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Table S1. Inhibition rates of negative compounds in the primary assay.

1D SMILES Inhibi | Stan
tion dard
rate devia
of tion
orima | of
ry four
assay | assay
at 10 | %
uM

296112 | C#CCNC(=0)C1CCN(CC1c2nene(c23)n(Cne3 6.9 9.1

9172

282066 | C1CCCC1NC(=0)CC2CCN(CC2)c3nenc(c34)n(Cncd 23.2 |55

8426

Z11271 | ¢1nn(C)e(c12)nenc2N3CCCN(CC3)cdnceend 11.2 | 15.3

22422

257385 | clee(C)ecelCn(ne2)e(c23)nene3N(CC4)CCC4AC 9.8 7.9

379

764640 | c1nn(C)c(c12)nenc2Nel(ce3F)ec(F)e3N4CCCC4 7.7 13

0624

723448 | clceee(CDelCn(ne2)e(c23)nene3N(CC4)CCC4C 11.3 |83

4874

758286 | clceecelCn(ne2)e(c23)nenc3N4CCCC4 11.1 |59

917

713572 | COC(=0)Cn(nc1)c(c12)ncnc2N(C3)CCC34CCCCCC4 4.8 | 11.2

54472

799486 | 01CCOC12CCN(CC2)c(ne(c34)n(C(C)H(C)CInec3)nc4N(CC5)C | 13.6 | 9.2

8030 CC560CCO6

711722 | clece(Checcl1Cn(ne2)e(c23)nened-ndcencd -2 13.5

35384

711722 | clcececelCn(ne2)e(c23)nened3-n4cencd -5.6 5.2

35373

722891 | CCCCNC(=0)CN1CCN(CC1)e2nenc(c23)n(Cnes 109 |5.2

4588

722900 | COclcc1)c(0OC)ecc1CCCN(C)e2nence(c23)n(CIne3 19.4 | 4.1

1636




714498 | CC(C)(C)n(ncl)e(c12)ne(C)ne2N(CCO)CCOCCEF)(F)F -0.6 14.3
82931

712624 | CN(C)CC(C)(C)C(C)Nclnenc(c12)n(ne2)CC(=0)0C 3 4.1
02580

735432 | FC(F)nlcenc1CN(C)e2nenc(c23)n(C)ned 26.2 | 7.2
0796

775156 | CC(C)(C)OC(=0)NC1CCCN(C1)c2nenc(c23)n(C)ne3 15.2 | 5.2
0976

714498 | CC(C)(C)nncl)ec(c12)nc(C)nc2NCe3cenc(c34)ceced -9.3 6.4
94301

714199 | COC(=0)Cn(nc1)c(c12)nenc2N3CCCCC3CCC(C)C -4.5 12.3
66801

783812 | clccecec1CN(CC2)CCC2CNe3nenc(c34)n(C)ncd 7 3
3396

715289 | CC(C)(C)n(ncl)c(c12)nenc2N(C)Cedece(F)eed -10.4 | 9.6
87212

757075 | clee(Cheec1Cn(ne2)e(c23)ncnc3N4CCCC4 20.1 | 11.3
568

711241 | CCN(CC)C(=0)C1CCCN1c2nenc(e23)n(Cned 10.7 | 13.6
61607

725737 | C1CCCC1C(=0)N2CCN(CC2)c3ncene(c34)n(CInc4 3.5 12.2
2954

764593 | C1CCCN1C(=0)C(=0)N2CCN(CC2)c3nenc(c34)n(CIncd 109 |9
2702

711704 | COCC(=0)N1CCCCCC1C2CCN(CC2)e3nenc(c34)n(C)nc4 4.3 10.7
27283

722383 | C1CC=CC1CC(=0)N2CCN(CC2)c3nenc(c34)n(CInc4 -17.7 | 21.9
5066

722382 | CCCNC(=0)CN1CCN(CC1)c2nenc(c23)n(C)ned 16.3 |9
0614

735431 | CC(C)NC(=0)CN1CCCN(CC1)c2ncne(c23)n(Cine3 1.9 6.5
1120

722900 | clccee(F)c10CCN(C)e2nenc(c23)n(CIned -7.5 17.7
0416

757463 | clce(ClecelCn(ne2)e(c23)nene3N(CC4)CCC4C 10.8 | 9.2

350




722900 | clecccelOCCCNe2nenc(e23)n(Cine3 25.7 6.1
8208

732869 | CNC(=0)clceclce1)CN(C2CC2)e3nenc(c34)n(C)ncd 24.7 | 16.4
3906

722862 | clccee(CDelCn(ne2)e(c23)nene3N(C4)CC(C)CC4C 6.4 5.2
9416

714086 | COC(=0)Cn(nc1)c(c12)nenc2N(C)C(C3CC)CCCC3 13.5 | 14.7
93759

713484 | COC(=0)Cn(nc1)c(c12)nenc2NC(C(C)C)CO 5.1 6.4
40370

764659 | clceec(OC)c10CCN(C)e2nenc(c23)n(C)ned 23.7 | 12.9
9014

724167 | CCNC(=0)CN1CCN(CC1)c2nene(c23)n(C)ne3 6.6 13.8
0488

711722 | clec(C)ece1Cn(ne2)e(c23)nened-ndcencd 1.9 11.9
35399

715290 | CC(C)(C)n(ncl)e(c12)nenc2N(CC3C)CCN3CCOCC 26.4 |3.1
33298

772908 | CCC(=0)N1CCCN(CC1)c2nenc(c23)n(CIned 18.7 | 8.7
1474

757170 | clce(ClecelCn(ne2)e(c23)nenc3N4CCCCC4 13.7 | 8.7
044

790963 | clceee(c12)n(CC)e(n2)CN(C)e3nenc(ec34)n(C)ncd 21.2 8.1
6296

711375 | OCCCSCCNclnenc(c12)n(C)nc2 3.6 11.3
93738

713798 | COC(=0)Cn(ncl)clc12)nenc2N(C(C)C)CCCCC 4.8 4.3
75764

722382 | CCN(CC)C(=0)CN1CCN(CC1c2nenc(e23)n(C)ned 5.3 8.5
1658

780825 | clec(F)eec1CCN(C)e2nenc(e23)n(C)ncd 11.5 11.3
0054

799486 | C1CCCN1C(=0)CN(C)c2nc(ne(c23)n(C(C)(C)Cne3)N(C)CC( | 24.8 | 7.2
6276 =0)N4CCCC4

722873 | cleececec10CCN(C)e2nenc(c23)n(CIned 14.4 |75

4336




716408 | CC(C)(C)n(ncl)e(c12)nenc2NC(C)Cedec(O)e(O)ee3d -18.9 | 12.6
90828

715014 | OCCNCCNcleee(NCCNCCO)e(c12)C(=0)e3c(C2=0)c(O)cecd | -5.9 7.5
80425 O

715466 | C1CN(C)CCN1Cc(cc2)ecc2C(=0)Ncleed)ec(c3C)Ne(nd)ncecd-c | 4.6 10.4
24232 5ccench

756227 | clceee(0)e1C(=0)c(c2)enc(c23)n(CCOIned-cdcccecd 26.1 7.5
192

724437 | COclcc1)c(OC)cc1C(N2CCOCC2)CNe3nc(-cdccened)ne(eds)ee | 4.1 15.2
3888 ccd

755864 | clc(Chceee(0)ec1C(=0)ce(e2)enc(c23)n(CCOIne3C 12.7 |3
190

755864 | clc(F)eec(0)e1C(=0)c(c2)enc(c23)n(CCOne3C -5 7.6
153

755864 | c1c(CDee(Che(0)ec1C(=0)c(c2)enc(c23)n(CCOne3C 24 4.9
338

756811 | Ce(c1)cec(c1CINC(=0)c2cclccc2)Nelnel(ed4)cec(Ched)ned-cbeee | 15.8 | 2.8
117 ccd

722061 | clcec(CDec1NC(=0)c2ccec(cc2)Nel(ne(ed4)ceee4)ned-cheeeeeh -4.8 8.5
7850

757380 | clceece1NC(=0)c2cclcee2)Nelne(ed34)cee(Br)ed)ned-cbeeeeeh 21.8 | 8.5
492

722061 | clce(O)ecc1NC(=0)c2ce(cce2)Nelne(ed4)cee(C)ed)ned-checeeed | 2.5 8.3
7840

714127 | clcee(C)e(c1CINC(=0)c2cece(cc2)Nelnel(ed4)ce(Cecd)ned-cece | 4.9 10.2
55282 ccd

757110 | clceccel1NC(=0)c2cce(ce2)Nelne(ed4)cee(C)ed)ned-cbeeeeeh 9.9 7.7
409

756811 | clceecel1NC(=0)c2cce(ce2)Nelne(ed34)cee(Br)ed)ned-cbeeeeed 10.4 3.5
126

715518 | cleec(OC)ecc1NC(=0)c2cec(cec2)Nel(ne(ed4)cee(C)ed)ned-cHeecee | 9.7 7.8
44014 5

722061 | Celecc(cc1)NC(=0)c2cce(ce2)Nelne(ed4)cee(C)ed)ned-cbeceeed | -5.4 5.6
7848

756808 | clce(Checc1NC(=0)c2ccec(cc2)Nel(ne(ed4)cee(Cled)ned-cbeeeee | -12.1 | 6

888

5




715400 | clceec(CDelN(CC2)CCN2C(=0)c3ecleced)Nelnelcd5)eec(CDes | 9.6 5.6
85909 | )nc4-c6eeeec6

714093 | clceee(CDe1N(CC2)CCN2C(=0)c3cce(ce3)Nelnel(cd5)eee(Br)es | 6 21.5
31242 | )nc4-c6eeeec6

714137 | clecee(CDelIN(CC2)CCN2C(=0)c3cccleed)Nelnel(ed5)ee(Cecs | -2.9 11.7
67126 | )nc4-c6eeeec6

757380 | clceecel1N(CC2)CCN2C(=0)c3ceclced3)Ne(nel(edb)eee(ChebIned | 11.8 | 6
489 -c6eeeccb

756832 | CCCOc(cel)ecel-cne(c23)eceed3)nc2Ne(c4)cec(CleaCl 2.6 3.2
109

790250 | clceee(C2=0)c1C(=0)c(c23)ccce3NC(=0)CN4CCN(CC4)Cchee | 6.2 6.1
646 cc(ch6)ceech

757110 | C1CN(C)CCN1C(=0)c2ccclcc2)Nel(neled4)cee(Cled)ned-cbeee | 17.6 | 8.1
492 cch

756844 | COc(ccl)cec1Ne2nenc(c23)ccecd 12 9.2
693

227073 | COc(cel)ecc1Ne2nence(e23)ecc(Ched 9.4 13.5
5308

728180 | COclc(OC)cec(c1)Ne2nenc(e23)cecee3 3.6 9.7
2592

757081 | CCOc(cc1)cecc1Ne2ne(C)nele23)ceeed 104 |79
336

739785 | COCCOc(ccl)cec1Ne2nene(c23)ceee3 1.5 3.9
8992

722875 | clce(Checl(c12)nenc2Ne(ed)cee(c34)OCCCO4 23 7.4
9408

211833 | clecee(F)e10CCNe2nene(e23)ec(0C)e(e3)0C 25.3 | 10.1
2870

711852 | clecee(c12)OCC(02)CNe3nenc(e34)ce(Chec4 26.9 |74
7078

746381 | clecc(0C)e(0C)e1CN(C)CC(=0)Ne2eeec(c23)C(=0)c4c(C3=0) | 2.3 7.7
324 cceed

746444 | clceec(CDe1C(C)NCC(=0)Nc2ecec(c23)C(=0)c4c(C3=0)ccecd | 3.7 10.7
703

746313 | clcec(OC)ecc1CN(C)CC(=0)Ne2eceee(c23)C(=0)c4c(C3=0)ccced | -0.5 17.1

150




746372 | COclcc1)e(OC)cc1CN(C)CC(=0)Nec2cecee(c23)C(=0)c4c(C3=0) | -1.1 | 6.7
242 cceed

757976 | clc(Cheec(0)ec1C(=0)clen2)en(c23)nc(n3)CCCO 7.5 13.4
235

757975 | cle(F)eec(0)e1C(=0)c(en2)en(c23)nc(n3)CCCO 22.7 | 7.1
467

746320 | CCOclcc1)e(0C)ec1CN(C)CC(=0)Nc2ceec(c23)C(=0)c4ce(C3= | 17.1 | 14.8
490 O)ccee4

716342 | CCOclcc1)c(0C)ec1CN(CC)CC(=0)Nc2eeec(c23)C(=0)c4c(C3 | 16.3 | 16.7
0324 =0)ccec4d

746421 | Cclce(C)ecccINC(=0)CN(C)CC(=0)Nc2eeee(c23)C(=0)c4c(C3= | 26.7 | 3.8
033 O)ccec4

746504 | clceec(c1C)N(CC2)CCN2CC(=0)Ne3cecee(c34)C(=0)c5c(C4=0 | 3.6 12.3
318 )ceeeh

746200 | clceee(CDe1IN(CC2)CCN2CC(=0)Ne3ceece(c34)C(=0)che(C4= | 2.5 8.6
293 O)cceeh

746223 | Cclce(C)ecccIN(CC2)CCN2CC(=0)Ne3ecec(c34)C(=0)ch5e(Ca= | 17.3 | 6.5
556 O)cceeh

744516 | clceec(0)c1N(CC2)CCN2C(C)C(=0)Ne3ecec(c34)C(=0)che(C4 | 5.2 6
332 =0)ccech

746203 | clecee(CDecIN(CC2)CCN2CC(=0)Ne3ceeec(c34)C(=0)che(C4= | 13.2 | 5.3
278 O)cceeh

746174 | clcecccl1N(CC2)CCN2CC(=0)Ne3ceeec(e34)C(=0)c5e(C4=0)ce | 15.4 | 4.6
104 cch

746211 | nlceencIN(CC2)CCN2CC(=0)Ne3ecec(c34)C(=0)ch5c(C4=0)cc | 15.9 | 6.7
489 ccd

756759 | CICC(=0)Nclceee(c12)C(=0)c3c(C2=0)ccce3 17 6.1
010

712300 | CC(C)(0O)COc(cel)ecc1Ne2ec(Chnec(n2)N 17.7 | 6.9
97675

713315 | clee(CInclc12)ncee(c20)C(=0)NCC(CO)Ce3c(F)ece(F)ed 139 |4
48892

731253 | COclc(CDeelce1)Ne2ne(-c3ccened)ne(c24)ceccd 0.8 5.9
513

723961 | COc(c1)c(OC)ce(c1C)Ne2ne(-c3cenced)nc(c24)cecc4 1.9 7.4

7942




731184 | clccee(c12)nc(-c3ccened)ne2Ne(ecd)cec(c45)OCCCO5 0.8 6.8
275

731070 | clcec(OC)ec1C(IN2CCCC2)CNe3nc(-c4ccened)ne(eds)eeeeh 22.8 | 6.8
725

725060 | clecee(c12)nelc(c2C)C(=0)0CC)COC(=0)C34CC5(0)CC(C3) | -0.5 | 19.8
862 CC(C4)C5

719211 | C1C(C2)CC(C3)CC2CC13NC(=0)COC(=0)c4c(CC)c(CCCIne( | 2.3 3.3
8176 c4b)ceeed

726510 | C1C(C2)CC(C3)CC2CC13C(CINC(=0)c(cd)ecc(c45)C(=OIN(C | -1.8 | 5.5
790 5=0)Cc6cence6

248754 | C1ICCCCCINC(=0)Cn(\c(s2)=C\C(=0)C(C)(C)C)c(=0)\c2=C | -7.9 | 5.1
256 \c3ccec(c34)ceecd

718260 | COc(c1)cec(0OC)c1INC=C\C(=0)OCC(=0)Nc(ccec2)c2C(=0)NC | 14.4 | 5.9
190 3CCCC3

725878 | N#Cc1c(=0)n(C2CC2)cclc1)C(=0)c3clcec(C)e3)OCC(=0)Nelc4 | 6.9 5.3
227 )eee(ca5)CCCH

789960 | Cclesc(=0)n1CCC(=0)0Cc2csc(n2)Nedecelee3)OC 19.7 | 4.7
427

721774 | C1COc(c12)cce(c2)C(=0)CN(C3=0)C(=0)c(c34)ccecs 3.5 9.7
7250

794211 | clceee(c12)[nH]e(c2)CNC(=0)c3c(=0)cc(C)n(nd)-clcc4C(F)(F) | 0.2 16.2
6646 F)ceed

756951 | Cclcce(ec1)-c2nn(c(c23)nc(C)ee30)-cdcececd 24.2 | 6.4
930

722105 | clcceeel-clcco2)c2C(=0)NCCn(c(n3)C)c(c34)ceccd 0.4 12.3
0600

790787 | clceee(c12)n(CCC)ec(n2)NC(=0)c3c(CInc(sd)-cdcces4 6.9 5.7
213

716705 | Cclc(IN+]([0-D=0)cc(cc1)NC(=0)c2c(CInclce2)-c3cceced 15.2 | 5.8
0178

756915 | clccee(c12)nc(-c3cenced)cc2C(=0)N(c4oc(-c5eecco5)c(c4C#N)-¢ | 13.1 | 10
658 6ccco6) C(=0)cTec(-c8cence8)nel(c79)cecc9

710434 | C1CCCCCINC(=0)c2cclecc2)NC3=C(CDC(=0)N(C3=0)Cc4cc | 11.2 | 5.7
2398 cccd

711158 | clecee(c12)oc(c2)C(=0)Nc(e3)eec(CDe3C(=0)0C -8.3 7.1

1602




714432 | CC1C(C)0c(c12)c(cec2)C(=0)Neleced)ce3C(=0)Ne(c4C)e(=0)n | 13.9 | 9.9
3220 (n4C)-chceceeh

738525 | Cc(n1)scc1CSclce2)cec2C(=0)Neleed)ccc3CN(CC4)CCN4CC -18.4 | 10.4
9374

744306 | clceee(c12)NC(=0)C\2=C\c3csc(n3)-c4cec(Clec4 -14.4 | 21.7
217

799494 | clccee(c12)ne(-c3ccesd)ecc2C(=0)N(CC4)CCC4C(=0)Nc(e5)eee | -5.2 4.9
490 (c56)0C06

782133 | CNC(=0)clcec(=0)n(c1)Ce2cc(=0)oc(c23)cc(CC)ec3 20 11.5
6010

213235 | CN(C)C(=0)C1CCCN1C(=0)Nc2cec(ce2)OCCN3CCN(C)CC3 | 10.9 | 19.5
62595

728668 | N#Cclceelce1)C(=0)Nelce2)cec2-c(nd)en(c34)ces4 149 |43
391

716825 | cleeeec1C2=NN(CC2)C(=0)CSc(n3C4CC4)nnc3COcsc(Chece | 16.7 | 9.8
131 cH

791710 | Cclnc(nol)-c2ceclcc2)OCC(=0)Neleeed)ce3C(=0)Nelec4C(F)( | 15.1 | 8.1
837 F)F)cccd

711392 | N#Cc1lc(C)e(C)nnelNCC(CC2)Cn(c23)c(nnd)C(C)C 25.8 | 10.1
11749

725491 | 01COc(c12)cec(c2)CNC(=0)CSc(n3)n(-c4cecced)ced-chec(N+] | 0.8 9.5
415 ([0-D=0)ccc5

752934 | C1CC1INC(=0)CNc2cclcee2)S(=0)(=0)N(C)c3cccees 5.4 7.7
197

740372 | 01COc(c12)ce(cc2CDC(=0)NC(C)e(nn3)n(c34)CCC4 3.9 7.6
8182

736419 | clceee(c12)oc(c2COC)C(=0)Ne3celcee3)N(C4=0)CCO4 11.8 9.9
8102

759591 | C1CCCCCINC(=0)c2cc(C)e(cc2)NC(=0)NCCCCN3CCOCC3 | 1.8 6.3
3416

791187 | nlcenenl-c(ce2)ecc2C(=0)NCCc(nn3)n(c34)ccec4 23.7 |3
460

738165 | Cn(c1)c(=0)[nH]c(=0)c1C(=0)N2CCN(CC2)Cc3cscnd)-c4cee( | -4.9 3.3
6616 cc4)0C

756949 | CCOC(=0)c1c(NC(=0)CCDcc(s1)-c2ccc(F)ec2 -2.4 3.1

551




778597 | clece(F)ec1CC(=0)Ne(no2)ne2-c3cecced 2.2 6.4
2562

748851 | clceec(CDe1Cnlc(C)e2)e(C)e2-c3esc(n3d)Neled)eee(c45)0CCO5 | -8.2 10.6
471

722056 | CCcl(c1)sc(c12)nc(C)nc2Ne3ec(O)cee3 1.1 9.3
4906

725329 | slcccc1CN(CC)C(=0)c2ce(n[nH]2)-c(ced)cce3C -3.5 2.4
3494

710411 | clce(CDec(e1C)-n(ne2)e(c23)nence3Nedcece(ecd)Ocheee(Clech 114 | 4.1
13978

728655 | slccecc1\C=C\C(=0)Nc2nnc(s2)SCe3c(Clecce3Cl 2.8 3.4
806

789291 | Ce(c1)een(c12)ce(n2)C(=0)Ne(ed)cec(c34)0CO4 18.7 |27
848

719514 | CCOclccl)ece1-n2¢(SCC(=0)c3cces3)nne2-cdc[nHle(c4b)ecees | -2.8 4.5
186

715656 | CCCC(C)NC(=0)COC(=0)CC(clcceccc1)NC(=0)c2e(Checec2 12 12.3
934

738165 | Celcl)cee(c12)[nH]e(c2CDC(=0)Ne(ed)cec(e34)[nH]e(=0)[nH]4 | -5.3 4.1
4216

722537 | clceceel-c(n2)e(n(c23)cc(C)ecd3)NC(=0)CCednccl(o4)-cseee(Che | -7.3 15.2
4568 ch

724132 | FC(F)Oc(cel)eecc1\C=C\C(=0)OCC(=0)NCc2c(CDcccc2 6.9 7.7
420

716764 | clc(F)ec(F)cc1NC(=0)c2ec(IN+]([0-])=0)c(cc2)NC3CC3 6.8 12.8
8830

722699 | C1COCCN1Cc2ccclcc2)NC(=0)CSc3ncenc(c34)n(ned)-cbece(F) | 8.9 7.6
8132 cch

726706 | cleeeecclCC(C(=0)NC(C)CCCINC(=0)OCc2ccccc? -11.7 | 1255
965

Z71577 | cleceec1C(=0)c2ccc(cc2)C(=0)Ne(ec30)ncced -3.9 14.8
556

725043 | cleceeel-n(n2)e(C)e(c2CINC(E=0)COC(=0)e3ne(-c4cecceced)n(nd | 12.6 | 6
114 )-c5eeeeeh

788541 | CCNC(=0)C(C)NC(=0)c(c1)clcelc12)ceec2)OCe3c(CInoc3C 10.1 | 6.9

443




736598 | C1CCCCCC1IN(C)C(=0)c2n[nHlc(c23)cce(cd3)IN+]([0-])=0 3.5 11.8
6106

729325 | Celenc(s1)NC(=0)c2celcce2)S(=0)(=0)N(C)c3cc(Clece3 -2.4 4.5
776

796618 | FC(F)(F)CCN(CC)C(=0)clce(Br)cecl 20 12.2
1786

782156 | clsccc1C(=0)0OCc2csc(n2)Nedceec(ce3)OC -5.8 8.2
307

731461 | clce(F)eecel-nlc(c23)nene30)cc2-cdeccecd 5.3 9.3
7634

744307 | 01CO0c(c12)ce(cc20C)/C=C(\C#N)c(n3)[nH]c(c34)ccec4 11.1 | 34
701

737250 | c1[nHlncc1NC(=0)C2=NN(c3cceced)C(C2)cdcceccd 3.8 8.2
4624

715951 | N#Cclc(CDecl(ece1)NC(=0)COC(=0)CC(c2cccecc2)NC(=0)c3cee | 2.2 7.7
070 cc3

710120 | Celce(0)elcec1)NC(=0)c2eclcecc2)NC(=0)0CC 13.1 | 13.6
7250

726860 | CCC(C)clclecccc1)NC(=0)c(c2C)oc(c23)cec(c3)0C 19 9.8
269

756846 | clceeecel C[C@@H](NC(=0)c2cces2)C(=0)OCC(=0)NCc3cceced | 12.1 | 6.7
281

725532 | Cclnoc(C(C)C)ec1C(=0)Nc2ceelce2)Nedeeelee3)OC -5.2 6.4
1108

728878 | clceeec1CC(C(=0)NCC2CC2)NC(=0)OCe3cceced -1.1 10.7
8168

718159 | slcccclCNC(=0)COC(=0)/C=Clc2cce(cc2)OCC=C -10 17.3
821

731933 | [nH]1c(=0)oc(c12)cec(c2)NC(=0)/C=Clc3ccc(03)C(C4)C4C -4 20.1
3156

712637 | CCOC(=0)clccelcc1)NC(=0)clee2)ce(c23)nene3Neleed)eec4C( | 20.4 | 10.4
14226 | =0)OCC

719446 | Ccloc(=0)cc(C)ec1C(=0)0Cc2esc(n2)Nedeeel(ee3)0C 12 8.3
1442

774888 | olccec1C(=0)NCCC(=0)Nc(c2)cee(c23)[nHle(n3)-cdc(F)cee(F) | 3.2 3.2

8318

c4




772956 | clececc1\C=C\C(=0)Nc2cec(ce2)NC(=0)c3c(C)once3 5.1 8.7
4206

750079 | CC1=C/C(CC1)=N\NC(=0)c2c(N)cc(s2)-c3cec(Cl)eed -8.1 6.6
382

716033 | clceeccc1COC(=0)NC(Ce2c[nH]e(c23)ceee3)C(=0)OCC(=0)Ne | 4.4 11.5
354 4ceec(C)edC

756910 | COc(cc1)ccc1CCNC(=0)C(=Cc2ccco2)C(=0)NCCc3ccclce3)OC | 5.1 7.2
691

799396 | clcec(F)ec1CCNC(=0)C(Ce2ccece2) C(=0)NCCe3cc(F)ece3 -5.9 7.6
0742

757455 | OCCNclnenc(c12)n(-c3cec(F)ced)ce2-cdcececd 2.4 7.4
953

736280 | Cclce(Chec(c12)ccen2 11.7 | 11.3
7152

723554 | clee(C)nele12)ec(Chece2 13.5 |85
2858

729546 | Fclcee(C)elel2)ncee? 0.2 | 3.7
1060

755928 | Cclee(Chnel(c12)e(C)ece2 2.5 3.8
967

757012 | Ceclee(Chne(c12)ccec2 -5.1 4.5
199

756347 | Cclee(Chnel(c12)cc(C)ec2 4.6 11.8
058

721217 | Clelce(C)ecelc12)ccen2 4.6 6.5
0818

711982 | Clelce(C)enclc12)ceec2 6.7 10.5
19341

736187 | clcenc(c12)cce(F)c2 12.6 9.2
8560

710448 | clccee(c12)ne(Chec2 159 |88
5978

743151 | cle(Br)cee(c12)ncec2Cl 17.4 | 5.2
1594

741565 | CclelnHle(c12)ccee2 13.3 | 17.6

3134




711712 | clece(C)elc12)[nH]ec2 19.7 7.8
17428

712031 | Ce(c1)[nHlc(c12)cee(Cle2 -5.1 8.6
62600

712108 | clce(Br)ec(c12)ncec2Cl 5.8 7.6
89726

743151 | clcee(Br)e(c12)ncec2Cl 10.1 | 11.3
1746

756926 | clce(CInclc12)ceec2 20.3 | 6.1
563

738497 | clce(C)ec(c12)[nH]cc2 11.8 |74
0524

757369 | Celc1)c(C)eclc12)n(C)en2 -20.8 | 8.6
984

238272 | clelnHlc(c12)ce(F)ee2 17 13.8
3676

710208 | Clclc[nH]e(c12)ccee2 -2 6.1
23312

711609 | clcnHlc(c12)cce(F)c2 16.7 | 6.6
02020

733092 | BrCclce(Cleel(c12)ceen2 -3.1 9.8
2562

733092 | BrCclc(Clecee(c12)ceen2 2.8 10.8
2554

733091 | clelnHle(c12)ece(e2)-c3eceees -7.6 4.1
7140

724327 | nlccee(c12)ccec2F 2.7 | 8.7
7338

712031 | Ce(c1)nHle(c12)cee(F)c2 -3.3 | 4.8
62476

756766 | clceen(c12)c(C)e(c2)-c3cceced -5.9 6.9
547

714765 | clee(CDee(c12)nenc2Cl 109 |6
2344

772760 | Clclncnc(c12)ccce2F 1.9 3.1

0806




711999 | clecee(c12)nenc2Cl 6.7 9.6
0038

756924 | Cclce(CDne(c12)e(Cee(C)e2 1.6 0.9
486

738497 | Cclccec(c12)[nH]ce2 15 5
0526

712691 | Breleee(C)e(c12)nece2 -19.9 | 7.3
73059

753833 | nlcn(C)elc12)ccec2 14.6 | 11.4
303

757200 | Ce(c1)[nHle(c12)cece2 11.3 | 3.9
682

711999 | clce(CDeec(c12)nenc2Cl 5.4 11.7
0034

710447 | clcenc(cl12)ccee2 5.3 13.6
2852

712168 | CC(C)(C)nlen1)elc12)ccee2 13.4 |84
14187

756174 | clceee(c12)[nH]e(c2)-c3cecced 15.1 | 16.2
838

757983 | ClCc(c1)c(CDnc(c12)ccec2 3.8 10.8
000

731611 | cle(Br)cee(c12)nenc2Cl 7.2 3.1
8462

712692 | clee(C)nelcl12)ece(Br)c2 -2.2 6.9
15995

756347 | ClCc(c1)c(CDnc(c12)cc(C)ec2 -6.4 10
310

733091 | BrCclcce(F)ce(c12)ccen2 17.8 | 17.1
1506

757114 | cleceec1C(CInlen2)e(c23)cceed 20.5 |5
897

790019 | clceecec1COc(c2)cee(c23)neced 3.4 13.4
8800

722302 | CNC(C)clecc(cel)-nlen2)e(c23)ceee3 19.3 |29

6186




729546 | COc(ccl)ceel-n(c(c23)nene30)ce2-cdeecced -7.6 15.8
3532

755627 | Cclee(Cnelc12)n(-c3ccceed3)ne2-cleced)cecdC -8 6.9
443

757456 | OCCNclnenc(c12)n(-c3ceelce3)OCC)ec2-cdeccecd -2.3 23.6
164

756801 | Nclncnce(c12)n(ne2)-c3ceeced -5.9 4.9
548

731460 | NNclncne(c12)n(ne2)-c3cec(Cleed 23.1 | 19.9
6428

768084 | O=clcc(C)[nHle(ec12)n(CCOIne2-c(c3C)ecee3 -3.7 7.8
2008

728578 | CN(C)clnence(c12)n(ne2)-c3cec(Feed 5.5 3.8
2396

757979 | CCclceelcel)-c2nn(c(c23)[nHlcl(ece3=0)COC)-c4cceecd 2.7 5.7
075

757979 | clcececl-n(c(c23)[nH]e(CC)ee3=0)nc2-cdcceecd 13.3 |6
355

757455 | OCCCNclnene(c12)n(-c3cceced)cc2-cdcececd 5.7 7.6
954

757455 | OCCCNclnene(c12)n(-c3ccelce3)OC)cc2-cdeccecd -6.7 9
872

722041 | CON(C)clncnc(c12)n(ne2)-c3ceceed 7.2 4.3
6906

757455 | cleceecl-c2en(-c3cce(F)eed)c(c24)nenc4aN5CCOCCH -14.4 | 14.3
467

722783 | Nclnene(e12)n(c(C)e2C)-c3cec(O)ce3 219 |75
2758

790124 | Nelnenc(e12)n(c(C)e2C)-c3cce(Chec3 6.7 6.6
734

790122 | Celccelee1)-n(c(C)e2C)e(c23)nenc3N 8 14.7
142

757455 | clcececl-c2en(-c3ceclce3)OC)c(c24)nencaN5CCOCCH -4.2 13.3
905

756995 | slcceel-clec2C(F)(F)F)nce(c23)n(-c4cceec4)ned-clees)eee5C -3.3 4.7

257




756865 | nlncn(clc23)enc2n(ned)-cdcececd -11.2 | 1.9
447

756852 | clceee(c12)n(C)e(n2)-c3c(N)nlc(c34)c(=0)n(CInc4[N+]([0-)=0 | -3.2 10.1
588 )C5CCCCC5

728574 | nlncn(clc23)enc2n(ned)-clcd)cec(Che4Cl -10 24.2
9166

710856 | n1nnn(c1c23)c(C(F)(F)F)nc2n(ned)-cdcc(Cleecd 4.5 5.5
7154

757455 | COCCNclncnc(c12)n(-c3cee(F)eed)ce2-cdcecced 159 | 10.4
935

768088 | 0=C(0)clcc(C2CC2)nclc13)n(CCO)ne3-cdcees4 10.5 | 10.3
3240

757455 | COCCNclnene(c12)n(-c3ccelce3)OC)cc2-cdeccecd -3.7 15.3
912

756763 | clcceec1C(=S)Nele2-c3eccee3)ndnc(n(c4c25)CCCCH)-c6eeclecb | -7.9 10.9
501 )OC

723757 | N#Cclee(IN+]([0-])=0)clec1)Oclec2)ecc2-n(c(C)e3C)e(c34)nen | -0.4 2
6460 c4N

721131 | CCNclncnc(c12)n(ne2)-c3cceced 8.7 5.2
1232

722032 | CCNclnence(c12)n(ne2)-c3cce(F)eed 4.6 10
4560

712182 | clecee(CDe1C(0)Cn2enc(c23)ncne3NC 7.2 6.8
91815

723867 | C1CCN1c2nenc(c23)n(ned)-cdceeced 2.6 6.6
6528

756792 | FC(F)Oc(cel)eeel-c2en3ce(n(c3c24)CCCC4)-cbeeeeeh -3 10.5
085

722040 | C1CC1Nc2nenc(c23)n(ned)-cdceeced 9.9 5.2
4372

722040 | C1CC1Nc2ncenc(c23)n(ned)-cdcce(F)ecd 18.4 14.9
4374

210411 | COc(cel)eeel-n(ne2)e(c23)nenec3NC4CC4 22.7 | 10.1
14058

722040 | OCCN(C)clnenc(c12)n(ne2)-c3ceceed 4.7 8.1

3918




792132 | CCCN(C)clncenc(c12)n(ne2)-c3cceced 7.5 1.4
0356

756844 | [0-][N+](=0)c1nn(CC)c(=0)c(c12)n(C3CCCCC3)c(N)c2-c(nd)o | 1.6 3.8
776 c(c45)ceech

711843 | C=CCNclncnc(c12)n(nc2)-c3ceeee3 103 |7

8576

723490 | 01CCCC1Cn(c(C)e2C)c(c23)nenc3N 1.8 6.5
4272

757456 | CN1CCN(CC1)e2nenc(c23)n(-c4ce(Cleced)ced-checeeeh 16.5 | 10.7
112

757455 | cleceeel-c2en(-clee3C)eced)c(c24)nencaN(CC5)CCN5C 2.2 6.9
630

756881 | clce(Clheecl-c2¢(C)sc3nen(c4c23)ecnnd 0.7 6.4
877

756792 | C1CCCcl(c12)n(-clcc3C(F)(F)F)ceed)c(C)e2-cdcececd 16.7 3.8
993

756776 | clceeccel-c(c2C#N)c(-c3cceced)n(c2NC(=0)C)C4CCCCC4 8.8 9.8
346

757455 | COC(OC)CNclnenc(c12)n(-c3cee(F)ced)ce2-cdceececd 21.7 | 4.3
481

756801 | CCOC(=0)CCn(c(c12)ccc(C)e2)ce(-c3cceced)cl-cdeccccd -5.2 2.9
378

756844 | clecceece1CCnlc(c23)c(=0)n(CCIne3[N+]([0-D=0)c(N)c2-c(nd)s | 1 14.7
779 c(c45)ceech

756987 | CC(C)(C)clccelcel)-c2nn(-c3ceceed)c(c24)NC(=0)CSCachece( | 7.9 3.4
685 CDcech

752590 | clceccel-c2esc(c23)nc(C)ned3Neleed)cec(c40C)S(=0)(=0)N5CC | 3.5 8.7
800 0CC5h

744121 | nlcecenc1N(CC2)CCN2Cn(c(=S)s3)nc3Nedcecce(ce4)Ocheceeeh -14.3 | 10.4
634

785937 | clce(O)ecc1Ne2nc(CN3CCOCC3)nc(c24)sced-chbeeeeed 9 9.2
709

755730 | clce(CDecel-n(n2)ce(cc2C)NC(=0)c3ccec(n3)N(CC4)CCN4chee | -4.3 6

373 c(ce5)0C

756854 | CCOC(=0)clc(-clce2)ccc2C)esc1Ne(nd)e(N(CC4)CCN4C)nce(e3 | -8.5 5.2
378 5)ccech




743241 | clee(F)eec1Nelee(n2)Cnle23)ne(ed)-c4cc(OC)clcc4)OC 4.1 3.5
9410

Z71175 | COc(c1)ecce(OC)c1INC(=0)C(C)Scne2NCnc(c23)cece3 9.7 14
700

731065 | COclc(O)celce1)Ne2ne(-c3ceened)ne(c24)ceecd 1.8 4.1
921

731613 | nlccencIN(C2)CCCC2C(=0)Ncn3)sclcd34)ce(cc4)Ochecceeh 8.5 19.8
0872

710136 | clce(F)ecc1CNelne(c23)ncen3)nc2N4CCN(CC4)ebeceees 4.7 2.8
95826

785932 | clccccel-c(c2)sc(c23)nene3Nedceee(ced)NS(=0)(=0)c(ch)cee(c56 | 0.6 10.2
913 )OCCCO6

717931 | C1COCCN1c(cc2)cce2NC(=0)C(C)Scnen3)c(c34)sclc4)-cdeee( | 6.9 9.9
156 F)ced

785926 | clceecel-n(n2)c(cc2C)Ne(e3Chne(c(Ce3)N4CCN(CC4)checele | -4.1 3.9
118 c5)0C

723865 | clcecceccNC(=0)CN(CC2)CCC2Ne3nenc(c34)ce(Checd 7.3 22.7
3612

756948 | clcececl-n(n2)c(cc2C)Ne(n3)e(N(CC4)CCN4C)nc(e35)ceceh 4.4 7.9
504

733287 | nlccenclNeleee2)ecc2C(=0)Ne3eee(ne3)N4CCCC4 -3.1 7.7
4806

752588 | CNC(=0)clceclce1)Ne2nence(e23)sced-cdecelce4)OC 21.8 | 4.8
733

743195 | COc(cc1)c(OC)cel-c2¢(CInn(c23)clcc(nd)C)Nedeee(Br)ecd 2.8 6.8
1354

712748 | clceccelNe2ec(eee2)Nelned)eee3S(=0)(=0)N4CCOCC4 -10.7 |9
7484

710411 | Ce(c1)cec(c1C)Ne2ne(ne(c23)neen3)N(CC4)CCN4checeeeh 21.1 | 5.4
14212

782240 | CN1CCN(CC1)clecc(CDe2)c2NC(=0)c3cec(ced3)-ndencnd 104 | 9.6
952

743598 | Cclcelcec1)Nelee(n2)CIn(c23)nce(ed)-c4cc(OC)clcecd)OC -0.6 2
0478

743194 | CC(=0)Ncleceeleec1)Nelee(n2)Con(e23)nee3d-c4c(OC)ecccd 2.6 22.2

7114




710411 | cleeee(OC)c1N2CCN(CC2)c(nc(c34)ncen4)ne3Nebeceeeh 26.2 | 4.2
13928

711851 | COc(ccl)cc(OC)c1Nce(ne2)cec2-c(nd)[nHlc(c34)ceec4 0.1 3.9
5262

744500 | CNc(nel)eec1Ne2ne(CIne(c23)sced-cdcc(0C)celcec4)OC -6.5 4.7
8618

731124 | CC(=0)Nc(c1)ecec(0OC)ec1Nce2nenc(e23)sced-c4ecc(cc4)OC 8.8 4.7
105

756765 | clce(0)c(0OC)eecl/C=N/Nc2nc(C)nclc23)n(ned)-c4ceceecd 13 2.3
335

743241 | Celccelec1)Nelee(n2)CIn(c23)nce(ed)-c4cc(OC)clccd)OC -4.8 9.1
9392

757243 | clceee(c12)ne(-¢3¢(0)c(OC)cee3)nc2N4CCN(CC4)checeeeh -0.9 3.9
864

710411 | Ce(cl)eee(c1C)Ne2ne(ne(c23)neen3)N(CC4)CCN4csee(Cheees | 12.1 | 6.4
13922

744082 | clcec(CheelNclee(n2)CIn(c23)nc(ed)-cdec(OC)cl(cc4)OC 9.6 4.2
4940

756851 | COc(ccl)cc(OC)c1Nce(ne(e23)cce(C)ed)ne2-cdcececd -4.9 2.8
745

799205 | clceeecl-c2ne(ne(c23)cee(C)ed3)Nedc(OC)cce(c4)OC 15.1 | 11.3
4424

711495 | COCCNC(=0)clcclccc1)Nelne(e23)cec(Cled)nc2-c4cccec4 26.7 | 7.2
6180

716382 | C1COCCN1c(cc2)cce2NC(=0)C(C)Sc3nenc(c34)n(ned)-cbeceee | 13.6 | 9.2
483 5

711852 | nlcnn(c12)c(ce(n2)C)Nedeee(ce3)NS(=0)(=0)clcd)cec(c45)0C | -0.6 3
3160 CO5

713854 | OCC(=0)Nclcc(cec1)Ne2nene(e23)ce(F)e(F)e3 6.2 |62
12515

756878 | clceec(OC)ec1Ne2nce(-¢3c(O)cceed)ne(c24)ceccd 1.2 6.2
976

757030 | COclcc)ecel-c2esc(n2)NC(=0)c3cce(ced)Nednence(edb)eceeh 14.2 | 8.8
677

720235 | C1COCCN1c(cc2)cce2NC(=0)C(C)Sc3nc(Cnel(c34)sclc4)-cbee | 8.9 10.8
156 cced




757243 | Cclccelec1)Ne2ne(-¢3¢(0)c(OC)ceed)nc(c24)ceccd 12 6.6
854

772905 | CNc(ncl)ecelNe2ne(-c3ceened)ne(c24)ceecd 134 |54
5996

719316 | CCN(CC)clceelcc1)NC(=0)CSc2nenc(c23)ceee3 -2.6 8.9
079

756880 | 0=C(0)clcelcecc1)NC(=0)CC(C(=0)N2)Sc(c23)cec(CE)(E)F)e | 3.6 4.9
410 3

757393 | clceee(c12)NC(=0)C\2=N\NC(=0)c3cc(n[nH]3)-c4cccc(cdb)ee | 22.3 | 12.6
621 ccd

757172 | 0=C(0O)clcclcec1)CN2C(=0)SC(C2=0)Nc(ceed)ce3C(=0)0 7.8 11.5
312

716662 | 0=C(0)CCC(C(=0)O)NC(=0)clccelcc1)NCe(n2)enc(c23)ne(N) | 17.3 | 5
9440 [nH]c3=0

732113 | NC(=0)CSCCC(=0)Nc(s1)ncc1Ce2cc(OC)cec2 -5.7 8.7
3248

756123 | clceec(c1C(=0)0)NS(=0)(=0)c(cce2)cc2NS(=0)(=0)clced)celc | 23.2 | 11.8
802 34)oc(=0)[nH]4

736569 | [O-][IN+](=0)c(c1)ecc(c12)[nHInc2C(=0)Nc(c3)cec(F)e3C(=0) | -2.2 10
1418 ocC

718475 | clec(F)ecc1C(=0)CCC(=0)0CC(=0)c(c2)ecc(c23)nHle(=0)[n | 12.2 | 10.9
190 HI3

756801 | Cc(n1)scc1CC(=0)c2¢(0)cclce2)OCC3C(0)C(0)C(0)C(03)CO | -3.6 8.1
861

714811 | C1COCCN1C(=0)COc(cc2)c(OC)cc2CNeleced)ced-c4cen[nH]4 | 22.9 | 8.3
82175

729563 | C1CC(=0)Nc(c12)ccc(c2)OCC(=0)NCCCN3CCN(CC3)cdncee | -3.2 5.3
5132 n4

736569 | [0-][N+](=0)c(c1)cce(c12)[nH]ne2C(=0)NCc3clccee3)Cndeene | -15.1 | 3.9
8030 4

723016 | Cc1c(S(=0)(=0)N)cclcc1)NC(=0)c2ccn[nHI2)-c(ced)cce3C -8 8
3214

737273 | clecee(CDelC(CC(=0)OINC(=0)c2ce(lnHIn2)C3CC3 0.6 12.2
1156

711312 | clceee(COC)c1C(=0)Ne([nHIn2)ce2-¢3c(OC)ceced 14 12.1

29863




716202 | cleeee(c12)NC(=0)C(C)(C)N2C(=0)CN3C(=0)NC(C3=0)Cc4c | 13.7 | 6.1
871 [nH]c(c45)ceees

715148 | olcccelC2NC(=0)NC(=C2C(=0)OCC)CN(C(CO)C3CC3)Ce4c | 19.5 | 4.1
24214 cceed

718544 | clccee(c12)[nHIne2C(=0)OCc3cc(=0)oc(c34)cc(O)cc4 8.2 11.6
371

713709 | olccec1C(O)CN(C(=0)c2¢(C)[nH]ne2)Cedecceed 2.1 4.6
92736

733990 | nlccenc1Ne(eee2)ec2C(=0)N(CC)Ce([nH]e3=0)nc(c34)cc(OC)e | -6.1 14.2
1228 (c4)0C

713358 | clccceelCe2cec(c(0)cc2)NS(=0)(=0)c3c[nHlc(c34)ncee4 17.7 11.6
51916

780564 | clcceeel-c(n[nH]2)ecc2CCCN(C)S(=0)(=0)c(cd)cec(c34)nHle( | 16.4 | 9.5
9870 =0)[nHlc4=0

746301 | clceee(c12)NC(=0)CN2C(=0)CN(CC)Cc([nH]c3=0)nc(c34)cce | 4.1 9.8
142 c4

740199 | clce(F)ecel-c(n[nH]e2)c2CNCC3(CCOCC3)c4cceecd -16.8 | 20.7
5242

714036 | clcenc(c12)[nH]ec2CC(=0)NCC(0O)COc(ce3C)ceed -9.3 5.2
74537

782730 | clcc(F)ecc1CC(C(=0)N)CNC(=0)c2cc([nHIn2)-c3ccc(F)eed 0.6 11.4
3042

711351 | clceee(c12)n(en2)CCle3cec(F)ee3)NCede(C)n[nH]c4 2.7 7.6
45466

757456 | OCCNclnenc(c12)n(-c3cec(Cleed)cc2-cdeccecd -9.3 12.3
069

780908 | O=c1[nH]c(=0)[nHlc(c12)nce(c2)C(=0)N(C)CCCCCcBec(n[nH | 22.9 | 8.2
8424 13)-c4cce(F)cca

792736 | FC(F)(F)clee(e(=0)[nH]c1)NC(=0)CC2C(=0)Nc(c23)cceed 18.6 | 13.5
3860

775803 | nlcecenc1NCCC(=0)NCc2cclcec2)NC(=0)c3cceens 12.4 | 8.1
9314

716151 | N1CCC/C1=N/S(=0)(=0)c(ccc2)cc2NC(=0)COC(=0)c3clccced | 10 10.3
137 )NCc4cccod

723934 | CnlcenclCl(c2ccccc2)NC(=0)c3cc(n[nH]3)-c4cce(Br)cc4 13.4 | 115

2080




799208 | clence(0)ecc1CNC(=0)CCe2ncec(02)-c3cceced -12.7 | 7.6
0264

768340 | clcecee(c12)cc(0)e(c2)C(=0)NNC(=0)c3c(O)ncee3 17.3 | 8.3
575

756772 | clceec(c1C(=0)0)Nclcc2C(=0)0)nc(n2)Ne(ec3C(=0)0)ccced 3.6 7.3
943

765321 | CC(C)c([nHIn1)ecc1C(=0)NCe2c(ncec2)OCe3cceced -6.3 10.5
3378

722541 | Celccelecl)-ctn[nH]2)ec2C(=0)NCe3clccee3)Cndceend -5.7 2
6380

736823 | cleccc(NC(=0)N)cc1INC(=0)c2cc([nHIn2)-c3cc(Clecee3 6.8 3.3
4966

756773 | 0=C(O)clcclcec1)Ne2eenc(n2)Neleeed)ee3C(=0)0 -2.6 6.5
235

780690 | clcenc(0)e1C(=0)NC2CCCOc(c23)cce(F)e3 19.8 3.4
6560

712420 | c1n[nH]c(c12)CCN(C2)C(=0)c3c(O)cec(c3)OCedcccecd 20.7 | 7.9
32187

721132 | Celccelec)-ctn[nH]e2)c2CNCe3cc(0OC)clce3)OC 12.1 | 11.1
1404

789761 | clcceec1C(=0)CCC(E=0)OCe2ne(ne(n2)N)Nedeeceed 19.6 11
882

757101 | 0=C(O)clccelce1)Ne2nence(e23)n(ned) Cedeceecd 14 6.8
386

714444 | clceeec1C(C)(C(=0)0O)NC(=0)Cc2n[nH]c(c23)ccee3d 26.3 | 2.9
63148

763517 | cleecc(OC)ccl-c(n[nH]e2)c2CNCe3clcece3)Cndenend -3.7 9.2
1180

756865 | clcc(Cleec1C(=0)C2=C(0)C(=0)N(CCOC)C2c3cc(OC)c(O)ce3 | -1.4 3.2
652

740813 | C1CCCC1C(c2cccs2)NC(=0)c3n[nHle(ec34)cee(cd)IN+]([0-])= | 3.5 9.4
6442 0O

723762 | clecee(c12)NC(=0)CN2C(=0)CCC(C3)C(=0)Nc(c34)ceecd 17.8 | 13.6
5012

736509 | CN(C)Cclccleec1)CN/C=C\2C(=0)NC(=0)c(c23)ccee3 20.8 | 12.5

4382




710195 | CC1CN(CC(01)C)C(=0)C(=0)Nc(c(=0)[nHlc2)cc2C(F)(F)F 11.8 | 10.5
61132

231869 | CCCc(n[nH]1)cc1C(=0)Nc(c2)eee(CDe2C(=0)N 18.8 | 12.2
9644

764730 | clceee(CDel1C(CC(=0)0)NC(=0)c2c¢(=0)[nH]c(C)ce2 0.4 3.1
6402

723705 | COc(ccl)cecl-c(n[nH]e2)c2C(=0)NNc(n(c3=0)CC)nclc34)ccece | 10.7 | 10.7
7236 4

750753 | FC(F)(F)clec(e(=0)[nH]c1)NC(=0)CCc2c(C)nc[nH]c2=0 22.8 | 10.7
5496

756774 | 0=C(0)clcc(ccc1)NC(=0)CC(C(=0)N2)Nc(e23)ee(C)e(C)e3 14.7 | 172
535

721746 | CCOC(=0)C(C(=0)OCCINC(=0)CC(C(=0)N1D)Sc(c12)cec(Che | -2.4 15
9786 2

765321 | clce(C)nHle(=0)c1C(=0)NCc2c(ncee2)OCe3ceceee3 2.1 8.9
4180

711739 | CCC(C)C(C(=0)OC)NC(=0)c(c1)enclc12)n[nH]c2C 10.3 |26
66611

792838 | 0=C(0)clcelcec1)NC(=0)c2cc([nHIn2)C3CC3 -15.5 | 11.3
8106

724427 | COclc1)cee(0)e1C(=0)OCC(=C2C(=0)OCCINC(=0)NC2CC | 8.1 5
216

711289 | CCCc(n[nH]1)cc1C(=0)NC(c2nc(C)[nHIn2)c3cccced 13.5 8.4
87919

715517 | CC(=0)c1e(C)e([nH]c1C)C(=0)OCC(=0)Nclcecee2)c2C(=0)Ne3 | 8.1 12.2
071 cceee3

710395 | FC(F)(F)clcc(c(=0)[nH]c1)NC(=0)c(c2)c(0)ec(c23)0CO3 25.3 | 4.4
10912

715517 | CC(=0)c1e(C)e([nH]e1C)C(=0)OCC(=0)NC(C)e2eceec2 9.6 18.8
598

777730 | CC(C)clnc([nHIn1)-c2c(cccc2)NC(=0)c3celcee3)OCe(nd)enlcd | -19.8 | 9.9
7318 5)ccech

764517 | CC1CN(CC(01)C)c(nc2)ccc2CNe(n(c34)nend)ecnd)-cbeceee5 | 18.5 | 8.6
9942

785210 | N1CCN(C1=0)c(cc2)ecc2NC(=0)c3cc(C4CC4)ne(e35)n(nes5C)- | -11.7 | 7.8

5782

c6eeeen6b




790623 | clceen(c12)c(nn2)CNCe3e(-c4c(0OC)cec(c4)OC)nn(ed)-c5eecceed | -9.2 8.5
596

798116 | clecee(c12)e(=0)n(C(C)C)nc2C(=0)Nc3cece(ned)Nedeeceed -7.4 7.3
2044

781658 | CclelnHle(=0)n1-c(cc2)ccc2C(=0)Ne3ce(neeed)Ocdceece(C)e4C | 111 | 13.1
8536

714244 | clccccel-c(ne(e23)n(C(C)C)nc2)cec3C(=0)Nelced)cec4Cedbnnnl | 5.4 4.6
34795 | nHI5

722508 | CC(Cnnclelc12)ne(-c(e3C)eceed)cc2C(=0)Nelcced)ccd-cbnn | -0.3 11.7
4586 n[nH]5

716139 | clccee(e12)ne(-c3cenced)ec2C(=0)Nelcd)cee(c45)[nH]e(CC)ees | -10.8 | 6.8
74092 =0

791653 | clcececl-c(ne(e23)n(C(C)CIne2)ce3C(=0)NCce4ceelced)-chbnnnl | -11.9 | 6
0322 nHI5

778603 | c1ncen1CCC(=0)Nclece2)ce2C(=0)Ne(s3)ne(e3C)-cdcce(Flecd | -17.4 | 5.9
8522

723708 | clecenc(c12)e(cec2)NC(=0)c3ceclce3)OCe(nd)en(cd5)ecee5C -3.6 4.9
7286

746028 | clce(F)ee(Br)ec1Oc(neee2)c2C(=0)Ne(e3)enc(e34)n(C)ncaC 14.1 | 6.3
6118

764515 | COclcc1)c(O)ec1CNe2nenc(c23)sced-c4cecelcc4)OC -5.5 7
2226

726177 | cln[nHlc(c12)cec(c2)NC(=0)c3ccelced)-n(c4=0)c(Cnclcdb)ece | 11.7 | 11.1
2600 ch

724069 | CN(C)clcecl)ece1C(=0)Ne(s2)ne(-e3ecceed)e2-c4ncend C 4.7 12.8
2216

755701 | cln[nHlc(c12)celcc2)Nen3)e(nel(e34)ceccd)NS(=0)(=0)c(c5F)c | 1.7 8.2
717 c(F)ceh

778602 | clncen1CCC(=0)Nc(eee2)ce2C(=0)Nc(e3)ceecdn(CC)elched4)ce | -7.3 10.2
8994 cch

785640 | nlccceel-n(c(C)e2)c(C)ec2C(=0)Nc(c3C)ece(c3)Ocdnceend -8.5 4.9
7970

794077 | clce(Br)ecc1C(O)C(C)Ne2ne(-c3cenced)ne(c24)ccecd 2.4 5.3
3446

731225 | clceee(c12)nce(-c3ceened3)ne2Ne4ece(cc4)N5CCOCCH 8.5 6

677




714591 | clece(F)eeel-c(ne(c23)ceced)cc2C(=0)Nedcenn4-c(nnb)ece5C -6.8 5
40404

711577 | COc(ccl)cec1CNe(ne(e2¢34)cc(0C)c(c2)0CIndnc(nd)-c5eecenes | 11.3 | 8.7
25078

710411 | Cele(C)eecle1)-n(ne2)e(c23)nence3Nedceece(ced)Ocbeceeeh 19.5 |12
13992

791411 | CN(C)clcee(ne1)NC(=0)c2¢(CInlc(C)e2)-cled)eee(c34)OCCO4 | -8.7 3.6
0990

711577 | cleeecce1CN(C)CCCNe(ne(c2¢34)cc(0C)ce(c2)OC)ndnc(nd)-chee | 4.3 9.1
25081 cned

710411 | Cele(Checlee1)-n(ne2)c(c23)nence3Nedece(ec4)Nebeeeeeh 139 |[5.3
14046

731244 | COc(ncl)ccc1Ne2ne(-c3ceened)ne(c24)ceec4 13.2 |74
267

711653 | clceec(OC)c1CNe(ne(e2¢34)cc(0C)c(c2)0CIndnc(nd)-c5eecened | -16.4 | 7.9
02444

710136 | clcececelCNe2ne(ne(c23)neend)Nelee4OC)ec(0C)ec40C 8.1 13
95848

715446 | clccec(c12)[nH]e(n2)/C=N/Nc(nc(c34)ce(C)ecd)ned-checeeed -4.9 12.6
63259

715417 | Celnnenl-c(eec2)cc2NC(=0)c3cc(0OC)clc(c3)0C)OCe4cccecd -16.3 | 10.8
46259

731811 | C1COCCN1c(ncec2)c2C(=0)Ncn3)sced-clec4C(F)(F)F)cee4 -24.9 | 7.2
6494

795259 | C1CCCC1NC(=0)Cn(c2)ncc2NC(=0)c3cc(-c4cceccd)c(s3)N5C | 8.2 8.3
4020 COCC5h

715134 | nlc[nH]c(c12)cec(c2)C(=0)N3CCN(CC3)c4nc(-c5eecench)nelcd | -14.7 | 8.5
92613 6)ccec6

715287 | nlncen(C)el-c2celenc2)NCedc(-cdece(F)eed)nn(ced)-checeees 6.2 15.3
39220

749539 | Ceclee(C)ne(n1)NAN=C\c2c(-c(c3)ccc(c34)OCCO4)nn(c2)-cbee | 9.7 4.5
457 cced

714109 | CCOC(=0)cle(necc1)NC(=0)c2ec(-c3cecced)nc(c24)n(CncdC | -1.5 6
12518

710411 | Cele(Checlee1)-n(ne2)e(c23)nence3Nedceee(ced)Ocheceee 13.8 [ 11.8

14040




710411 | Cele(C)eccl(e1)-n(ne2)e(c23)nence3Nedceee(eed)Ochece(Clech 11 8
13994

711577 | Celeelecec1)N(CC)CCCNelne(c2e34)cc(0OC)c(c2)0C)n4nc(nd)-c | -0.8 12.3
25082 5ccench

775013 | clecee(c12)n(C)e(c2C)C(=0)Ne3ceee(ned)Oclecd)c(OC)ccaC -2.5 12.3
7620

714360 | Cclencnel)NC(=0)Cc2c(CInlc(c23)cce(c3)0C)C(=0)cdcee(CD) | -2.6 6.9
83684 cc4d

710035 | clce(N)ecec1C(\C)=N/Nc2nenc(c23)sced-cdcce(F)ecd 17.8 |94
5784

716250 | c1nc(C)eccINC=C\C(=0)Nc(c2C)c(ccc2)-c(n3C(C)Cnelcd34)cee | -5.3 12.4
59400 | (F)c4

796901 | Ce(n1)n(C)elc12)cec(c2)C(=0)Ne(e3C)ecec3NC(=0)c4cccecd -0.3 9.3
5972

786317 | Ncl[nH]ne(c1C#N)CCCNe2ne(-c3ccened)ne(c24)ceecd 6.5 6.3
498

716002 | CC(=0)clcclccc1)NC(=0)CSc(n2-c3c(F)ceeed)nne2-c4c(Clecce | 1.7 5.1
408 4

778598 | clccee(c2=0)c1n(c(c23)cecee3)CC(=0)Ne4clcee(F)c4)NC(=0)e5 | -14 3.7
3240 cceend

721712 | clceccelNene(n2)N)nc2C(\C#N)=C/c3c(-c4ccenc4)nn(c3)Cebe | 9.1 3.7
6442 cceed

792730 | O=cl[nH]enc(c12)cce(c2)NC(=0)c3clneee3)SCedcec(F)ec4 -13.9 | 10.9
6062

790537 | clce(0)ecc1C(0)C(CINCe2ecec(02)-c(nd)sclc34)ccecd 104 | 7.1
512

731372 | cleeee(CDe1COCC(O)CNCCNCC(0)COCe2e(Checee2 13.4 |87
202

712483 | clceccecc1CNC(=0)NC(=0)C(C)NCC(c2ccece2)c3c[nH]e(e34)cee | -0.9 3.9
1322 c4

757110 | cleeccec1CNCC(0)COc2cecc(ce2)OCC(0O)CNCedceccees 8.3 9.9
353

713739 | Cele(Checlce)NC(=0)c2c(ncee2)Oc(c3C(=0)N)ceees 4.6 5.2
44652

773980 | Fele(CDeelecc1)NC(=0)CNe2e(ceec2)N(CC3)CCC30 154 | 7.7

1546




710608 | clccee(c12)nc(n(c2=0)CC(E=0)N)CNC(C)eled)cce(c34)ceecd 1 6.8
5620

760626 | clccee(c12)[nH]le(n2)C(Cedccc(0)ee3)NC(=0)COc(cd)ccelcdd) | -27 5.8
8776 CCC5h

712620 | Fcle(Checlec1)NC(=0)C(CIN(CC2)CCC2C(=0)Ne3ce(O)eeced | 1 19.9
4244

714316 | Fcle(CDeclec1)NC(=0)CNe2e(cee(CDe2)N(CC3)CCC3CO 7.8 11.5
45389

721132 | clceee(c12)[nH]ec2CCNCe3ce(Br)ec(ce3)OCCO -12.4 | 19
1200

725766 | Fcle(Cecelce1)NC(=0)Cnlc(c23)cece2)c(n3)NCC(C)O 7.5 2.8
533

744584 | 01CO0c(c12)cec(c2)CNC(=0)NCC3CC(CCC3)CNC(=0)NCc(c4 | -0.7 13
637 )eee(c45)0CO5

712620 | clee(F)eccINC(=0)C(C)N(CC2)CCC2C(=0)Nc3c(O)ceee3 2.9 6.1
1948

794066 | clcee(C)ecINC(=0)NC(C)C(O)c2ece(Br)ec2 -1.7 7.4
9346

729587 | clece(F)ec1INC(=0)C(C)Ncleee2)ce2NC(=0)Ne3cecceed -2.5 8.7
0622

742515 | cleceecl-n2¢(=S)[nH]ec2C(=0)NC(C)edcec(ee3)NC(=0)Nedceee | 8.6 12.1
1240 cc4

773980 | cle(Cheee(F)e1NC(=0)CNc2c(cecc2)N(CC3)CCC30 8.2 7.5
1234

744571 | cleceec1C(=0)Nc2c(0C)ec(c(c2)OCINC(=0)Ne3ee(Clece3 2.7 7.1
697

735618 | nlc[nHlc(c12)cee(e2)Cledeccee3)NC(=0)NCC(04)COc(c45)cee | 5.4 5
2964 ch

764805 | clce(F)ecc1NC(=0)NC2CCN(CC2)CC(0)cl(ed)cce(c34)0CO4 2.1 7.8
8210

730701 | clceee(c12)[nH]le(n2)C(C(C)C)NC(=0)C(C)NC(=0)Nc3cceeed | 9.2 6.5
269

786105 | Cclcelcec1)NC(=0)CCCSe(nc2N)ne3sc(c4c23)CCCC4 5.8 4.9
202

779823 | slccecelC(CC)NC(=0)NCc2cc(cecc2)NC(=0)Nel(ce3C)eee3 19.7 | 13.9

7180




729395 | clcecee(c12)[nH]e(n2)C(CCSC)NC(=0)CCCc3c[nHlc(c34)ccecd | 14.6 | 9.2
265

738152 | Clele(CDecc(c1)NC(=0)NCC(0)e2¢(0OC)cec(c2)0C -0.9 1.3
7500

725458 | clceec(OC(F)F)c1C(=0)Nc2cee(cc2)NC(=0)Ne3eceeed 5.3 14.1
6188

712620 | Celec(cec1)NC(=0)C(C)N(CC2)CCC2C(=0)Nc3c(O)ceces 185 | 12.2
1836

744589 | CN(C)clceelcc1)NC(=0)NCC2CC(CCC2)CNC(=0)Nclced)eee | -7.6 8.3
929 3N(C)C

714511 | CC(C1C1C(=0)Nc(ce2)ecc2C(=0)NC3CCCN(C3)Cedc(O)ece( | -2.7 9.4
84493 | CDc4

711683 | clceceecc1NC(=0)Nc2ceee(c23)CN(CC3)CC(0)Cndccend 14.8 13.3
33976

725457 | COc(cc1)eec1CC(=0)Nc2cee(cc2)NC(=0)Ne3ceceee3d 3.4 19.4
8176

773272 | C1COCCN1c(cce(Che2)c2NC(=0)c3ccc(cc3)NC(=0)Nedceeeeed | 8.4 4.3
361

213235 | C1CC1INC(=0)C2CCCN2C(=0)Nc(c3C)cc(cec3)NC(=0)Ncdeee | 23.6 | 17.7
75136 cc4

774424 | Celce(cecc1)OCCNC(=0)NC(Cc2cec(0)ce2)c(nd)[nHlce(e34)ccee | 4.9 6.1
0036 4

724068 | clccee(c12)n(C)ec2C(=0)Ne3eelcece3)NC(=0)Ncedeeeeed -8.2 11.4
2516

716962 | clcecececlCNC(=0)NCC(=0)NCC(c2¢(Checee2)edc[nHlc(e34)ce | 21.3 17.7
8894 cc4d

728715 | 01CCCC1C(=0)Nc(cce2)ec2C(=0)NCC(c3ccesd)cdc[nHlcledb) | 3.1 14.8
8648 cceed

764716 | FC(F)(F)clccelce1)NC(=0)CN(c(e23)cece2) C(C)CC3C(=0)N -3.2 8.7
4240

723658 | olcceel1C(=0)Nelce2)cecc2CNC(=0)NC3CCN(C(C)C)CC3 6.8 13.6
5140

743357 | clocec1C(=0)Nc(c2)cee(c2C(F)(F)F)NC(=0)NC3CCCC3 -7.8 5.1
4908

724099 | COc(cc1)ccc1NC(=0)CC(C(=0)Nc(c23)cccc2)N3CC(O)cdcce(F) | -6.7 25.3

5548

ccd




791116 | cleceee(SCC(=0)N)c1NC(=0)c2c(-c3cces3)nn(c2)Cedeccecd -3.9 12.5
397

731380 | clceecce1COCC(O)CNCe2eec(cc2) CNCC(0)COCe3ccceed 9.7 3.5
858

728107 | CCCNC(=0)C1CCN(CC1)C(=0)NCC(c2cces2)e3c[nHlc(ec34)ce | 1.8 20
4182 cc4

712620 | clcceeel-c2c(eece2)NC(=0)C(C)N(CC3)CCC3C(=0)Nc4ce(O)ee | 7.3 9.1
4560 cc4

745261 | Fcle(F)e(F)eccNC(=0)C(C)Ne2e(OC)cec(c2)NC(=0)C -11.9 | 9.1
520

738152 | clccec(e12)eccec2NC(=0)NCC(CN(C)C)C(0O)c3eceee3 1.7 4.4
9764

735531 | cleceec1C(C(=0)N)Nelce2)ee(CDe20Ce3ec(F)eeed 8.2 9.5
8320

744580 | 01COc(c12)cec(c2)NC(=0)NCC3CC(CCC3)CNC(=0)Nc(cd)ee | -4.3 9.1
929 c(c45)0CO5

728796 | 01CCCC1C(=0)Nc(cce2)cc2C(=0)Ne3ece(ced)Nedeeeeed 9.8 24.1
0806

725457 | 01CCOc(c12)cce(c2)C(=0)Ne3cce(ce3)NC(=0)Nedeeceed 22 15.1
9510

757258 | clceee(c12)[nH]e(n2)C(C(C)CC)NC(=0)CSCC(=0)Nc(ced)ceed | -1.4 7.6
4132 C

799186 | CCnlce(Br)cc1C(=0)Nc2cee(cc2)NC(=0)Nc3cceee3d 1.1 10.2
8260

725457 | Clelecce(F)e1C(=0)Ne2cec(cc2)NC(=0)Ne3ccece3d -15.6 | 4.8
7618

727576 | olceccc1CNCC(0)COc2ccc(cec2)OCC(0)CNCe3cccod -8.1 10
7706

723544 | clce(CDec(Cle1C(=0)Ne2cece(cc2)NC(=0)Ne3eceeed 1.8 8
4660

723252 | 01C0c(c12)cec(c2)NC(=0)C(C)Neleed)ee(CDe3NC(=0)C 125 |9
1908

725458 | clecce(F)ec10CC(=0)Nc2ceee(ce2)NC(=0)Ne3eceee3 11.4 |84
0030

723544 | COc(c1)cc(OC)ce1C(=0)Ne2eec(ce2)NC(=0)Ne3ceeeee3 -4.5 8.7

4696




710212 | clee(F)e(F)ee1C(O)CNC(=0)Nc(c2)cee(c23)n(ce3)CC(C)C 13.2 |14
44206

725457 | cleeec(OCC)e1C(=0)Nc2cce(ce2)NC(=0)Nce3ceceee3d 12.3 8.3
8408

756821 | clce(Br)ecclNC(=N)Ne(n2)nclece2C(F)(F)F)-c3cces3 9.1 12.4
290

725458 | C/C=Clc1ce(0C)c(cc1)OCC(=0)Nc2cecc(cc2)NC(=0)Ne3ceecced | -3.8 18.9
5582

765099 | 01CCCC1CCC(=0)NC(C)c2ccclcc2)NC(=0)Nc3ceeeed 2.3 4.6
8198

723746 | clccecc1SCCCC(=0)Ne2e(ceec2)NC(=0)Ne3ceeee3 182 |5.6
5434

744555 | CCNC(=0)NC(=0)C(C)NCC(clecceel)e2e[nH]e(c23)cecesd -0.4 7.3
139

744462 | CC(=0)NCCNC(cleeeeel) C(=0)Ne(c2)eec(CDe2C(F)(F)F 12.3 | 4.9
183

740248 | CCC(=0)Nc(ce1)eec1C(C)NC(=0)NCe(c2)cec(c23)0CCO3 13.5 | 12.4
5978

731614 | clccee(c12)[nH]e(n2)C(C(C)C)NC(=0)CCCNC(=0)c3cesc3 0.8 1.2
2862

744480 | CC(=0)Nc(ce1)eccINC(=0)C(C)NC(C)e2ccec(c23)cece3 158 |5
563

722347 | FC(F)(F)clc1)ece(c12)SC(C(=0)N2)CC(=0)NC(Ce3cceced)end | 7 5.3
3910 )[nH]c(c45)ccees

729394 | clccee(c12)[nH]ec(n2)C(CCSC)NC(=0)CSCC(=0)Nc3ce(Feceed | 10.3 | 4.8
570

735664 | clceee(F)c1C(INC(=0)N)CC(=0)NC(c2cc(C)e(C)ec2)edcceced 3.5 3.3
5216

722157 | clceee(c12)[nH]e(n2)C(CCSC)NC(=0)CNC(=0)NCc3cceee3 12 5.6
8000

798335 | 01CCCOc(c2)clcc(ne3N=C(N)N4)c2n3C45CCC(CC5)cbeeeec6 | 10.5 | 6.8
631

729394 | clccee(c12)[nH]e(n2)C(CCSCINC(=0)CSC(C)c(n3)[nHlc(c34)c | -10.5 | 13.4
621 ccc4

733985 | clceee(c12)nc(n(c2=0)CCINNC(=0)Cc3c(C)[nHlc(c34)cce(F)e | -2.3 8.2

0870

4




721643 | [nH]1c(=0)[nHlc(c12)cec(c2)NC(=0)CCe(e3C)e(CInedndnclcd | 2.4 6.6
8238 5)ccech

782225 | CC(=0)N(CC1)CCC1C(=0)Nc([nH]2)nnc2-c3ccec(cd34)ceecd 14.1 | 10.5
1060

786980 | clcc(C)e(IN+]([0-1)=0)cec1C(=0)Ne([nH]2)nne2-c3ccece3d 4.1 19.2
111

711976 | clec(C(F)(F)F)cec1C(=0)Ne([nH]2)nnce2-clced)cee3C 20.7 | 14.1
2404

765334 | 01CCCC1C(=0)Nc(cce2)cc2C(=0)Ne([nH]3)nne3-c4cecend 1.9 3
6990

7210773 | clece(F)eec1C(=0)Ne(n[nH]2)nc2-¢3cc(OC)c(ce3)OC 9.4 8.1
3062

799438 | COclccl)eecc1N2CC(CC2=0)C(=0)Nc([nHIn3)nce3-c4cece(Chee | 11.7 | 8.2
8488 4

799212 | clccccel-c(n[nH]2)nc2CNC(=0)c3cec(03)-c(nd)sc(c4b)ceech 8 3.8
2880

275551 | clecee(F)e1CN(C)C(=0)C(=0)Nc(c2)ccc(c23)NC(=0)CC3 -9.5 5
6366

711939 | clccee(c12)nclcc2)C(=0)Nc([nHIn3)nc3-c4ceceed 176 |17
8974

710244 | CC(C)C(=0)N(CC1)CCC1Nc2ence(n2)-n(n3d)e(C)ee3C 9.9 |78
61452

722933 | CCN(CC)Cclecclec1)CNC(=0)c2ccec(ce2)-c3nnc(o3)-cdcceecsd 0.7 4.1
6870

710244 | Cclece(C)n(n1)-c2ence(n2)N(CC3)CCC3c4n(C)enn4d 15.7 |69
62168

713594 | clce(O)ece1CCNelne2)cee2-c([nHle3=0)nce(C)e3C 2.9 6.4
94878

711970 | clencec1C(=0)Ne([nH]2)nnc2-c3cce(F)ee3 -6 12.3
5550

710244 | Cclec(C)n(n1)-c2enec(n2)N(CC3)CCC3N(C4=0)CCN4 9.7 |75
76606

728003 | S1CCSC1clcc2)cce2C(=0)N(C(C)C)Ce3nnc(03)-cdcecccd -0.8 11
639

711681 | clccec(F)e1CC(C)Ne(ne2)eee2-¢(n3)[nH]le(=0)ce3CC -0.6 6.7

88739




710854 | C1CCCC1C(=0)Nc([nHIn2)ne2-c3cec(F)eed 5.9 9.6
8800

712624 | CCOC1CC(C12CCC2)Ne(ned)eeed-c(nd)[nHlec(=0)ccdC 1.7 7.2
02929

794280 | C1CC(=0)N(C)N=C1C(=0)Nc([nHI2)nnc2-c(s3)cce3C 3.8 11.9
7650

710040 | clceeecc1C2CCCN2C(=0)Ne(n3)nnceed-c4cececd -4.3 4.5
45752

711681 | clcee(C)e(c1C)OCC(0)CNe(ne2)cec2-¢(nd)[nHle(=0)cc3CC 4.2 10
90911

782694 | Cclec(C)n(nl)-c(n2)encc2NC3CCCCCCC3 -14.3 | 6.9
6386

710299 | C1CCCCCN1C(=0)Cn(n2)enc2NC(=0)c3cccod 5 16.4
50632

712721 | c1n[nH]c(C)e1CCCNe(ne2)cee2-c¢(n3d)[nHle(=0)ce3C 0.9 12.4
65534

214012 | Cclee(C)n(nl)-c2ence(n2)N(C3)CCC34CCOC4 3.7 4.6
75534

721875 | CC(C)(C)clceclcel)-c2nne([nHI2)NC(=0)c3cec(ce3)N(C4=0)C | 14.3 | 8.4
6846 CN4

711976 | Cclecc(eel)-c2nne([nHI2)NC(=0)c3cec(ce3)0OCC4CCCO4 6.2 14.5
4216

711963 | 01CCOc(c12)cce(c2)C(=0)Nc(n[nH]3)ne3-c4ccelcc4)OC 14.3 |35
2178

710854 | clcc(F)ece1C(=0)Ne([nHIn2)ne2-c3cce(Fee3 19.8 | 7.1
8594

764816 | clceecec1C(C)CC(=0)Nc([nHI2)nne2-¢3c(OC)ceced 6.2 8.7
0558

765334 | CC(C1)C1C(=0)Nclece2)ce2C(=0)Ne([nH]3)nne3-c4ccecend 8.1 7.3
8450

711940 | clccccel-c2ne([nHIn2)NC(=0)C(CC3=0)CN3c4ceec(C)c4C 5.4 10.5
0894

710244 | CC(C)(C)C(=0)N1CCN(CC1)e(n2)ence2-n(nd)e(Clec3C 22.2 | 20.6
61324

782694 | Cclee(C)n(nl)-c2cnec(n2)N(CC3)CCC340CCO4 -8.7 | 13.3

9860




713107 | C1CCC(C)C(C1CINC(=0)Nc(n2)nnee2-c3ceeee3 13.6 | 11.1
60450

711963 | clec(C(F)(F)F)cee1 C(=0)Ne([nHI2)nne2-c3ceclce3)OC -26.1 | 1.6
1624

791673 | nln[nHlc(c12)cee(c2)C(=0)Ne([nH]3)nne3-c4c(OC)cclccd)OC | 24.4 | 11.5
1876

796049 | FC(F)(F)c1nnc([nH]1)NC(=0)c2cc(cce2)-n3ennn3 0.7 23.4
6910

711963 | clcc(IN+]([0-1)=0)ccc1C(=0)Nc([nHI2)nnc2-c3cec(ce3)0C 2.8 18.5
1614

711976 | clccee(Br)e1C(=0)Ne(n[nH]2)nc2-cleced)cce3C 1.6 5.1
2342

786979 | clec(C(F)(F)F)ceel1C(=0)Ne([nHIn2)nce2-c3cecced 19.5 | 13.9
651

711963 | clcec(IN+]([0O-1)=0)cc1C(=0)Nc([nHI2)nnc2-c3ceclce3)0C -14.4 | 10.9
1558

711976 | clce(Checc1C(=0)Nc([nH]2)nnc2-cleed)cce3C 10.2 | 2.3
2370

786979 | clcec(IN+]([O-]1)=0)cc1C(=0)Nc([nHIn2)nc2-c3ccceed -4 6.6
625

723195 | C1CC1IN(CC2)CCC2NC(=0)c3ccelced)-c4nnc(od)-clecs)ece5C | 3 6.4
7836

712764 | CNC(=0)clce(cee1)CSCe2nnc(02)-c3ceceed -10.5 | 3.9
55741

711341 | CCeclcc(=0)[nHlc(n1)-c2ccctne2)NCe3ce(F)ee(F)ed 25 8.1
43861

794280 | O=c1[nH]c(=0)[nH]c(C)c1CCC(=0)Nc([nH]2)nne2-¢(s3)cce3C | 24.8 | 6.3
9898

711681 | CCclce(=0)[nHlc(n1)-c2cccne2)NCe3ecelced)-ndeenc4 26 4.7
94023

721246 | Ccln(C)nc(C)e1CCC(=0)Nc(n2)sce2-c3ccclce3)0C 2.6 15.1
1372

711341 | CCclcc(=0)[nHle(n1)-c2cecne2)NCe3ecc(F)eed 0.6 16.6
34577

726710 | clecec(OC)ec1CNC(=0)c2cec(02)-c(nd)sclc34)ceccd 11.3 | 5.1

003




711722 | CCclce(=0)[nHlc(n1)-c2ccc(nc2)NCe3eccod 8.1 14.4
37967
711963 | clsccc1CCC(=0)Ne([nH]2)nnc2-c3ceclce3)OC -2.4 5.2
6060
729689 | clcce(F)ec1CC(=0)Ne([nHI2)nne2-c3cccosd 14.2 19
7106
713432 | clcenc(c1C#N)NCCNe(ne2)cee2-¢(nd)[nH]c(=0)ce3C 2.7 5.3
74804
712726 | CC(C)(C)C(=0)NCCNc(ncl)eeel-c(n2)nHle(=0)cc2CC -3.4 4.6
15617

Measurement of ICso

Among the seven potential hit compounds, ICso of Z820655914, Z1157725083,

and Z57745307 were tried to be determined. The dose-response curves (DRC) were built

using serial eight 2-fold dilution points in the range starting from 100 uM, where four

wells were used. The DRCs shown in Figure S2 indicate that these compounds showed

no inhibition in the range.
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Supplementary Figure S1: Ligand efficiency indices: inhibition rate (%) divided by MW

or topological polar surface area (TPSA)
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Supplementary Figure S2: Dose-response curves (DRC)



