 [22]

2.2[22]

COclccc(CC(=0)N[C@@H](CC(C)C)C
(=O)N[C@@H](C[Ce@@H]2CCNC2=0)
C(=0)c2nc3ceecc3s2)ccl

0.42 [33]

CC(C)C[C@H](NC(=0)OC1CCC(F)(F)
CC1)C(=0)N[C@@H](C[C@@H]1CC
NC1=0)C=0

0.43 [22]

2.3[22]

O=C(Oclencc(Cl)cl)clece(Cl)ecl

0.434 [15]

CC(C)C[C@H](NC(=0)OCC1CCC(F)
(F)CC1)C(=0)N[C@@H](C[C@@H]2C
CNC2=0)[C@@H](0)[S](0)(=0)=0

0.45 [22]

1.1[22]

6xmk [22]

CCCC(C(=0)C(=O)NCC1=CC=CC=
N1)NC(=0)C(CC(C)C)NC(=0)OC
C2=CC=CC=C2

0.45 [24]

Calpain

inhibitor XII

CC(C)C[C@H](NC(=0)OCclccec
c1)C(=0O)N[CeeH](C[Ce@@H]1CC
NC1=0)C(=0)clnc2ccccc2sl

0.42 [33]




COC1=CC=C(OCC(=O)N[C@H](C
(C)C)C(=0)N[C@H](CC(C)C)C(=0)
N[C@H](C[C@H]2CCNC2=0)C(=0)
2nec(s2)C2=CC=CC=C20C)C=C1

0.47 2]

CC(C)C[C@H](NC(=0)OCC1CCC(F)
(F)CC1)C(=0)N[C@@H](C[C@@H]
1CCNC1=0)C=0

0.48 [22]

1.222]

[H]C(=O)[C@H](C[C@@H]1CCNC1=
O)N C(=0)[C@H](CC1=CC=CC=C1)N
C(=0)\C=C\C1=CC=C(C=C1)N(C)C

0.5 [28]

O=C(Oclence(Br)cl)cleccsl

0.5 [34]

O=C(Oclencc(Cl)cl)clece(-c
2ccce([N+](=0)[O-])c2)o1

0.5 [15]

CC(C)C[C@H](NC(=0)/C=C/clc
ccccl)C(=0O)N[C@H](C=0)
C[C@@H]1CCCNC1=0

0.508 [27]

6lny [27]

CCP(CC)(CC)=[Au]S[C@@H]10
[C@H](COC(C)=0)[C@@H](OC(C)=0
)[C@H](OC(C)=0)[C@H]10C(C)=0

0.51 [35]

Auranofin

COC(=0)CC(NC(=0)[C@@H](NC(
=0)OCC1=CC=CC=C1)C(C)C)C(=0)
CF

0.51 [32]

Clcleee(SSc2nnco2)ccl

0.516 [36]

CCOC(=0)/C=C/C(Cclcccecl)
NC(=0)C(Cclececcl)NC(=0)\C=C\
clcee(N(C)C)ecl

0.52 [37]

CC(C)C[C@H](NC(=0)COclccc
ccl)C(=O)N[CeeH](C[Ce@@H]
1CCNC1=0)C(=0)clnc2cc cce2sl

0.56 [33]

[Na+].JO-]C(=0O)clcccec1S[Hg]CC

0.6 [20]

0.6 [20]

Thimerosal

CC(C)C(NC(=0)[C@@H](C)NC(=0)
OCC1=CC=CC=C1)C(=0)N[C@H](C
C1=CC=CC=C1)C(0)C(O)[C@@H]
(CC1=CC=CC=C1)NC(=0)C(NC(=O
)[C@@H](C)NC(=0)OCC1=CC=CC
=C1)C(C)C

0.6 [38]

CC(=O)N[C@H](C(=O)N[C@H](C
(=O)N[C@@H](CC(C)C)C(=O)N]
C@@H](CCC(=0O)N(C)O)C(=0)Cn
1[nH]c(=0)c2¢([N+](=0)[O-])
cccc2¢1=0)[C@H](C)OCclcccc
c1)C(O)C

0.6 [39]

COclecc(CCC(=O)N[C@@H](CC
(O)O)C(=O)N[CeeH](C[Ce@H]

2CCNC2=0)C(=0)c2nc3cccec3 s2)ccl

0.61 [33]




CC(Q)C[C@@H](NC(=0)[C@H](
NC(=0)COC1=CC=C(C=C1)N(C)
C)C(C)C)C(=O)N[C@H](C[C@H]
1CCNC1=0)C(=0)c1lnc2=CC=CC
=c2sl

0.65 [2]

CCOC(=0)\C=C\[CeH](C[C@@H]
1CCNC1=0)NC(=O)[C@H](CC(C)C
NC(=0)[C@@H](NC(=0)OCclcc
ccc1)C(C)C

0.66 [14]

CC(C)C[C@H](NC(=0)OCclccec
c1)C(=O)N[C@@H](C[Ce@H]1CC
NC1=0)C(=0)clncec(-c2cccec? )sl

0.66 [33]

COC(=0)/C=C/[C@H](C[C@@H]1
CCNC1=0)NC(=0)[C@H](CC(C)C)
NC(=0)[C@@H](NC(=0)OCclecc
cc1)C(C)C

0.66 [33]

CC(C)C[C@H](NC(=0)OC1CCCCC
1)C(=0)N[C@@H](C[C@@H]1CCNC
1=0)[C@@H](0)S(0)(=0)=0

0.65 [22]

3.8 [22]

CC(O)(C)OC(=O)NC1=CC=CN([C
@@H](CC2CC2)C(=O)N[Ce@H](C[
C@@H]3CCNC3=0)[C@@H](O)C(=
O)NCc4cccccd)C1=0

0.67 [26]

0.9 [26]

6y2g [26]

O=C1IN([Se]C2=CC=CC=C12)C1=
CC=CC=C1

0.67 [40]

Ebselen

CC(Q)C[C@H](NC(=0)C1=CNC2=
C1C=CC=C2)C(=O)N[Ce@H](C[C
@@H]1CCNC1=0)C(=0)clnc2ccc
cc2sl

0.68 [3]

O=C(Oclencc(Cl)cl)clecec(IN+](=O
)[O-])cl

0.684 [15]

Clclece(SSc2necen?2)ccl

0.684 [36]

CC(C)C[C@H](NC(=0)/C=C/clc
ccecl)C(=0O)N[C@@H](C[C@@H]
1CCNC1=0)C(=0)cInc2ccccc2sl

0.69 [33]

O=C(Oclecncc(Cl)cl)clecencl

0.697 [15]

Brclece(SSc2necen2)ccl

0.697 [36]

CC(=0)O[Hg]C1=CC=CC=C1

0.7 [25]

Phenylmercuric

acetate

[H]C(=0)[C@H](C[C@@H]1ICCNC1=
O)NC(=0)[C@H](CC1=CC=CC=C1)N
C(=0)\C=C\C1=CC=CC(Br)=C1

0.7 [28]

OC(=0)clec(C(0)=0)c(cc1C(0)=0)
C(0)=0

0.7 [11]

229g [11]

PMA

COclcec(/C=C/C(=0O)N[C@@H](CC
(O)CO)C(=O)N[Ce@eH](C[Ce@@H]2CCN
C2=0)C(=0)c2nc3ccecc3s2)ccl

0.7 [33]

10




COclnccecl-clcee(N(Cc2ccsc2)
C(=0)Cn2nnc3ccecc32)ccl

0.7 [13]

COC1=CC(OCC(=O)N[C@H](C(C)C)
C(=0)N[C@H](CC(C)C)C(=O)N[C@
H](C[C@H]2CCNC2=0)C(=0)c2nc3
=CC=CC=c3s2)=CC=C1

0.75[2]

CC(C)C[C@H](NC(=0O)C1=NC2=CC=
CC=C2S1)C(=0O)N[C@@H](C[C@@H]
1CCNC1=0)C(=0)cInc2ccccc2sl

0.8 [3]

CC1=CC[C@]2(C)CC[C@]3(C)C4=C
C=C5C(=CC(=0)C(0)=C5C)[C@]4(
C)CC[C@@]3(C)[C@@H]2C1

0.8 [41]

CC(C)C[C@H](NC(=0)OC1CCCCC1)
C(=O)N[C@@H](C[C@@H]1CCNC1=
0)C=0

0.82 [22]

39[22]

CC(C)CC(NC(=0)/C=C/cleccecl)
C(=O)NC(C=0)CC1CCNC1=0

0.83 [27]

6100 [27]

CC(C)CC(NC(=O)COC1=CC=C(C=C1
N(C)C)C(=O)NC(CC1CCNC1=0)
C(=0)cInc2=CC=CC=c2s1

0.84 [33]

CC(C)C[C@H](NC(=0)COclccec(IN(
O)C)c1)C(=O)N[CeeH](C[Ce@@H]1C
CNC1=0)C(=0)cInc2cccec2sl

0.84 [33]

O=[N+]([O-])clcccec1SSclncecend

0.883 [36]

O=C(Oclccc(S(=0)(=0)c2ccec(OC
(=0)C(CH=C(CH)Cl)cc2)cc1)C(C1
)=C(CDHCl

0.9 [31]

Cclee(C)ne(SSc2cccec2[N+](=0)[O-
Inl

0.921 [36]

0O=C\1c3¢(O)c(0)c(0)cc30\C(=C\1)
c2ccccc2

0.94 [42]

6m2n [42]

Baicalein

O=C1C(=0O)N(Cc2cc3ccccc3s2)c2cec(l)
cc21

0.95 [43]

CC(C)CC(C(=O)NC(CC(C)C)C(=O)N
C(CCSC)C=0)NC(=0)C

0.97 [24]

O=C(Cnlnnc2ccccc21)N(Cclcescl)
clcee(-c2ceenc2)ccl

0.97 [13]

O=C1C(=0)N(Cc2cc3ccecc3s2)c2c
(Br)ccec21

0.98 [43]

CCNCCC1=CC=C(C=C1)C(=O)CN1
N=NC2=CC=CC=C12

1.0 [4]

CCN(C(=S)S[Zn]SC(=S)N(CC)C1
=CC=CC=C1)C1=CC=CC=C1

1.0 [25]

CC(O)CC(NC(C)=0)C(=O)NC(CC1
CCNC1=0)C(=0)COC(=0)C1=C(C])
C=CC=C1dl

1.028 [1]

11




CC1CCN(S(=0)(=0)c2cecc3e(c2)
C(=0)C(=0O)N3C)CC1

1.04 [44]

CCICCN(S(=0)(=0)c2ccc3c(c2)
C(=0)C(=0O)N3Cc2ccccc2)CC1

1.69 [44]

COCC(=0)C(CCICCNC1=0)NC(=O0)
C(CC(C)(C)C)NC(=0)C1CCCO1

1.076 [1]

CC(=0O)N1C=CC2=C(C=CC=C12)C
(=0)OC1=CN=CC(C])=C1

1.08 6]

O=C1C(=0O)N(Cc2ccc3cccec3c?)
c2cce(T)ec21

1.1[21]

COC(=0)clccccclSSclnncol

1.118 [36]

Cclee(C)ne(SSc2cece(Br)cc2)nl

1.121 [36]

CCI1CCN(S(=0)(=0)c2ccc3c
(c2)C(=0)C(=0O)N3)CC1

1.18 [44]

O=C(N[C@@H](Cclcccec1)C(=O)N[
C@@H](C[C@@H]1CCNC1=0)C(
=0)clnc2ceccc2s1) OCcleececd

1.2 [33]

Cclece(SSe2necs2)cecl

1.25 [36]

COC(=0)clcceec1SSclne(C)eol

1.264 [36]

O=C(N[C@@H](CC1CCCC1)C(=0)
N[C@@H](C[C@@H]1CCNC1=0)C(=
O)C(=0O)NCclcecec 1)\C=C\clcececl

1.27[29]

COC1=C(C=CC(=C1)C2=CC(=C(C=
C2)N=NC3=C(C4=C(C=C3)C(=CC(
=C4N)S(=0)(=0)[O-])S(=0)(=0O)[O-
1)O)OC)N=NC5=C(C6=C(C=C5)
C(=CC(=C6N)S(=0)(=0)[O-
DS(=0)(=0)[O-
1)O.[Na+].[Na+].[Na+].[Na+]

7.7 [20]

1.3 [20]

Chicago Sky Blue

COC1=CC=C(OCC(=0O)N[C@H](C(
C)C)C(=0)N[C@H](CC(C)C)C(=0)
N[C@H](C[C@H]2CCNC2=0)C(=0)
2ncc(s2)C2=CC=C(Cl)C=C2)C=C1

1.3[2]

COclccc(/C=C/C(=O)N[C@@H](
CC(O)O)C(=0O)N[CeeH](C[Ce@@H]
2CCNC2=0)C(=0)c2nc3cccec3
s2)cc10C

1.3[33]

CN(C)clecc(cc1)C(O)=0

1.38 [45]

2v6n [45]

CC1=CC2=C(S[Zn]S2)C=C1

1.4[25]

12




Oclec(cc(0)c10)C(=0)Oclcc(
cc(0)c10)C(=0)OC[Ce@H]10[C@
H](OC(=0)c2cc(0)c(O)c(OC(=
0)c3cc(0O)c(O)c(O)c3)c2)[C@
H](OC(=0)c2cc(0)c(0)c(OC(=
0)c3cc(0)c(O)c(O)c3)c2)[Ca@
H](OC(=0)c2cc(0)c(0)c(OC(=
0)c3cc(0)c(0O)c(O)c3)c2)[C@
@H]10C(=0)clcc(0)c(0)c(OC (=0)

2.1[20]

1.420]

Tannic acid

Cclece(S)e(S)cl

14 [11]

2794 [11]

Cclee(C)ne(SSc2cec(Cl)eec2)nl

1.437 [36]

O=C(N[C@@H](CC1CCC1)C(=O)N[C
@@H](C[C@@H]1CCNC1=0)C(=0)C(
=0O)NCclcccecl)\C=C\clcccecl

1.4429]

CCCCCCCCCC(=0)NCIC(C(C(OC1
OC2=C3C=C4C=C20C5=C(C=C(C
=C5)C(C6C(=0)NC(C7=C(C(=CC
(=C7)0)OC8C(C(C(C(O8)CO)O)
0)0)C9=C(C=CC(=C9)C(C(=0)
N6)NC(=0)CANC(=0)C1C2=CC(=C
C(=C2)0C2=C(C=CC(=C2)C(C(
=0)NC(CC2=CC(=C(03)C=C2)Cl)
C(=0)N1)N)O)0)O)C(=0)0)

1.46 [46]

Teicoplanin

COC1=CC=C(OCC(=O)N[C@H](C(C)
C)C(=0)N[C@H](CC(C)C)C(=O)N[
C@H](C[C@H]2CCNC2=0)C(=0)c2n
cc(s2)C2=CC=C(C)C=C2)C=Cl1

1.46 [2]

Ccleec(SSe2ne(C)ec(C)n2)ccl

1.495 [36]

O=C(Cnlnnc2ccccc21)N(Cclccsc
1)clcce(NCc2ccecc2)cecl

1.5 [13]

CC(C)(C)NC(=O)[C@H](N(C(=0)c
lcecol)clece(ec1)C(C)(C)C) clecencl

1.5 [34]

CC(O)C[C@@H](NC(=0)[C@H](NC(
=0)CNC1=CC=CC=C1)C(C)O)C(=0)
N[C@H](C[C@H]1CCNC1=0)C(=0)c
Inc2=CC=CC=c2s1

15[2]

0.22 2]

CC(=0O)Nclenc(SSc2ceccec?)sl

1.506 [36]

Ccleec(SSc2necen2)ccl

1.522 [36]

O=C1SN(C(=O)N1CC1=CC=CC=C1)
C1=C2C=CC=CC2=CC=C1

1.55 [47]

Tideglusib

CCOC(=0)clcecec1SSclnne(C)ol

1.557 [36]

COclcec(OCC(=0O)N[C@@H](CC(C)
C)C(=0)N[Ce@H](C[C@@H]2CCNC2
=0)C(=0)c2nc3ccecc3s2)ccl

1.56 [33]

CCCC[C@H](NC(=0)OCclcccecl)C
(=O)N[C@@H](C[C@@H]1CCNC1=0)
C(=0)cInc2ccecc2sl

1.6 [33]

CC(=O)Nclene(SSc2cec(Br)cc2)sl

1.651 [36]
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COC(=0)clceccc1SSclnne(C)ol

1.679 [36]

CC(O)C[C@@H](NC(=0O)[C@H](NC
(=0)COC1=CC=C(C=C1)C(0)=0)C
(CO)O)C(=O)N[C@H](C[C@H]1CCN
C1=0)C(=0)c1nc2=CC=CC=c2s1

17 12]

CC(C)C[C@H](NC(=0)C1=CC=CN1)
C(=O)N[Ce@eH](C[C@@H]1CCNC1
=0)C(=0)cInc2ccecc2s]

1.7 [3]

CC(O)[C@H](NC(=0)OCclcceccl)C
(=O)N[Ce@H](C[Ce@H]1CCNC1=0)
C(=0)clnc2cccec2sl

1.71[33]

Cclnne(SSc2ccccc2[N+](=0)[O-])ol

1.713 [36]

CC(=0)nlnc(SSc2ccececc2[N+](=0)[O-
Incl-clecencl

1.762 [36]

CCCCCCNC(=O)N1C=C(F)C(=0O)
NC1=0

1.82 [47]

Clclece(SSc2necs2)ccl

1.871 [36]

CC(C)C[C@H](NC(=0O)[C@@H](NC
(=0)[C@H](C)NC(=0O)clcc(C)onl)
C(O)O)C(=O)N[Cee@H](C[Ce@H]2
CCNC2=0)\C=C/C(=0)OCc3ccccc3

1.9 [48]

2hob [48]

COC1=CC=CC=C10CC(=O)N[C@H]
(C(O)O)C(=O)N[C@H](CC(C)O)C(=0)
N[C@H](C[C@H]1CCNC1=0)C(=0)
cInc2=CC=CC=c2s1

1.712]

0.0041 2]

CC(=0O)Nclene(SSc2cccec2[N+](=0)
[O-])s1

1.947 [36]

O=C(N[C@@H](Cclcccecl)C(=O)N|[C
@@H](CC1CCNC1=0)C(=0)C(=0O)N
Cclcececl)\C=C\clcceecl

1.95 [29]

5n19 [29]

Cclec(C)ne(SSc2cccec2)nl

1.991 [36]

O=C1C(=0O)N(Cc2cc3ccccc3s2)c2cl
cccc2[N+](=0)[O-]

2.0 [43]

O=C(Cnlnnc2ccccc21)N(Ccleescl)
clece(-c2cence2)cecl

2.0[13]

Ncleee(ccIN)C(=O)N[C@@H](Cclcc
ccc1)C(=0O)Nclece(cc1CHN+]([O-])=0

2.0 [5]

[HIN(C(C(C)O)C(=O)N[C@@H](Cclc
ccccl)C(=0)Ncleec(cc1CH[N+]([O-]
)=0)C(=0)CCC(=0O)NC(C(C)O)C(=0)
NC(CC1=CC=CC=C1)C(=O)NC1=C
(CHC=C(C=C1)N(=0)=0

2.0[5]

[HIN(C(C(C)O)C(=O)N[C@@H](Cclc
ccccl)C(=0)Ncleec(cc1CH[N+]([O-
1)=0)C(=0)C(O)CC(=0)NC(C(C)O)
C(=0O)NC(CC1=CC=CC=C1)C(=O)N
C1=C(C)C=C(C=C1)N(=0)=0

2.0 [5]
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[HIN(C(C(C)O)C(=O)N[C@@H](Cclcc
ccc1)C(=0O)Nclece(cc1CH[N+]([O-]
)=0)C(=0)C(0O)C(O)C(=O)NC(C(C)O)
C(=0O)NC(CC1=CC=CC=C1)C(=O)N
C1=C(C)C=C(C=C1)N(=0)=0

2.0[5]

COC1=C(SC2=NN=NN2C2=CC=C(O
CC3=CC=CC=C3)C=C2)C(=0)NC2=
C1C=CC=C2

2.0 [49]

CC(O)C[C@@H](NC(=0O)[C@H](NC
(=0)OCC1=CC=CC=C1)C(C)O)C(=0)
N[C@H](C[C@H]1CCNC1=0)C(=0)
cInc(C)c(C)sl

2.0 2]

O=[N+]([O-])clcccec1SSclnecsl

2.029 [36]

COC(=0)cInc(SSc2ccecc2[N+](=0)
[O-])[nH]c1C

2.075 [36]

CNclcee(N(Cc2ccsc2)C(=0)Cn2nnc3
cccec32)ecl

2.1[13]

O=C1SN(C)C(N1CC2=CC=CC=C2)=0

2.15 [50]

TDZD-8

C[Ce@@H](NC(=0)[C@H](Cclcccecl)
NC(=0)OCclcccccl)C(=0)CCO

22[51]

20p9 [51]

CCC(C)clecc(N(C(=0)c2ccco2)C(C
(=O)NC2CCCC2)c2ccenc2)ccl

2.2 [34]

Fcleee(SSc2neces2)ccl

2.211 [36]

CC(C)C[C@H](NC(=0O)[C@@H](NC(
=0)OCclcccec])C(C)C)C(=O)N[Cee
H](C[C@@H]1CCNC1=0)C(=O)cln
ccsl

22[52]

OC[C@H](Cclcccecl)NC(=0)[C@H]
(Cclecceccl)NC(=0)\C=Clcccecl

2.24 [53]

3sn8 [53]

CC1CCCCN15(=0)(=0)clcec2e(cl)
C(=0)C(=0O)N2

2.25 [44]

CCOC(=0)/C=C/[C@eH](C[C@@H]1C
CNC1=0)NC(=0)[C@H](Cclcccccl)N
C(=0)[C@@H](NC(=0)OCclcccecl)
Cc( O

2.26 [14]

CC(C)(C)OC(=0)Nclceen(C(CC2CC
CCC2)C(=0)NC(CC2CCNC2=0)C
(=0)C(=0)NC2CC2)c1=0

2.39 [26]

CC[Hg]SC1=CC=CC=C1C(=0)O[Na]

2.4 [25]

Thimerosal

CCOC(=0)clcecec1SScIne(C)esl

2.452 [36]

CCOC(=0)\C=C\C(Cclecccecl)NC
(=0)C(Cclcececl)NC(=0)\C=C\clccc
(cc1)N(=0)=0

2.48 [37]

CC1=C(C(=0)OCCc2ccccc2)C(c2ccc
cc2[N+](=0)[O-])C2=C(CCCC2=0)N1

2.5 [54]
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COclcccecl-clenc(C(=0)[C@H](C[
C@@H]2CCNC2=0)NC(=0O)[C@H](
CC(C)C)NC(=0)OCc2ccccc?)sl

2.5[33]

[O-][N+](=O)C(Br)(CO)CO

4.41[20]

2.5[20]

Bronopol

CIC1=CC=C(C=C1)C1C(N2C=CN=
C2)C(=NN1C1=CC(Cl)=C(Cl)C=C1)
C1=CC=C(Br)C=Cl1

2.5 [55]

Cclesc(SSc2ceccec2[N+](=0)[O-])n1

2.555 [36]

CC(=O)Nclene(SSc2cecc(F)ec2)sl

2.565 [36]

NC1=NC2=NC3=C(SC(N)=N3)C=
C2s1

2.6 [19]

MAC22272

CC(=0O)Nclenc(SSc2cce(Cl)ec2)sl

2.626 [36]

CIC1=C(NCCN2CCOCC2)C(=0)c2nc
ccc2C1=0

2.63 [30]

DA-3003-1

CC(C)C[C@H](NC(=0)C1CCC(=0)
N1)C(=O)N[C@@H](C[C@@H]2CCN
C2=0)C(=0O)c4nc3cceec3s4

2.7 3]

CC(=O)N[C@H](C(=O)N[C@H](C(
=0O)N[C@@H](CC(C)C)C(=O)N[C@
@H](C[C@@H]1CCNC1=0)C(=0)Cn1
[nH]c(=0)c2cccec2c1=0)C(C)O
Ccleececl)C(QO)C

2.7 [39]

CC(=0O)Nclene(SSc2ccc(C)ec2)s1

2.803 [36]

CCI1CC(C)CN(S(=0)(=0)c2ccc3c
(c2)C(=0)C(=0O)N3C)C1

2.820 [44]

CC1C(C(C(C(O1)OC2C(C(OC(C20C
(=0)C=CC3=CC(=C(C=C3)0)0)COC
4C(C(CO4)(CO)0)O)OCCC5=CC(=C
(C=C5)0)0)0)0)0)O

2.88 [42]

Forsythoside B

CC(=O)N[C@H](C(=O)N[C@H](C(=
O)N[C@@H](CC(C)C)C(=O)N[C@@H]
(C[C@@H]1CCNC1=0)C(=0)Cnl[nH]
¢(=0)c2ccecc2c1=0)C(C)O)C(C)C

2.9 [39]

CCC(=O)Nclcec(N(Cc2cesc2)C(=0)
Cn2nnc3cccce32)ccl

2.9[13]

CC(CO)C[C@@H](NC(=0O)[C@H](NC
(=0)COC1=CN=CC=C1)C(C)C)C(=0)
N[C@H](C[C@H]1CCNC1=0)C(=0)
cInc2=CC=CC=c2s1

2.9 2]

0.22 2]

FC(F)(F)cInnc(SC(=0)c2ccc(02)
C#Cc2ccccc2)[nH]1

3.0 [31]

2gz8 [31]

O=C(CSclncce(-c2csc(-c3eccec3)
n2)n1)Nclec(Cl)ec(Cl)cl

3.0 [56]
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C1=C(C=C(C(=C10)0)0)C(=0)OC2
=CC(=CC(=C20)0)C(=0)OCC3C(C(C
(C(O3)0C(=0)C4=CC(=C(C(=C4)O
C(=0)C5=CC(=C(C(=C5)0)0)0)O)
0)OC(=0)C6=CC(=C(C(=C6)OC(=0)
C7=CC(=C(C(=C7)0)0)0)0)0)OC
(=0)C8=CC(=C(C(=C8)OC(=0)C9=
CC(=C(C(=C9)0)0)0)0)0)OC(=0)C1
=CC(=C(C(=C1)OC(=0)C1=CC(=C(
C(=C1)0)0)0)0)0

3.0 [57]

Tannic acid

C13=C(OC(=CC1=0)C2=CC=C(O)
C=C2)C=C(0)C(=C30)O

3.02 [42]

Scutellarein

CCOC(=0)\C=C\C
(Ccleececl)NC(=0)C(Ccleccecd)
NC(=0)\C=C1ccc20COc2c1

3.046 [37]

COC(=0)[C@]1(C)CC[C@]2(C)CC[C@]
3(C)C4=CC=C5C(=CC(=0)C(0)=C5
C)[C@]4(C)CC[C@@]3(C)[C@@H]2C1

5.5 [41]

3.1[41]

CC(=0O)nlnc(SSc2ccecc2[N+](=0)[O-]
)nclC

3.13 [36]

CC1C(C(C(C(O1)OCC2C(C(C(C(02)
OCCC3=CC(=C(C=C3)0)0)0)O)
OC(=0)C=CC4=CC(=C(C=C4)O)
0)0)0)0

3.18 [42]

Forsythoside A

CC(C)C[C@H](NC(=0O)Cclcccecl)C
(=O)N[Ce@@H](C[C@@H]1CCNC1
=0)C(=0)cInc2ccecc2sl

3.2[33]

COclcec(NCC(=O)N[C@@H](CC(C)
C)C(=0O)N[C@@H](C[C@@H]2CCNC2
=0)C(=0)c2nc3ccecc3s2)ccl

3.2[33]

Cclee2nen(c2ec1C)CI0OC(CO)C(OP3
(=0)OC(C)CNC(=0)CCC5C4=C(C)
C8=NC(=CC7=NC(=C(C)C6=NC(C)(C
(N4[Co](0)O3)C5(C)CC(N)=0)C(C)(
CC(N)=0)C6CCC(N)=0)C(C)(CC
(N)=0)C7CCC(N)=0)C(CCC(N)
=0)C8(C)C)C90

3.29 [30]

Hydroxocobalamin

COC1=CC=CC=C1\N=C\C1=C(OC
(C)=0)OC(=N1)C1=CC=CC=C1

3.3 [55]

Brclcec(SSc2neces?)cecl

3.321 [36]

CC(=O)NC(C(=O)NC(C(=0)NC(CC(
C)C)C(=0)NC(CC1CCNC1=0)C(=0)
CN1NC(=0)C2C([N+](=0)[O-
])=CC=CC2C1=0) C(C)O)C(C)C

3.4 [39]

COCCC(=O)Nclece(N(C(=0)Cn2nn
c3cccec32)C(C)c2ccesc2)cecl

34[13]
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CC(O)C[C@@H](NC(=0)[C@H](NC(
=0)COC1=CC=C(C=C1)N(=0)=0)C(
C)C)C(=O)N[C@H](C[C@H]1CCNC1
=0)C(=0)cInc2=CC=CC=c2s1

3.4[2]

CC(C)C(=0O)Nclcce(N(Cc2ceesc2)
C(=0)Cn2nnc3ccccc32)ccl

3.6 [13]

CCOC(=0)clc[nH]c(SSc2cce(Cl)
cc2)nl

3.675 [36]

CC(C)(C)NC(=0)C(clcescl)N(C
(=O)Cnlnnc2cccec21)clece
(NC(=0)C2CCC2)ccl

3.8 [13]

CC(Q)C[C@@H](C=0)NC(=0)[C@H]
(CC(C)C)NC(=0O)[C@H](CC(
C)CO)NC(=0O)OCcleececl

3.9 [24]

MG-132

COC(=0)clecccecl1SSclne(C(=0)O
C)c(C)[nH]1

3.957 [36]

[H]C(C(SO)C(=O)N[C@@H](Cclcc
ccc1)C(=0O)Nclecc(cc1CH[N+]([O-
1)=0)C(=0)NC(CC1=CC=CC=C1)C(=
O)NC1=C(C)C=C(C=C1)N(=0)=0

415]

CC1=C(O)C(=0)C=C2C1=CC=Cl[C@
@]3(C)CC[C@@]4(C)CC(=0)[C@H]
(C)C[C@HJ4[C@]3(C)CC[C@@]21C

9.9 [41]

4[41]

CIC=1C(=0)C(\Cl)=C(\CI)C(=O)C=1
Cl

4.1[20]

CC(C)C(=0O)Nclcce(N(C(=0)Cn2nn
c3cccec32)C(C(=0)NC(C)(C)CO)c2c
csc2)ccl

41[13]

O=C(Nclccec(N(Cc2cesc2)C(=0)Cn2
nnc3ccece32)ecl)C1CC1

41[13]

COclcce(SSe2ne(-c3cecee3)n(C(C)
=0)n2)ccl

4.1 [36]

COC(=0)cInc(SSc2ccc(Clec2)[nH]c1C

4.126 [36]

[H][C@]12CN([C@H](C(=0)NC(CC3C
CC3)C(=0)C(N)=0)[C@@]1([H])C(
C)C)C(=0)[C@@H](NC(=0)NC(C)(C)
C)C(C)(C)C

413 [24]

7brq [58]

CC(=0)nl1nc(SSc2ccc(C)ec2)ncl-
clceeccl

4.183 [36]

CC1=C(O)C(=0)C=C2C1=CC=Cl[C@
@]3(C)CC[C@@]4(C)CC[C@@](C)(C(
=0)0)C[C@H4[C@]3(C)CC[C@@]21C

10.3 [41]

42[41]

Cclcee2ne(-c3ecc(N)ec3)sc2c1S(=
0)(=0)O

4.3 [44]

CC1CC(C)CN(S(=0)(=0)c2ccc3e(c2)
C(=0)C(=O)N3)C1

43[44]
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O=C1Nc2ccc(S(=0)(=0O)N3CCCCC3)c
c2C1=0

4.45 [44]

CCOC(=0)clcceec1SSclne(-
c2cenec2)n(C(C)=0)nl

4.511 [36]

CNC1=CC=C(C=C1)C(=O)CNIN=N
C2=CC=CC=C12

45 [4]

OB(O)C1=CC(=CC(=C1)C(=0)OC1=C
C=C(OC(=0)C2=CC(=CC(=C2)B(0)O)
N(=0)=0)C=C1)N(=0)=0

45 9]

CC(C)C[C@H](NC(=0O)[C@@H](NC(=
O)[C@H](C)NC(=0)OCclcccec1)C(C
)C)C(=O)N[C@H](C#N)CCC(N)=0O

4.6 [59]

3vb5 [59]

COC1=C(C=CC(=C1)C(=S)N2C
COCC2)0

4.6[20]

Vanitiolide

CC1CC(O)CN(5(=0)(=0O)c2cc
c3¢(c2)C(=0)C(=0)N3Cc2ccccc2)C1

4.7 [44]

CC(C)(C)NC(=0)[C@H](N(C(=O)clcc
col)clcec(ec1)C(C)(C)C)clecencl

4.8 [34]

3v3m [34]

O=C1C(=0)N(Cc2cc3cccec3s2)c2ccc
(F)cc21

4.82 [43]

CN(C)CCCScleccecINC(=0)/C=C/
clcccecl

5.0 [13]

Cclnoc(NC(=0)c2ccc(-c3cc(C(F)
(F)F)nn3C)s2)c1[N+](=0)[O-]

5.0 [31]

CC(C)(C)NC(=0)C(clcecencl)N(C
(=O)clcce(Clyol)clecc(C(C)(C)C)ecl

5.2 [34]

CC1C(C(C(C(O1)OCC2C(C(C(C(02)
OCCC3=CC(=C(C=C3)0)0)0)OC(=0)
C=CC4=CC(=C(C=C4)0)0)0)0)0)O

5.47 [42]

Forsythoside I

N#Cclcecc(N2N=C(c3cccec3)/C(=C/
c3ccc(C(=0)0)cc3)C2=0)ccl

5.5 [60]

CC(C)(C)NC(=0)C(clencen1)N(C(=O
Ycleccol)cleec(C(C)(C)C)ecl

5.5 [34]

CN1C(=0)C(=0)c2cc(S(=0)(=0O)N3CC
N(c4cccen4)CC3)cec21

5.52 [44]

CCOclcccc(c1)C(=0)c2cce(0)c(0)c20

10.6 [20]

5.6 [20]

CCOC(=0O)cleeccclSSclne(-c2cce
nc2)n(C(C)=0O)n1

5.654 [36]

CC(C)C[C@H](NC(=O)[Ce@e@H](NC
(=0)[C@H](C)NC(=0)[C@H](CO)NC
(C©)=0)C(C)C)C(=O)N[C@@H](Cclc[n
H]c[nH+]1)C=0

5.7 [16]

3aw0 [16]

CC(=O)N[C@@H](CO)C(=O)N[C@
@H](C)C(=O)N[C@H](C(=O)N[C@
@H](CC(C)C)C(=0O)N[C@H](C=0)Cc1
c[nH]en1)C(C)C

5.7 [16]
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CCCCC(NC(=0)C1[C@@H]2[C@H](C
N1C(=0)C(NC(=0)NC1(CS(=0)(=0)C|
(C)(C)C)CCCCC1)C(C)(C)C)C2(C)
C)C(=0)C(=0)NC1CC1

5.73 [24]

Narlaprevir

COclcce(SSe2ne(-c3ccenc3)n(C
(C)=0)n2)ccl

5.794 [36]

O[CeH]([Ce@H]([C@@H](O)[C@H]
(C)O1)0)[C@H]10C[Ce@H]2[C@H]
([Ce@H]([Ce@H](O)[C@H](OCCC3
=CC(0)=C(0)C=C3)02)0C(/C=C/C4
=CC(0)=C(0)C=C4)=0)0

5.85 [42]

Isoforsythiaside

CC(C)CC(=0)N[C@@H](CC(C)C)C(
=O)N[C@@H](C[C@@H]1CCNC1=0)
C(=0)cInc2ccecc2sl

5.9 [33]

CC1=C(C2=CC3=NC(=CC4=NC(=C
C5=C(C(=C(N5)C=C1N2)C(C)0)C)C
(=C4CCC(=0)0)C)C(=C3C)CCC(=0)
0)C(C)O

3.9 [20]

5.9 [20]

Hematoporphyrin

CCOC(=0)clcccec1SScine(C(=0)
OC)c(C)[nH]1

5.954 [36]

Nclnece(S(=0)(=0)c2cce(Cl)ec2)
c(N)nl

6.0 [31]

CC(C)(C)NC(=0)C(clcecncl)N(C
(=0)C1=NC=NC1)clcce(C(C)(C)C)ecl

6.0 [34]

OB(O)C1=CC(=CC(=C1)N(=0)=0)C(
=0)OCC1=CC=CC=C1COC(=0)Cl=
CC(=CC(=C1)N(=0)=0)B(0)O

6.0 [9]

N#Ccle(-c2cce(Clhee2)ne(SCe2cec
¢([IN+](=0)[O-])cc2)[nH]c1=0

6.1 [60]

CCC(CO)(C)NC(=0O)[C@H](N(C(=0O)Cn
Innc2cccecl2)clecc(NC(C)=0)
ccl)clceenlC

6.2 [13]

4mds [13]

O=C(N[C@@H](C1CC1)C(=O)N[Caee@
H](C[C@@H]1CCNC1=0)C(=0)C(=0)
NCcleececl)\C=C\clcccecl

6.27 [29]

0O=C3\C=C(/Oc2cc(O[C@@H]10[C@
H](C(=0)O)[Ce@@H](O)[C@H](O)[C
@H]10)c(O)c(O)c23)c4cccccd

6.41 [42]

Baicalin

CCOC(=0)\C=C\C(Cclecccecl)
NC(=0)C(Cclcccecl)NC(=0)\C=C\c
lcec(ccl)C1=CC=CC=C1

6.44 [37]
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CC1=C(C=C(C=C1)C(=0)NC2=C3C(
=CC(=CC3=C(C=C2)S(=0)(=0)[O-])S(
=0)(=0)[O-])S(=0)(=0)[O-])NC(=
0)C4=CC(=CC=C4)NC(=0)NC5=CC
=CC(=C5)C(=0)NC6=C(C=CC(=C6)C
(=0)NC7=C8C(=CC(=CC8=C(C=C7)S
(=0)(=0)[O-])S(=0)(=0)[O-])S(=0)
(=0)[O-])C.[Na+].[Na+].[Na+].[Na+]
[Na+].[Na+]

6.5 [30]

Suramin sodium

CC1C(C(C(C(O1)OCC2C(C(C(C(02
)JOCCC3=CC(=C(C=C3)0)0)0)0)0)
0)0)O

6.68 [42]

Forsythoside E

COC1=CC=C2NC(C(=O)N[C@@H](C
C(C)O)C(=O)N[C@@H](C[C@@H]3CC
NC3=0)C(=0)c3ncdcccccds3)
=C(C)C2=C1

6.7 [3]

CCOC(=0)/C=C/[C@H](C[C@@H]1C
CNC1=0)NC(=0)[C@H](CC(C)C)NC
(=0)[C@@H](NC(=0)[C@@H](NC(=O
)c2c0cc2)C(C)C)C(C)C

6.7 [61]

2amd [61]

CCOC(=0)/C=C/[C@H](C[C@@H]IC
CNC1=0)NC(=0)[C@H](CCC(C)C)N

C(=0)[C@@H](NC(=0)[C@@H](NC(=
O)cleccol)C(C)C)C(C)C

6.7 [36]

CN(C)C1=CC=C(C=C1)C(=O)CN1IN
=NC2=CC=CC=C12

6.7 [4]

CC(O)C[C@@H](NC(=0)[C@H](NC(=
0O)COC1=CC=CC=C1)C(C)C)C(=O)N
[C@H](C[C@H]1CCNC1=0)C(=0O)cln
ccsl

6.8 [2]

CC(C)C(C(=0)NC(CC(=0)OC)C(=0)
CF)NC(=0)C(CCC(=0)OC)NC(=0)C
(CC(=0)OC)NC(=0)OCC1=CC=CC=
C1

6.81 [30]

Z-DEVD-FMK

O=C(O)clccc(/C=C2\C(=0O)N(c3c
cc(F)ce3)N=C2c2ccccc2)ccl

6.8 [60]

COC1=CC=C(C=C1)N1C(=O)NC(=0)
\C(=C/C2=CC(Cl)=C(OCC3=CC(=C
C=C3)C(0)=0)C(Cl)=C2)C1=0

6.86 [62]

CCC(=0O)Nclcec(N(C(=0O)Cn2nnc3ccc
cc32)C(C(=0O)NC(C)(C)C)c2cesc2)ccl

6.9 [13]

COC(=0)clcc2¢(O)ec(C(F)(F)F)nc2o1

7.0 [19]

O[C@@H]1CC2=C(0)C=C(0)C=C20
C1C1=CC2=C(C=C(0)C(0)=C2C(=0)
C(0)=C1)C10C2=C(C[C@@H]10C(
=0)C1=CC(0)=C(0)C(0)=C1)C(O)=
CC(0)=C2

7.0 [57]

TF2B
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0O=C1C=CC(=0)C2=CN(CC3=CC=CC
=C3)C=C12

7.0 [55]

CC1=C(SC2=C1C=C(CI)C=C2)C(=
0)CC10C(=0)C(Cl)=C1Cl

7.0 [19]

MAC-30731

COC1=CC(=0)OC(CS(=0)C2=NC3=
C(S2)N=CC=C3)=C1

7.2 [55]

Cclnoc(C)c1CN1C(=0)C(=0)c2c
c(C#N)cec21

7.2 [43]

CC(C)C[C@H](NC(=0)CCclccencl)C
(=O)N[C@e@H](C[C@@H]1CCNC1=0
)C(=0)clnc2cccec2sl

7.4 [33]

CCC1=C(NC2=CC=C(0C)C=C12)C(
=0)N[C@@H](CC(C)C)C(=O)N[Cee@
H](C[C@@H]1CCNC1=0)C(=0)clInc2
cceec2sl

7.5[3]

CC(C)C[C@@H](NC(=0O)[C@H](NC

(=0)CNCC1=CC=CC=C1)C(C)O)(

=0O)N[C@H](C[C@H]1CCNC1=0)C(
=0)c1nc2=CC=CC=c2s1

75 2]

CC(=0)OC1=C(SC2=C(CI)C(Cl)=
CC(C1)=C20C(C)=0)C(Cl)=C(Cl)
C=C1Cl

7.6 [63]

CC(=O)Ncleec(N(C(=0O)Cn2nnc3c
cccc32)C(C(=0O)NC(C)(C)C)2c
csc2)ccl

7.72 [13]

O=C(0OC1=CN=CC=C1)C1CCCO1

7.9 [34]

CC1=CC(=0)C2=CC=CC=C2C1=0

7.96 [35]

Vitamin K3

O=C(N[C@H](C(N[C@@H](CC(C)C)
C(N[C@H](C([H])=0)CCC)=0)=0)
CC(C)C)OCC1=CC=CC=C1

3.14 [24]
12.7 [30]

MG-115

CCCNIC(NCC2=CC=C(C=C2)N2N=
C(CC2C2=CC=CC=C2)C2=CC=CC=
C2)=NC2=CC=CC=C12

8.0 [55]

CCCCN1C(NCC2=CC=C(C=C2)N2N
=C(CC2C2=CC=CC=C2)C2=CC=CC
=C2)=NC2=CC=CC=C12

8.1[55]

O=C(Nclccc(N(Cc2cesc2)C(=0)
Cn2nnc3cccec32)cc1)C1CCC1

8.1[13]

CC(=C)C1CCC2(CCC3(C)C(CCCAC5
(C)CCC(0)C(C)(C)C5CCC3AC)
C12)C(0)=0

10.0 [64]

8.2 [64]

CC(C)C[C@H](NC(=0)[C@@H](NC(
=0)[C@H](CO)NC(=0)[C@H](CCC(
0)=0)NC(C)=0)[C@@H](C)0)C(=O
)N[C@H](CO)CCC(N)=0

8.27 [53]

3sne [53]
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O=clcc(-c2ccc(O)c(-¢3c(O)cc(O)
c4c(=0)cc(-cbeee(O)cc5)oc34)c2)oc2cc
(O)cc(O)c12

8.3 [65]

13.8 [65]

O=C(O)clcec(/C=C2\C(=O)N(c3cccc
(IN+](=0)[O-])e3)N=C2c2ccccc2)ccl

8.4 [60]

CC(O)C[C@H](NC(=0)COclccc(O)ccl
)C(=0O)N[Ce@H](C[Ce@H]1CCNC1
=0)C(=0)cInc2ccecc2s]

8.4 [33]

CCN1C(NCC2=CC=C(C=C2)N2N=C
(CC2C2=CC=CC=C2)C2=CC=CC=C2
)=NC2=CC=CC=C12

8.4 [55]

CCCC[C@H](NC(=0)\C=C1lccceccl)C(
=0O)N[C@@H](C[C@@H]1CCNC1=0)
C(=0)C(=O)NCclcccecl

8.5 [29]

CCCC[C@H](NC([Ce@H](NC([Ce@
H](NC(C)=0)CC(C)C)=0)CC(C)C)
=0)C=0

8.6 [24]

Calpain
inhibitor I

S5=C=NCCC1=CC=CC=C1

10.13 [35]

Phenethyl
isothiocyanate

Cclec(C(=O)N[C@@H](C)C(=O)N[
C@H](C(=0)N[C@@H](CC(C)C)C(=0
)N[C@H](/C=C/C(=0)OCc2ccccc?)
C[C@@H]2CCNC2=0)C(C)C)nol

9.0 [36]

CCOC1=CC=C(C=C1)C(=0)C2=C(C
(=C(C=C2)0)0)O

9.0 [20]

CCOC(=0)\C=C\C(Cclecccec1)NC
(=0)C(Cclcececl)NC(=0)\C=C1
ccc(OC)cc10C

9.049 [37]

O=C10C[C@H](CC2=CC=C30COC3
=C2)\C1=C/C1=CC=C20C0OC2=C1

25 [64]

9.1 [64]

CC(C)(C)NC(=0O)C(cleecsc1)N(C
(=0)Cnlnnc2ccecc21)clecc(NC
(=0)C2CC2)ccl

9.1[13]

OC(=0)C1=C(C=CC(Br)=C1)C1=C
C=C(01)\C=C1\C(=0)NN(C1=0)C1
=CC(Cl)=C(C1)C=C1

9.19 [62]

O=C1C2=C([C@H](NCC3=CC=CC=
C3)[C@H](0)C(C)(C)02)C(C4=C1C=
CC=C4)=0

9.2 [30]

CAY-10581

OC1=C(C=C(CI)C=C1SC1=C(O)C
(=CC(C1)=C1)N(=0)=0)N(=0)=0

9.2 [63]

CCN(CC)C(=S)SSC(=S)N(CC)CC

9.35 [47]

Disulfiram

CSCCC(NC(=0)OCC1=CC=CC=C1)
C(=0O)NC(CC1CCNC1=0)C(=0)cln
c2=CC=CC=c2s1

9.4 [33]

O=C1C(=0O)N(Cc2ccc(F)cc2Cl)
c2cce(T)ec21

9.4 [43]

23




OC1=CC2=C(C[C@H](OC(=0)C3=
CC(0)=C(0)C(0)=C3)C(02)C2=
C3C=C(C=C(0)C(=0)C3=C(0)C
(0)=C2)C20C3=CC(0)=CC(0)=C3
C[C@@H]20C(=0)C2=CC(0)=C(O)
C(0)=C2)C(0)=C1

9.5 [57]

TF3

COC1=CC=C(C=C1)C(C1=C(O)C2=
C(OC1=0)C=CC(C)=C2)C1=C(0)C2
=C(OC1=0)C=CC(C)=C2

9.56 [62]

OC(=0)CCC=5C1=C\C6=N\C(=C/c3
n2[Fe](C)N1C(=C\C4=N\C(=C/c2c(C]
=C)c3C)C(/C)=C4/C=C)/C=5C)C(\C)
=C6\CCC(0)=0

9.68 [66]

Hemin

COC(=0)[C@@]1(C)CCCc2clccclc2
C(=0)C(=0)c2c(C)coc2-1

9.7 [67]

COC1=CC2=C(C=C1)C1=NN(C(CIC
C2)C1=CC(I)=CC=C1)C(C)=0

9.8 [55]

NS(=0)(=0)C1=CC=CC2=C1C(=0)C1
=CC=CC(0)=C1C2=0

9.84 [30]

LLL-12

CN1C(=0)C(=0)c2cc(S(=0)(=O)N3
CCOCC3)cec21

9.91 [44]

C1=CC=C2C(=C1)C3=C(N2)C4=[N+]
(C=C3)C5=CC=CC=C5C4=0

9.96 [30]

Fascaplysin

Ccleee(C(=0O)N/C(=C/ c2cce(-
c3ccc([N+](=0)[O-])cc3)02)C
(=O)NCCCN(C)C)ccl

10.0 [63]

CC(=O)N[C@@H](CC(N)=0)C(=O)N]
C@H](C(=0)N[C@@H](CC1CCC
CC1)C(=0)N[C@H](C=0)Cclc
[nH]en1)C(C)C

10.0 [16]

Ccloc(C(C)(C)C)ecl-clee(NS(=0)
(=O)c2cces2)[nH]n1

10.0 [31]

CC(C)(C)NC(=0)C(clecenncl)N(C(
=0)clcccol)cleec(C(C)(C)C)ecl

10.0 [34]

Cnlnc(-c2ccc(-c3cenc(SCC(=O)N
cdccc(Cl)cc4)n3)s2)cc1C(F)(F)F

10.0 [56]

CCOC(=0)/C=C/[C@H](C[C@@H]1
CCNC1=0)NC(=0)[C@H](CC(C)C)N
C(=0)[C@@H](NC(=0)[C@H](CO)NC
(=0)OC(C)(C)O)C(O)C

10.0 [68]

CC(C)C[C@H](NC(=O)[Ce@@H](NC(=
O)[C@H](C)NC(=0)OCclcccecl)C(C)
C)C(=O)NC(Cclcececl)C(=O)C(F)(F)F

10.0 [33]

OC1=C(SC2=NN=NN2C2=CC=C(OC
C3=CC=CC=C3)C=C2)C(=0)NC2=C1
C=CC=C2

10.0 [49]

OC1=CC=C(C=CI)NIN=NN=CISCl=
C(0)C2=C(NC1=0)C=C(Cl)C=C2Cl

10.0 [49]
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O=C1Nc2ccc(S(=0)(=O)N3CCN(C
(=0)c4ccco4)CC3)cc2C1=0

10.07 [44]

CC1C(C(C(C(O1)OCC2C(C(C(C(02)O
CCC3=CC(=C(C=C3)0)0)OC(=0)C
=CC4=CC(=C(C=C4)0)0)0)0)0)0)O

10.17 [42]

Forsythoside H

CCCN1C(=0)C(=0)C2=C1C=CC(=C2
)C(N)=0O

10.2[10]

CC(C)COC(=0O)Nclcce(N(Cc2ccs
2)C(=0)Cn2nnc3cccce32)ccl

10.313]

CC[C@H](C)[C@H](NC(=0)OCclcc
ccel)C(=0)N[C@@H](CCC(=0)OC(
C)(C)C)C(=0)N[C@@H](C)C(=O)N
[C@H](C=0)CC(C)C

10.38 [24]

PSI

CCOC(=0)/C=C/[C@eH](C[C@@H]1C
CNC1=0)NC(=0)[C@H](CC(C)C)NC
(=0)[C@@H](NC(=0)[C@H](C)NC(
=0)c2cc(C)on2)C(C)C

10.7 [61]

1wof [61]

CCCCC(C=0)NC(=0)C(CC(C)C)NC(
=0)OCC1=CC=CC=C1

10.69 [24]

Calpeptin

N#Ccle(-c2ccee([N+](=0)[O-
Dc2)nc(SCc2ccc([N+](=0)[O-
1)ec2)[nH]c1=0

10.6 [60]

O=C(N[C@@H](CC#C)C(=O)N[Ce@
H](C[C@@H]1CCNC1=0)C(=0)C(=0)
NCcleccecl)\C=C\clcc cccl

10.68 [29]

OC(=0)C1=CC=C(\C=C2/C(=O)N
(N=C2C2=CC=CC=C2)C2=CC=CC
(Cl)=C2)C=C1

10.8 [60]

O=N(=0)C1=C(C=CC=C1)CIN(CC
N1C1=CC=CC=C1)C1=CC=CC=C1

11.0 [69]

MP521

CC(=0)Nclcec(ccl)N([C@H](C(=0)
NC(C)(C)C)C1=CSC=C1)C(=O)N1
C=C(N=N1)C1=CC=CC=C1

11.0 [13]

CSC1=C(C(C)=C(S1)C1=NC(C)=CS1)
C1=NC(SCC(=0)NC2=CC=C(C])C=
C2)=NC=C1

11.0 [56]

CC(=0O)Nclcce(N(C(=0)Cn2cc(-
c3ccecc3)nn2)C(C(=0)NC(C)
(C)C)c2cesc2)ccl

11.0 [13]

C=CCC=CCC=CCCcccceeci=C(c
(=CC=C1)0)C(=0)O

11.04 [30]

Anacardic acid

O=C1C(=0O)N(Cc2cc3ccccc3s2
)c2ccec(Cl)c21

11.2 [43]

FCC(=0)C(NC(=0)C(NC(=0)OC
clcccecl)Cc2eccec2)C

11.39 [30]

Z-FA-FMK

CN1CCN(5(=0)(=0)c2ccc3¢(c2
)C(=0)C(=0O)N3C)CC1

11.83 [44]
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O=[N+]([O-])clec(C(F)(F)F)c
cc1S(=0)(=0)clccc(Cl)ccl

12.0 [31]

COC1=CC=C(C=C1)NIN=C(\C(=C\
C2=CC=C(C=C2)C(0)=0)C1=0)C1
=CC=CC=C1

12.0 [60]

CSC1=C(C(C)=C(SI)C1=NC(C)=C
5$1)C1=NC(SCC(=0)NC2=C(Cl)
C=CC=C2)=NC=C1

12.0 [56]

COclncc(-c2cce(N(Ce3eesce3)C
(=O)Cn3nnc4cccec43)cc2)enl

12.5 [13]

NC(=0)clcec2ce(c1)C(=0)C(=0)
N2Cclcccecl

125 [21]

O=C(Nclcce(Cl)ecl)clecc(CN2
C(=0)C(=0)c3cc(I)ccc32)s1

12.57 [43]

O=C1Nc2ccc(S(=0)(=0)N3CCOCC3)
cc2C1=0

12.66 [44]

CCOC(=0)\C=C\C(CC1=CC=CC=C1)
NC(=0)C(CC(=0)C(NC(=0)C1=NOC
(C)=C1)C(C)C)CC1=CC=CC=C1

13.0 [37]

CC(O)C[C@@H](NC(=0)[C@H](NC(
=0)CCC1=CC=CC=C1)C(O)O)C(=0)
N[C@H](C[C@H]1CCNC1=0)C(=0)cl
ncesl

13.0 2]

CIC1=CC=C(C=C1)C1=CC=C(O1)(
=0)CC1=CN=CC(Br)=C1

13.0 [70]

Cclece(S(=0)(=0)c2nc(C)c(IN+]
(=0)[O-])c(C)c2C#N)ccl

13.0 [31]

Cclnc(S(=0)(=0)c2cccec2)c(CH#HN)
o(C)c1[N+](=0)[O-]

13.0 [31]

C=C(Cclccee(C)c1)C1=CC=C(c2ccc(C)
cc2)C1

13.0 [34]

O=C1C(=0)N(Cc2cc3ccecc3s2)c2cccc
c21

13.11 [43]

CC(C)(C)C(=0)Neleee(N(Ce2eesc2)C
(=0)Cn2nnc3cceec32)ccl

133 [13]

O[C@@H]1[C@@H](O)[C@H](O)[C@
@H](CO)O[C@@H]1S[Au]

13.32 [66]

Aurothioglucose

CC1(CCC2=C(O1)C3=CC=CC=C3C
(=0)C2=0)C

13.33 [30]

Beta lapachone

O=C1C(=0)N(CC2COc3ccccc302)c2c
cc(Iec21

135 [43]

CC1=[N+](C2=C(N1CCOC)C(=0)C3
=CC=CC=C3C2=0)CC4=NC=CN
=C4.[Br-]

13.6 [30]

Sepantronium
bromide

OC1=C(CC2=C(Cl)C(Cl)=CC(Cl)=
C20)C(Cl)=C(Cl)C=C1Cl

137 [25]

Hexachlorophene
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[H][C@]12C[C@]1(NC(=0)[C@]1(
[H)C[CeH](C[Ce@]1([H])C(=0)
N(C)CCCC\C=C/2)0C1=CC(=NC2
—C1C=CC(OC)=C2C)C1=NC(=CS1)C
(C)C)C(=0)NS(=0)(=0)C1CC1

13.74 [24]

Simeprevir

NC1=NC=NC2=C1N=C(N2)C(F)(F)F 13.9 [71]
OC(=0)C1=CC=C(\C=C2/C(=O)N(N 13.9 [60]
=C2C2=CC=CC=C2)C2=CC=C(C])C=

C2)C=C1

O=C1C(=0)N(Cc2cccec2)c2cec(S( 13.86 [44]
=0)(=0O)N3CCOCC3)cc21

CN1C(=0)C(=0)c2cc(S(=0)(=O)N3 13.86 [44]
CCN(CCc4cceccd)CC3)ccc21

O=C1C(=0O)N(Cc2ccccc2)c2ccc(S( 14.0 [44]
=0)(=0O)N3CCCCC3)cc21
CC(O)C[C@H](NC(=0)C1=CC2=CC= 14.0 [3]
CC=C201)C(=O)N[Ce@@H](C[Ce@
H]1CCNC1=0)C(=0)clInc2cc ccc2sl
CC1=CSC(=N1)C1=NC(=CS1)C1=NC 14.0 [56]
(SCC(=0)NC2=CC=C(CI)C=C2)=NC

=C1

Cclecec2c3e(cec12)C1=C(C(=0) 14.4 [67] 11.2 [67]
C3=0)[C@@H](C)CO1

CCOC(=0)/C=C/[CeH](C[C@@H] 15.0 [68]
1CCNC1=0)NC(=0)[C@H](Cclcccccl
NC(=0)[C@@H](NC(=0)[C@H](CO)
NC(=0)OC(C)(C)C)C(O)C

CScl[nH]nc(NC(=0)c2cccs2)clS 15.0 [31]
(=0)(=0)clcceecl

O=[N+]([O-])clcce(S(=0)(=0)c2 15.0 [31]
ccc(Chec2)[n+]([O-])cl

CSC1=NNC(NC(=0)C2=CC=CS2)= 15.0 [31]
C15(=0)(=0)C1=CC=C(Cl)C=C1
CC(C)CC(NC(=0)OCclccceccl)C(=0) 15.0 [72]
NC(CC1=CC=CC=C1)C(=O)C(F)(F)F
CIC1=CC=C(NC(=0)CSC2=NC=CC 15.0 [56]
(=N2)C2=CC(=N0O2)C2=CC=CC=C2)

C=C1

FC(F)(F)C1=CC=C(NC(=0)CSC2=NC 15.0 [56]
=CC(=N2)C2=CC(=NO2)C2=CC

=C(C)HC=C2CNHC=C1

CIC1=CC=C(NC(=0)CSC2=NC=CC( 15.0 [56]

=N2)C2=CC(=N02)C2=CC=CC=C2
Cl)C=C1
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CC(C)[C@H](N1CCCNC1=0)C(=0)
N[C@H](C[C@H](O)[C@H](CC1=C
C=CC=C1)NC(=0)COC1=C(C)C=CC
=C1C)CC1=CC=CC=C1

15.0 [73]

Lopinavir

CCC[C@@H](C(=0O)C(=0O)NC1CC1)
NC(=0)[Ce@H]2[C@H]3CCC[C@H]
3CN2C(=0)[C@H](C(C)(C)C)NC(
=0)[C@H](C4CCCCC4)NC(=0O)chc
ncenb

15.25 [66]

Telaprevir

O=C(ON1C(=0)CCC1=0)C1=CC2=C
(C=C1)N(CC1=CC=CC=C1)C(=0)
C2=0

15.5 [10]

CC(=CCC(C1=CC(=0)C2=C(C=CC
(=C2C1=0)0)0)0)C

15.75 [47]

Shikonin

CC1(O)CC(=0)c2c(NCc3ccco3)
sc(C#N)c2C1

16.0 [31]

O=C(O)clccc(S(=0)(=0)c2cc(
Br)c(O)c(Br)c2)ccl

16.0 [31]

CCOC(=0)/C(C#N)=C/Nclccc(S
(=0)(=0)c2cce(/N=C/C(C#N)=C(O)
OCC)cc2)ccl

16.0 [31]

CC(=0)clcccec1S(=0)(=0)clc
cccclC(=0)O

16.0 [31]

OB(0)C1=CC=CC(COC(=0)C2=CC
(=CC(=C2)B(0)O)N(=0)=0)=C1

16.0[9]

CIC1=CC=C(C=C1)C1=C(C#N)C
(=0)NC(SCCC2=CC=CC=C2)=N1

16.9 [60]

O=C1C(C)=CC(C2=C1C=CC=C20)
=0

17.1[20]

Plumbagin

Cclec2ce(CN(CCe3eecce3C)C(
=0)NCc3cccce3)c(=0)[nH]c2cc1C

172 [74]

CCOC(=0)C1=CC=C(C=C1)N2C(=O)
/C(=C\C3=CC=C(O3)[N+](=0)[O-
1)/C(=O)N2

17.38 [66]

PYR-41

O=C1C(=0)N(Cc2ccc(C(=0O)N3C
CCCC3)s2)c2ccc(I)cc21

175 [43]

CCCCN1C(=0)C(=0)C2=C1C=CC
(=C2)C(N)=0

17.8[10]

CCI1CCN(S(=0)(=0)c2ccc3c(c2)
C(=0)C(=0O)N3Cc2ccc3ceccc3c2)CC1

17.82 [31]

OCCSC1=C(SCCO)C(=0)C2=CC=
CC=C2C1=0

17.93 [30]

NSC 95397

CSclnn(-c2¢([N+](=O)[O-])
c(C)nn2C)c(-c2cccs2)c1CHN

18.0 [31]

O=[S](=0)(Ccl[s+]cc(n1[H])
c2ccc([Cl])[s]2)c3cecs]3

18.0 [31]
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CCOC(=0)C10CIC(=0)N(CCC(N)=O
)NC(=0)[C@H](CC1=CC=CC=C1)N
C(=0)C(CC(C)C)NC(=0)OCC1=CC
=CC=C1

18.0 [75]

CSC1=NN(C2=C(C(C)=NN2C)N(=0)
=0)C(C2=CC=CS2)=C1C#N

18.0 [31]

CIC1=CC=C(S1)C1=CSC(CS(=0)
(=0)C2=CC=CS2)=N1

18.0 [31]

OC(=0)C1=CC=C(\C=C2/C(=0)N(N
=C2C2=CC=CC=C2)C2=CC=CC=C2)
C=Cl1

18.0 [60]

CC1=CC2=C(C=C1C)N(C=N2)C3C(C
(C(O3)CO)OP(=0)(O)OC(C)CNC(=0)
CCC4(C(C5CH(C(C(C(=N6)C(=C7C
(C(C(=N7)C=C8C(C(C(=N8)C(=C4
[N-]5)C)CCC(=0)N)(C)C)CCC(=0)N)
(C)CC(=0)N)C)CCC(=0)N)(C)CC
(=O)N)C)CC(=0O)N)C)O.[C-J#N.
[Co+2]

18.02 [30]

Vitamin B12

CN1C=NC2=C1C=CC(NC(=O)C1=C
C=C(C1)C=C1)=C2

182171]

O=C(CSclInc(C2CCCCC2)nc2ccc
cc12)NCclcccol

182 [74]

O=C1/C(C=C(C2=CC=CC=C2)N1C3
=CC=C(C(0)=0)C=C3)=C\C4=CC=C
(C5=CC=C([N+]([O-])=0)C=C5)O4

18.28 [30]

4E1RCat

CCCCN1C(=0)C(=0)c2cc(C(N)=0)
ccc21

19.0 [21]

CC1=CC(=CC(=C1C2=CC=C(C=C2)C
(C)(C)C)C)OC(CCC(F)(F)F)C3=CC=C
(C=C3)C(=0)NCCC(=0)O

19.18 [30]

Adomeglivant

O=clcc(-c2cec(O)c(O)c2)oc2cc
(O)cc(O)c12

20.0

Cclnn(C)c(NCc2ccc(-c3cecs3)s2
)c1IN+](=0)[O-]

20.0 [31]

CN1N=C(C)C(=CINCC1=CC=C(S1)
C1=CC=CS1)N(=0)=0

20.0 [31]

FC(F)(F)C(=0)C(CC1=CC=CC=C1)NC
(=0)C(CC1=CC=CC=C1)NC(=0)OC
clecececl

20.0 [72]

COC1=CC=C(C=C1)C1=C(C#N)C(
=0)NC(SCCC2=CC=CC=C2)=N1

20.3 [76]

COC1=CC=C(C=C1)C1=C(C#N)C(=O
NC(SCCC2=CC=CC=C2)=N1

20.49 [30]

TBB

CC(C)C[C@H](NC(=0)[C@@H](NC(
=0)OCcleecec])C(C)C)C(=0)N[C@
@H](CCC(=0)N1CCOCC1)C(=0)
CHFEF

21.0 [52]
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O=C2N[C@]7(C(=0)O)C[C@H]7/C=C
\CCCCC[C@H](NC(=0)OC1CCCC1)
C(=0O)N6[C@H]2C[C@@H](Oc3cc(nc4
c3ccc(OC)cd)cbne(sc5)NC(C)C)Co

20.77 [66]

Ciluprevir

CC(C)C1=Cc2ccc3c(c2C(=0)C1=0)CC
CC3(C)C

21.1[67]

CCC(C)SSC1=NC=CN1

21.39 [47]

PX-12

COC1=CC(\C=C2/S\C(=N\C3=CC
=CC=C3)N(C2=0)C2=CC=CC=C2)
=CC=C10CC1=CC=CC(=C1)C(0)=0

21.49 [62]

CC1=C(C=C(C=C1)N2C(=0)C(=C(
N2)C)N=NC3=CC=CC(=C30)C4=CC(
=CC=C4)C(=0)0)C.C(CO)N.C(CO)N

21.52 [30]

Eltrombopag
olamine

C1=CC=C(C=C1)C(CN(CCCOC2=C
C=CC(=C2)CC(=0)0)CC3=C(C(=C
C=C3)C(F)(F)F)Cl)C4=CC=CC=C4

21.52 [30]

GSK-3965

OC(C(Br)=C1)=C(Br)C=C1/C=C
(C2=CC(I)=CC=C2N3)\C3=0

21.52 [30]

GW5074

C1=C(C(=C(C(=C1CI)Cl)CC2=C
(C(=CC(=C2C1)C1)C)0)0)Cl

21.52 [30]

Hexachlorophene

CIC(C=C3)=CC=C3CN(C(CC(C)(C
(0)=0)C)=C2SC(C)(C)C)C1=C2C=C
(C(C)C)C=C1

21.52 [30]

MK-886

Cclc(O)c(0)cc2c1CC=C1[C@@]3(C)
CC[C@@]4(C)CC[C@@](C)(C(=0)0)C
[C@H]4[C@]3(C)CC[C@]12C

21.7 [41]

COC1=CC=C(OCC(=O)N[C@H](C(C)
C)C(=0)N[C@H](CC(C)C)C(=O)N[C
@H](C[C@H]2CCNC2=0)C(=0)c2nce
(s2)C2=CC3=CC=CC=C3C=C2)C=C1

22.0 2]

O=C(Nclcce(N(Cc2ccsc2)C(=0)Cn2
nnc3cecce32)ccl)C1CCCCC1

22.1[13]

FC(F)(F)c3c¢(F)cc(clne(c(s1)CSc2
cc(c(OCC(=0)0)cc2)C)C)cc3

22.27[30]

GW-0742

Cclcoc2c1C(=0)C(=0)clc-2ccc2c1CC
CC2(C)CO

24.8[67]

CC(C)(C)NC(=0)C(cleescl)N(C(=0)C
nlnnc2cccec21)clece(NC(=0)C
(C)(O)O)ccl

22,5 [13]

CC\1=C(/C/2=C/C3=N/C(=C\C4=C
(C(=C(N4)/C=C\5/C(=C(C(=N5)/
C=C1\N2)C=C)C)C=C)C)/C(=C3CCC
(=0)0)C)CCC(=0)0

23.0 [20]

Protoporphyrin
IX

CC(C)C[C@H](NC(=0)CN1C(=0)CS
C1=8)C(=0)N[C@@H](CC1=CC=CC
=C1)[C@@H](O)C[C@H](CC1=CC=C
C=C1)NC(=0)COC1
=C(C)C=CC=C1C

23.0 [38]
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CC(C)C[C@H](NC(=0)OC(C)(O)O)C(
=O)N[C@@H](C[C@@H]1CCNC1=0
)C(=0)clnc2cccec2sl

23.0 [33]

O=C1C(=0O)N(C/C=C/c2cc3ccccc3s2)
c2cce(T)ec21

23.5 [43]

0=C(\C=C1ccc(0)c(OC)c1)CC(=0)
\C=C2cc(OC)c(O)cc2

23.5 [41]
40.0 [64]

Curcumin

CCCCCCCCCCCCCCCCC(C(=0)0)
C(CC(=0)0)(C(=0)0)O

23.54 [30]

Agaric acid

O=c1c(O)c(-c2cec(O)c(O)c2)oc2cc
(O)cc(O)c12

23.8 [65]

Quercetin

CC(C)C[C@H](NC(=0)C1=CC2=CC=
CC=C2N1)C(=0)N[C@@H](CC1=CC=
CC=C1)C(O)C[C@H](CC1=CC=CC=
C1)NC(=0)COC1=C(C)C=CC=C1C

24.0 [38]

COC1=CC=C(\C=C\C(=O)NC(CC(C)
C)C(=0)N[C@H](CC2=CC=CC=C2)C
(0)C[C@@H](CC2=CC=CC=C2)NC
(=0)COC2=C(C)C=CC=C2C)C=C1

24.0 [38]

CC(C)C[C@@H](NC(=0)[C@H](NC
(C)=0)C(C)C)C(=0)N[C@H](C[C
@H]1CCNC1=0)C(=O)clnccsl

24.0 2]

CC10C(OC2=C(OC3=C(C(O)=CC(O)
=C3)C2=0)C2=CC=C(0)C(0)=C2)C
(0)C(0)C10

2414 [77]

C[C@H]1[Ce@H]([C@@](C[Ce@H]
(O1)O[C@H]2[C@H]3C(=0)N[C@H]
(C4=C(C(=CC(=C4)0)0)C5=C(C=
CC(=C5)[C@H](C(=O)N3)NC(=0)
[C@H]6C7=CC(=C(C(=C7)0C8=C(
C=C(C=C8)[C@H]([C@H](C(=0)N[
C@H](C(=0)N6)CC(=O)N)NC(=0
)[C@@H](CC(C)C)NC)O)C)O[C@H]
9[C@@H]

24.15 [30]

Oritavancin

OC(C[C@H](C#CC)C(C=C1)=CC=C1
OCC2=CC(C3=CC=C(C(F)(F)F)C=
C3)=CC=C2)=0

24.15 [30]

AMG-837

OC(=0)C1=CC=C(\C=C2/C(=O)N(N
=C2C2=CC=CC=C2)C2=CC=C(Cl)C
(Cl)=C2)C=C1

24.3 [60]

COC1=CC2=CC=C(C=C2C=C1)C1=C
C(=NN1[C@@H](C)C1=CC=C(C=C1)
C(=0)NCCC(0)=0)C1=CC(Cl)=CC(
Cl)=C1

24.33 [30]

MK-0893

NC(=0)C1=CC2=C(C=C1)N(CC1=C
C3=CC=C(C=C3C=C1)C1=CC=CC=
C1)C(=0)C2=0

24.9[10]
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O=CINC2=CC(C3=CC=CC=C3)=CC=
C2/C1=C\C4=C(C)C(CCC(0)=0)=C
(C)N4

24.97 [30]

SU 16f

CC(C)C[C@H](NC(=0)C1=CC=C(O1
)N(=0)=0)C(=0)N[C@@H](CC1=CC
=CC=C1)C(O)C[C@H](CC1=CC=CC=
C1)NC(=0)COC1=C(C)C=CC=C1C

25.0 [38]

CC(C)C[C@H](NC(=0)C1=CC(C)=C
C=C1)C(=0)N[C@@H](CC1=CC=CC=
C1)C(0)C[C@H](CC1=CC=CC=C1)N
C(=0)COC1=C(C)C=CC=C1C

25.0 [38]

CC(C)CC(NC(=0)C1=CC=C(C=C1)C
(F)(F)F)C(=0)N[C@H](CC1=CC=C
C=C1)C(O)C[C@@H](CC1=CC=CC=
C1)NC(=0)COC1=C(C)C=CC=C1C

25.0 [38]

CC(C)CC(NC(=0)C1=CCOC2=CC=C
(CC)C=C12)C(=0)N[C@H](CC1=CC
=CC=C1)C(O)C[C@@H](CC1=CC=C
C=C1)NC(=0)COC1=C(C)C=CC=C1C

25.0 [38]

CCCN1C(=0)C(=0)c2cc(C(N)=0)
ccc2l

25.0 [21]

O=[N+]([O-])clcce(S(=0)(=0)
c2ccc([N+](=0)[O-])cc2)ccl

25.0 [31]

CC(C)(C)NC(=0)C(clecescl)N(C(=0)C
nlnnc2cccec21)clece(NS(C)(=0)=0)ccl|

25.3 [13]

CC(NC(=0O)[C@H](CC1=CC=CC=C1)
NC(=0)OCC1=CC=CC=C1)C(=O)CF

25.7 [32]

CC(C)(C)NC(=0)C(clcecscl)N(C(=0)C
nlnnc2cccec21)clece(NC(=0)c2ccno?)
ccl

26.0 [13]

COclcce(-c2ne(SCe3cec([N+](=0)[O-
1)ec3)[nH]c(=0)c2C#N)ccl

26.3 [76]

OC1=C(C(0)=0)C(CCC2=CC=C(CCC
CCCC)C=C2)=CC=C1

27.1[30]

MG-149

O=C(C1=CC(0)=C(0)C(O)=C1)0O[C@
@H]([C@@H]([C@@H](COC(C2=CC(O
)=C(0)C(0)=C2)=0)03)OC(C4=CC(O
=C(0)C(0)=C4)=0)[C@H]([C@@H]30
C(C5=CC(0)=C(0)C(0)=C5)=0)OC(
C6=CC(0)=C(0)C(0)=C6)=0

27.77 [30]

CC(C)CC(NC(=0)C(NC(=O)C(NC(C)
=0)C(C)C)C(C)0)C(=0)NC(CCC(=0
)N(C)C)C(=0)CN1NC(=0)C2=C(C=C
C=C2)C1=0

28.0 [39]

FC(C(=0)C1=CC=C(O1)C1=CC=C(Cl
)C=C1)C1=CN=CC(Br)=C1

28.0 [70]

CC(Q)clece(cc)N([Ce@@H](C(=0)
NC(C)(C)C)clecencl)C(=0)cleccol

28.1 [34]

32




O=C(NC2=CC(C(F)(F)F)=CC(C(F)(F
)F)=C2)C1=C(C(F)(F)F)N=C(C)N=C1

28.85 [30]

SP 100030

CC[C@@H](C)[C@H](NC(=0)OCclcc
cccl)C(=0O)N[Ce@H](C[Ce@H]1CCN
C1=0)C(=O)clnc2cccec2sl

29.0 [33]

CCCC1=NC(SCC(=O)NC2=CC=C(Cl)
C=C2)=NC(0)=C1

30.0 [56]

OC1COC(OC2=C(OC3=C(C(0)=CC(O
)=C3)C2=0)C2=CC=C(0)C(0)=C2)C
(0)C10

31.62 [77]

O=C1Nc2ccc(S(=0)(=O)N3CCN(Cc4
ccce(Clc4)CC3)cc2C1=0

31.71 [44]

CCOC(=0)C(=CNclcee(S(=0)(=0)c2
cee(/N=C/C(C(=0)OCC)=C(\O)OC
C)cc2)cc1)C(=0)OCC

32.0 [31]

COclcc(CN2CCN(S(=0)(=0)c3cccs
c(c3)C(=0)C(=0)N4)CC2)cc(OC)
c10C

32.08 [44]

COclcc(O)c2¢(=0)ce(-c3cec(OC)c
(-c4c(O)cc(O)c5c(=0)cc(-cbeec(O
)cc6)ocd5)c3)oc2cl

32.0 [65]

30.2 [65]

CC(C)C[C@H](NC(=O)[C@@H](NC(
=0)OCclcccecl)C(C)C)C(=0O)N[Cee@
H](CCC(=0O)N(C)Cclceccecl)C(=0
)CE)(F )F

34.1 [52]

O=C1Nc2ccc(S(=0)(=O)N3CCN(CCc4
cccecd)CC3)ec2C1=0

34.91 [44]

CC(C)C[C@H](NC(=0)CSC1=CC=CC
=N1)C(=0)N[C@@H](CC1=CC=CC=
C1)C(O)C[C@H](CC1=CC=CC=C1)N
C(=0)COC1=C(C)C=CC=C1C

35.0 [38]

O=CINC(SCC2=CC=C(C=C2)N(=0)=
0)=NC(C2=CC=CC=C2)=C1C#N

35.2 [76]

CC(O)C[C@@H](NC(=0)[C@H](NC(=
0)OCclcce(ccl)N(=0)=0)C(C)O)C(=0
IN[C@H](C[C@H]1ICCNC1=0)C(=0)
clncesl

36 2]

CCC(=C)C(=0)C1=C(CI)C(Cl)=C
(OCC(=0)NC(C)(C)C(N)=0)C=C1

35.3[78]

COclccc(-c2cc(=0)c3¢(0)cc(O)c
(-c4ce(-cbee(=0)c6c(O)cc(OC)
cc605)ccc40C)c302)ccl

38.4 [65]

35.6 [65]

CC(C)C[C@H](NC(=0)[C@@H](NC(
=0)[C@H](C)NC(=0)[C@H](CO)NC(
C)=0)C(C)C)C(=0)N[C@@H](CCC(
=0)N(C)C)C=0

37.0 [16]
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Ccleee(-c2enc(C(=0)[C@H](C[Ce@H
[3CCNC3=0)NC(=0O)[C@H](CC(C
YJC)NC(=0)OCc3ccccc3)s2) ccl

37.0 [33]

CN(C)CCCNC(=0)\C(=C\cloc(ccl
)c2ccec(c2)[N+](=O0)[O-)\NC(=O
)c3cee(C)ec3

38.57 [79]

9.11 [79]

CCOC(=0)\C=C\C(CC1=CC=CC=C1)
NC(=0)C(CC1=CC=C(F)C=C1)NC(=
0)C(NC(=0)C1=NOC(C)=C1)C(C)C

39.0 [37]

CC(C)C[C@H](NC(=0)[C@@H]|(NC(=
0)[C@H](C)NC(=0)C(CO)NC(=0)C(
NC(=0)OCclccece1)C(C)O)C(C)C)
C(=0)N[C@@H](CCC(N)=0)C=N

39.0 [59]

3vb6 [59]

CC(C)(C)NC(=0)C(clecencl)N(C(
=0)clencol)clecc(C(C)(C)C)ecl

39.0 [34]

Cclcoc2c1C(=0)C(=0)clc-2¢cec2c
(C)ccecl2

38.7 [67]

13.7[67]

NC(=0)CC1=CC2=C(C=C1)N(CC1=C
C3=CC=CC=C3C=C1)C(=0)C2=0

39.2 [10]

0=C(O)[Ce]2(0)C[CeeH](O)[Ce@
H](O)[C@H](OC(=0)\C=C\clccc
(0O)c(O)c)C2

39.48 [42]

Chlorogenic acid

O=C1C(=0)N(Cc2ccc3cccec3ce2)c2
ccc(S(=0)(=0)N3CCOCC3)cc21

39.87 [44]

O=C(Cclnccsl)clncesl

40.0 [31]

CC(C)CC(NC(=0)OC(C)(C)C)C(=0)
NC(C)C(=0)C(F)(F)F

40.0[72]

CC(C)C[C@H](NC(=0)CC1=CC2=CC
=CC=C2C=C1)C(=0)N[C@@H](CC1=
CC=CC=C1)C(O)C[C@H](CC1=CC=C
C=C1)NC(=0)COC1=C(C)C=CC=C1C

40.0 [38]

CC(C)CC(NC(=0)CCNC(=0)OC(C)
(C)C)C(=0)N[C@H](CC1=CC=CC=
C1)C(0O)C[C@@H](CC1=CC=CC=C1)
NC(=0)COC1=C(C)C=CC=C1C

40.0 [38]

CC(C)CC(NC(=0)COC1=CC2=CC=C
C=C2C=C1)C(=0)N[C@H](CC1=CC
=CC=C1)C(O)C[C@@H](CC1=CC=C
C=C1)NC(=0)COC1=C(C)C=CC=C1C

40.0 [38]

COC1=CC(=CC=C1)C1=C(C#N)C(=O
)NC(SCC(=0)NC2=CC=C(C=C2)S
(N)(=0)=0)=N1

40.0 [56]

CC(C)C1=CC=C(NC(=0)CSC2=NC(=
CC=N2)C2=CC=CS2)C=C1

40.0 [56]

OC1=CC=C(Cl)C=C1C(=O)NC1=C(
C1)C=C(C=C1)N(=0)=0

40.0 [64]
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C[C@@H](O)[C@H](NC(=0)[C@H]
(CO)NC(=0)[C@H](CC(N)=0)NC
(C)=0)C(=0)N[C@@H](CO)C(=0)
N[C@H](CO)CCC(N)=0

40.98 [53]

3snc [53]

CC(=O)N[C@@H](CC(0)=0)C(=0)
N[C@@H](CO)C(=O)N[C@@H](Cc1
cccecl)C(=O)N[C@@H](CC(O)=0
)C(=O)N[C@H](CO)CCC(N)=0

41.24 [53]

3snb [53]

CN(C)CCCNC(=0O)\C(=C\c1
oc(ccl)c2ccccc2[N+](=0)[O-])\NC
(=0)c3cce(C)ec3

41.39 [79]

9.93 [79]

CCCCN1C(=0)C(=0)C2=C1C=CC(I)
=C2

41.8[10]

OC(=0)C1=CC=C(\C=C2/C(=O)N(N
=C2C2=CC=CC=C2)C2=CC=C(OC(F)
(F)F)C=C2)C=C1

42.0 [60]

OC(=0)C(NC(=0)C(\NC(=0)C1=CC
=C(Br)C=C1)=C/C=C/C1=CC=CC=
C1)NC1=CC=CC=C1

4219 [62]

OCC10C(OC2=C(OC3=C(C(0)=CC(
0)=C3)C2=0)C2=CC=C(0)C(0)=C2)
C(0)C(0)C10

42.79 [77]

CC(C)(C)NC(=0)C(cleencel)N(
C(=0)clcecol)clecc(C(CHC)CO)ecl

45.0 [34]

COC1=CC=C(NC(=0)CSC2=NC(=CC
(0)=N2)C2=CC=CC=C2)C=C10C

45.0 [56]

CC(C)C[C@H](NC(=0)[C@@H](NC(
=0)OCclcccec])C(C)C)C(=O)N[C
@@H](CCC(=0)clnces1)C(=0)cln
ccsl

452 [52]

CCC(=C)C(=0)C1=C(CI)C(Cl)=C(
OCC(=0)NC(C)(C)C)C=C1

45.8 [78]

CCOC(=0)C1=CC(=0)0C2=C1C=C(
0)C(0)=C2

46.0 [80]

MC8

CC(C)(C)NC(=0)C(clecenc1)N(
C(=0)clInccol)cleec(C(C)C)C) ccl

47.0 [34]

CC(=O)N[C@@H](CO)C(=O)N[Ce@
H](C)C(=O)N[C@H](C(=O)N[Cee@
H](CC(C)C)C(=O)N[C@H](C=0)C
clceces1)C(Q)C

480 [16]

CC(C)C[C@H](NC(=0)[C@@H](NC
(=0)[C@H](C)NC(=0)OC(C)(C)C)
C(C)C)C(=0)N[C@@H](CCC(N)=0)
C=N

49.0 [59]

3vb4 [59]

CC(C)C[C@H](NC(=0O)[C@@H](NC(
=0)[C@H](C)NC(=0)clcc(C)onl)
C(C)O)C(=0O)N[C@@H](CCC(N)=0)
C=N

49.0 [59]

3vb7 [59]
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CC(Q)clec2e(ccl1O)[C@@]1(C)CC
CC(O)(C)[C@@H]1CC2

49.6 [65]

CCN(CO)C(=0)CC[C@H](NC(=0)[C
@H](CC(C)C)NC(=O)[C@@H](NC(=
0)OCclcceecl)C(C)O)C(=0)cIn
c2cccec2s]

493 [52]

CC(=0)CCC(=0)N1IN=C(CCIC1=CC
=C(Br)C=C1)C1=C(O)N=C2C=CC(C)
=CC2=C1C1=CC=CC=C1

49.96 [62]

O=C1C(=0O)N(Cc2ccccc2)c2ccc(I) cc21

50.0 [21]

CC(C)(C)NC(=0)C(clccencl)N(C
(=O)clccees)clecc(C(C)(C)C) ccl

50.0 [34]

O=C1Nc2ccc(S(=0)(=O)N3CCN(c4ccc
n4)CC3)cc2C1=0

51.33 [44]

COclcce(-c2enc(C(=0)[Ce@H](C[Ce@
H]3CCNC3=0)NC(=0)[C@H](CC
(C)C)NC(=0)OCc3cccec3d)s2)ccl

52.0 [33]

CC(C)CC(NC(=0)C(NC(=0)C(NC(C)
=0)C(C)C)C(C)0)C(=0)NC(CCC(=0)
N(C)C)C(=0)CN1NC(=0)C2=C(C=C

C=C2N(=0)=0)C1=0

53.0 [39]

O[C@H]1CC2=C(OC1C1=C3C=C(C=
C(0)C(=0)C3=C(0)C(0)=C1)C10C3=
CC(0)=CC(0)=C3C[C@H]10)C=C(O)
C=C20

56.0 [57]

TF1

COC1=CC=C(OCC(=O)N[C@H](C(C)
C)C(=0)N[C@H](CC(C)C)C(=0O)N[C@
H](C[C@H]2CCNC2=0)C(=0)c2nce
(s2)C2=CC=C(OC)C=C2)C=C1

56.0 [2]

CC1=CC(Br)=C(C=C1)N1C(=0)CC
(SC2=CC=CC=C2C(0)=0)C1=0

56.24 [62]

O=C[C@H](Cclc[nH]cn1)NC[C@@H]
1C[C@H]2CCCC[C@@H]2CN1C
(=O)clcce(F)ccl

57.0 [81]

FC(F)(C(=0)C1=CC=C(O1)C1=CC=C
(C1)C=C1)C1=CN=CC(Br)=C1

57 [70]

Neclnc(CSc2nne(c3ccccdcccce34)n2
cbeeeech)cesl

58.35 [79]

COC1=CC(=CC=C1)C1=C(C#N)C(=0
)NC(SCC(=0)NC2=CC=C(C=C2)
C(C)=0)=N1

60.0 [56]

CCC(SC1=NC(C2=CC=CC(OC)=C2)=
C(C#N)C(=0)N1)C(=0)NC1=CC=
CC(=C1)C(C)=0

60.0 [56]

OCC10C(OC2=CC3=C(C(0)=C2)C
(=0)C(OC20C(CO)C(0)C(0)C20)
=C(03)C2=CC=C(0)C(0)=C2)

C(0)C(0)C10

61.46 [77]
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CC(=O)N[C@@H](CO)C(=O)N[C@@
H](C)C(=0)N[C@H](C(=O)N[C@@H
](CC(C)C)C(=0)N[C@H](C=0)CC1C
CCCC1)C(C)C

62.0 [16]

Brcleec(ecl)C(=O)N1C[C@H]2CCC
C[Ce@H]2C[C@H]1CN[C@@H](C
clene[nH]1)C=0

63.0 [81]

4tww [81]

COclce(ccc10)C2N(CCN(C)O)C(=0)
C(=C2C(=0)c3ccc(OCC(C)C) cc3C)O

62.79 [79]

CC(C)CC(NC(=0)C(NC(=0)C(NC(C)
=0)C(C)C)C(C)OC1=CC=CC=C1)C(
=0)NC(CCC(=0)N(C)C)C(=0)CN1IN
C(=0)C2=C(C=CC=C2)C1=0

64.0 [39]

C[C@H](NC(=O)[C@H](CC1=CC=CC
=C1)NC(=0)OCC1=CC=CC=C1)C(
=0)CF

64.0 [32]

CCCCN1C(=0)C(=0)c2cc(I)ccc21

66.0 [21]

CN1CCN(S(=0)(=0)c2ccc3c(c2)C
(=0)C(=0O)N3Cc2ccccc2)CC1

67.2 [44]

O=C[C@H](Cclc[nH]cn1)NC[C@@H]
1C[C@H]2CCCC[C@@H]2CN1C(=0)
clcccecl

63.0 [81]

CC(C)CC(NC(=0)C(NC(=0)C(NC(C)
=0)C(C)C)C(C)OC1=CC=CC=C1)C(
=0)NC(CCC(=0)N(C)C)C(=0)CN1IN
C(=0)C2=C(C=CC=C2N(=0)=0)C1
=0

70.0 [39]

CCOC(=0)/C=C/[C@H](C[C@@H]
1CCNC1=0)NC(=0)[C@H](CC=C
(C)C)CC(=0)[C@@H](NC(=0)c2cc(C)
on2)C(C)C

70.0 [82]

2alv [82]

CN1C(=0)C(=0)c2cc(C(N)=0)c cc21

71.0 [39]

COclccc(-c2cc(=0)c3¢c(0)cc(O)cc302)
cc1-c1c(O)cc(0)c2¢(=0)cc(-c3ccc(O)
cc3)ocl2

72.3 [65]

CC(=O)N[C@@H](CC(N)=0)C(=0)
N[C@@H](CO)C(=0)N[C@@H](Ccl
ccecel)C(=0)N[C@@H](CO)C(=0)
N[C@H](CO)CCC(N)=O

72.73 [53]

3sna [53]

Clc2cc(Cl)cec20clcec(Cl)ec1O

75.0 [63]

Triclosan

CIC1=CC=C(C=C1)C1=NC=C(O1)C
(=0)CC1=CN=CC(Br)=C1

75.0 [70]

Cnlence(C(=0)N(c2cce(C(C)C)C)ec2)
C(C(=O)NC(C)(C)C)c2ccene2)cl

75.0 [34]

CN1CCN(S(=0)(=0)c2ccc3c(c2)C(=0)
C(=O)N3)CC1

76.74 [44]
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COclce(\C=N\NC(=0)\C(=C/c2ccc
cc2)\NC(=0)c3cccec3)cc(OC)c10

77.09 [79]

CCOC(=0)CC[C@H](C[C@H]ICCN
C1=0)NC(=0)[C@H](CC=C(C)C)CC(
=0)[C@@H](NC(=0)[C@H](CO)NC(
=0)OC(C)(C)C)C(C)C

80.0 [68]

2qiq [68]

CCOC(=0)\C=C\C(CCICCNC1=0)
NC(=0)C(CC=C(C)C)CC(=0)C(NC(
=0)C(CO)NC(=0)OC(C)(C)C)C(C)C

80.0 [68]

GRL-0155S

COC(=0)C1=C(C)N(CC2=CC=CN=
C2)C(=0)\C1=C/C1=CC=C(OCC(=0)
NCC2=CCCO2)C=C1

80.46 [62]

CN1CCN(S(=0)(=0)c2ccc3c(c2)
C(=0)C(=0O)N3Cc2ccc3ccccc3c2) CC1

82.91 [44]

CC(O)C[C@@H](NC(=0)[C@H](NC
(=0)OC1=CC=CC=C1)C(C)C)C(=0)
N[C@H](C[C@H]1CCNC1=0)C(=0)cl
ncesl

85 [2]

Cclcoc2c1C(=0)C(=0)clc-2ccec2
c1CCCC2(C)C

89.1 [67]

O=C(CSclnenc2c1sc3nc(N4CCOC
C4)c5CCCCc5c23)NCcboceco

90.72 [79]

CCCCN(C)C[C@H]10[C@H](CN[C
@@H](CC2=CNC=N2)C=0)CC2CCC
CC12

95.0 [83]

OC1CC2=C(OCIC1=CC(0)=C(O)C
(0)=C1)C=C(0)C=C20

100.0 [57]

Catechin

CN1C=NC2=C1C(=O)N(C(=O)N2C)C

100.0 [57]

Caffeine

OC1CC2=C(OCIC1=CC(0)=C(O)C=
C1)C=C(0)C=C20

100.0 [57]

Epicatechin

OC1=CC2=C(CC(OC(=0)C3=CC(O)
=C(0)C(0)=C3)C(02)C2=CC(0)=C
(0)C=C2)C(0)=C1

100.0 [57]

Epicatechin
gallate

OC1=CC2=C(CC(OC(=0)C3=CC(O)
=C(0)C(0)=C3)C(02)C2=CC(0)=C
(0)C(0)=C2)C(0)=C1

100.0 [57]

(-)-Epigallo-
catechin gallte

Cnlc2c(c(=0)n(c1=0)C)[nH]cn2

100.0 [57]

Theophylline

C1C(C(OC2=CC(=CC(=C21)0)0)C3
=CC(=C(C(=C3)0)0)0)O

100.0 [57]

Epigallocatechin

CC1=CC(=O)NC(SCC(=0)NC2=CC(
C1)=CC=C20C2=CC=CC=C2)=N1

100.0 [56]

Cclnc(C)e(s1)C(=0)C2=C(O)C(
=0)N(CCCN3CCOCC3)C2c4ccce(c4)
[N+](=0)[O-]

101.38 [79]

CC(C)COC(=0O)N[C@@H](C(C)C)C(
=0)CCl

105.0 [32]

[H][Ce]56C[C@@H](C(=O)N[Ce]1

38

107.36 [84]

Dihydroer-




(C)O[C@J4(O)N(C1=0)[C@@H](Cc
2cccec2)C(=0)N3CCC[C@]34[H])
CN(O)[C@]5([H])Cc7c[nH]c8cccchbc78

gotamine

O=C[C@H](Cclenc[nH]1)NC[Ce@@H
J1C[C@H]2CCCC[C@@H]2CN1C(=0)
clecc(ccl)-cleececl

108.0 [81]

4twy [81]

CCN(CC)C(=0)CC[C@H](NC(=0)[C
@H](CC(C)C)NC(=0)[C@@H](NC(
=0)OCclcccecl)C(C)C)C(=0)clInccsl

112.0 [52]

CC(C)C[C@H](NC(=0O)[C@@H](NC(
=0)OCclcccec])C(C)C)C(=O)N]
C@@H](CCC(=0)O)C(=O)C(F)(F)F

116.0 [52]

CC(C)(C)OC(=0)N[C@@H](CC1=CC
=CC=C1)[C@H](0)CCl

128.0 [32]

CC(=0)Oclec2¢(cc1C(C)C)CC[C@
@H]1[C@]2(C)CCC[C@@]1(C)CO

128.9 [65]

CC(C)C[C@H](NC(=0)[C@@H](NC(
=0)[C@H](C)NC(=0)OCC1=CC=CC=
C1)C(C)C)C(=0)N[C@@H](CCC(C)
=0)C(C)=0

1345 [32]

O=C[C@H](Cclc[nH]en1)NC[C@@H
J1C[C@H]2CCCC[C@@H]2CN1C(=0
)clecce(-c2cccec2)cl

135.0 [81]

O=C[C@H](Cclc[nH]en1)NC[C@@H
J1C[C@H]2CCCC[C@@H]2CN1C(=0
)cleccecl-cleececl

135.0 [81]

CC(C)C[C@H](NC(=0)[C@@H](NC(
=0)[C@H](C)NC(=0)OCclcccecl)
C(O)O)C(=0O)N[C@@H](CCC(N)=0)
C(=O0)CE)(F)F

135.0 [52]

C=C1CC[C@H]2[C@](C)(CO)CCC[C
@]2(C)[C@H]1CC/C(C)=C\CO

137.7 [65]

CCN(CO)C(=O)CC[C@H](NC(=0)[C
@@H](NC(=0)OCclcceecl)C(C)C)
C(=0)clnc2cccec2sl

159.0 [52]

CC(Q)clec2c(cclO)[Ce@]1(C)CC
C[Ce@](C)(C=0)[Ce@@H]1CC2

163.2 [65]

[H][C@]12CCCC[C@]1([H])CN([Ce@
@H](CN[C@@H](Cclenc[nH]1)
C=0)C2)C(=0)clcce(Br)ccl

175.0 [81]

CC(C)C1=CC2=CC[C@H]3[C@](C)(C
(=0)0)CCC[C@]3(C)[C@H]2CC1

189.1[65]

CCOC(=0)\C=C\C(CCICCNC1=0)
NC(=0)C(CC(C)C)NC(=0)C(NC(=0)
C1=NOC(C)=C1)C(C)C

200.0 [68]

CC1=CC(0)=NC(SCC(=0)NC2=CC=
C(OC3=CC=C(C1)C=C3)C=C2)=N1

200.0 [56]
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CC(C)C1=CC=C(NC(=0)CSC2=NC=
CC(=N2)C2=CSC(COC3=CC=CC=
C3C1)=N2)C=C1

200.0 [56]

COC(OC)C1=NC(SCC(=O)NC2=CC=
C(C=C2)C(F)(F)F)=NC(0)=C1

200.0 [56]

CCCCC1=CC(C)=C(NC(=0)CSC2=N
C(C3CCCCC3)=C(C#N)C(=0)N2)C=
C1

200.0 [56]

FC(F)(F)C1=CC=CC(NC(=0)CSC2=
NC(C3=CC=CC=C3)=C(C#N)C(=0)
N2)=C1

200.0 [56]

COC(=0)[C@]1(O)CCC[C@]2(C)c3
ccc(C(C)C)ec3CC[C@H]21

207.0[]

CC(O)C[C@@H](NC(=0)[C@H](NC(
=0)COC1=CC=CC=C1)C(O)O)C(=0)
N[C@H](CC1=CNC=N1)C(=0O)cln
ccsl

210.0 [2]

CC(Q)clec2¢(cclO)[Ce@]1(C)CC
C[Ce@](C)(CO)[Ce@H]1CC2

220.8 [65]

C[C@H]1COC2=C1C(=0)C(=0)clc2
ccc2c1CCCC2(C)C

226.7 [67]

9.0 [67]

CC(Q)clec2e(ccl1O)[Ca@@]1(C)CC
[C@H](O)C(C)(C)[C@@H]1CC2

233.4 [65]

O=C[C@H](Cclenc[nH]1)NC[C@H]
1C[C@@H]2CCCC[C@H]2CN1C(=0)
clcee(ccl)-cleccecl

240.0 [81]

4wy3 [81]

CCOC(=0)C1=C(N)N=C(SCC(=O)N
C2=CC=C(C=C2)N(=0)=0O)N=C1

250.0 [56]

CC(O)COC(=O)N[C@H](C(C)O)C(=0)
N[C@H](CC(C)O)C(=O)N[C@
H](C[C@H]1CCNC1=0)C(=0)c1
ncesl

250.0 [2]

COclc2c(cc(cIN3C[C@@HJ4CCCNI[C
@@HJ4C3)F)c(=0)c(cn2C5CC5)C(
=0)O

249.0 [84]

Moxifloxacin

CCCCN(C)C[C@H]10[C@@H](CN[C
@@H](CC2=CNC=N2)C=0)CC2CC
CCC12

260.0 [83]

CC(O)C[C@@H](NC(=0)[C@H](NC
(=0)OCC1=CC=CC=C1)C(O)O)(
=0)N[C@H](CC1=CNC=N1)C(=0)
clncesl

260.0 [2]

CC(O)C[C@@H](NC(=0)[C@H](NC
(=0)OCC(O)(C)O)C(O)O)C(=0)
N[C@H](C[C@H]1CCNC1=0)C(=0)
cIncesl

280.0 [2]

O=clcc(-c2cec(O)cc2)oc2cc(O)
cc(O)c12

280.8 [65]
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C=C[C@@]1(C)CC[C@H]2C(=CC[C@
HI]3[C@](C)(C(=0)0)CCC[C@]23C)C1

283.5 [65]

CC(C)CC(NC(=0)C(NC(=0)C(CCC(
=0)OCC1=CC=CC=C1)NC(=0)OC
(O)(CO)C)C(C)C)C(N)=0

286.0 [32]

CCCN(CCQO)C(=O)CC[C@H](NC(=0)
[C@H](CC(C)C)NC(=0O)[Ce@@H](NC
(=O)[C@H](C)NC(=0)OCclcccccl)
C(O)O)C(=0)C(F)(F)F

297.0 [52]

CCOC(=0)\C=C\C(CCICC
NC1=0)NC(=0)C(CC1=CC=CC=C1)
NC(=0)C(NC(=0)C1=NOC(C)=C1)
C(C)C

300.0 [68]

CCOC1=CC=C(C=C1)NIC(=0)CC(S
C2=NC(C)=CC(C)=N2)C1=0

300.0 [56]

COCI=CC=CC(=C1)C1=C(C#N)C(
=0)NC(SCC(=0)NC2=CC=C(C=C2)N
(=0)=0)=N1

300.0 [56]

CC(SC1=NC(C2=CC=CC=C2)=C(C#
N)C(=O)N1)C(=O)NC1=CC=C(CI)C
=C1

300.0 [56]

cle(ce(c(c1F)CNC(=0)c2en3c(c
(c2=0)O)C(=0O)N4[C@H]5CC[C@H]
(C5)0[C@@H]4C3)F)F

302 [84]

Bictegravir

CC(C)(C)C1=CC=C(NC(=0)CSC2=N
C(C3CCCCC3)=C(CHN)C(=0)N2)C
=C1

350.0 [56]

CCCN(CCC)C(=0)CC[C@H](NC(=O)
[C@H](CC(C)C)NC(=0)[C@@H](NC
(=0)OCclececc1)C(C)C)C(=0)C
(F)E)F

363.0 [52]

CC1=CC=C(C=C1)C(NC(=0)OCC1=C
C=CC=C1)NC(=0)OCC1=CC=CC=C1

366.0 [32]

CC(C)[C@H](NC(=0)[C@H](CC1=CC
=C(0)C=C1)NC(C)=0)C(=O)N[Ce@
H](C)C(=0)N[C@@H](CC(0)=0)C(=
0)CCl

389.0 [32]

COC1=CC=C(C=C1)C1=CC=NC(SCC
(=0)NC2=CC=C(C=C2)C(C)C)=N1

400.0 [56]

CCCCN(C)C[C@@H]10[C@@H](CN]
C@@H](CC2=CNC=N2)C=0)CC2CC
CCC12

440.0 [83]

CCN(CQ)C(=0)CC[C@H](NC(=0)[
C@H](CC(C)C)NC(=0)OCclcccecd
)C(=0)clnccesl

462.0 [52]
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CC(Q)C[C@H](NC(=0)[C@@H](NC
(=0)OCclcccecl)C(C)C)C(=0O)N]
C@@H](CCC(=0O)N1CCOCC1)C(=0)
clncesl

478.0 [52]

CC1=NC(SCC(=0)NC2=CC=C(CI)C
=C2F)=NC(=C1)C(F)(F)F

500.0 [56]

0O=5(=0)(clcce(N)ccl)N(CC(C)
O)C[Ce@H](0O)[Ce@@H](NC(=0)O[Ce@
H]2CO[C@H]30CC[C@@H]23)Cc4cc
cccd

518.0 [84]

Darunavir

CCCN(CCC)C(=O)CC[C@H](NC(=0)
[C@H](CC(C)C)NC(=0)OCclcccecd)
C(=O)C(F)(F)F

584.0 [52]

CCN(CQO)C(=0)CC[C@H](NC(=0O)[C
@@H](NC(=0)OCclcccec1)C(C)O)C(
=0)clnccsl

614.00 [52]

CCCCN(C)C[C@@H]10[C@@H](CN]
C@@H](CC2=CNC=N2)C=0)CC2CC
CCC12

780.0 [83]

CCOC(=0)\C=C\[C@@H](C[C@@H]
1CCNC1=0)NC(=0)C(CC=C(C)C)C
C(=0)[C@H](NC(=0)C1=NOC(C)=C1
C(C)C

800.0 [68]

C[C@H](NC(=O)[C@H](CC1=CC=CC
=C1)NC(=0)OCC1=CC=CC=C1)C(
=0)N[C@@H](CCC(N)=0)C(=0)C(F)
(F)F

844.0 [32]

C[C@H](NC(=0)[C@H](CC1=CC=CC
=C1)NC(=0)OCclcccecl)C(=O)N[C@
@H](CCC(N)=0)C(=O)C(F)(F)F

844.4 [85]

CCOC(=0)\C=C\C(CCICCNC1=0)
NC(=0)C(CC(=0)C(NC(=0)C1=NO
C(C)=C1)C(C)C)CC1=CC=CC=C1

870.0 [68]

CC(=O)N[C@@H](CO)C(=O)N[C@@
H](C)C(=0)N[C@H](C(=0)N[C@@H]
(CC(C)C)C(=0)N[C@H](C=0)Cclcece
c1)C(C)C

2000 [16]

CC1C(C(C(O1)OC2C(C(C(C(C20)0)
N=C(N)N)O)N=C(N)N)OC3C(C(C(C
(03)CO)0)O)NC)(C=0)O

2134 [84]

Streptomycin

Clclec2nece(c2ecl)NC(C)CCCN(C
C)CCOo

3584 [46]
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