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Table S1. List of molecules constituting SARS-COV training set.

ChEMBLID Smiles Relation ICs0 Units | plCso
CHE';A;LZZZ 0=C(Oclcnce(Br)cl)clcecol '=! 50 nM 7.301
CHE';/L%LZZZ 0=C(Oclcnce(Cl)cl)cleccol '=! 60 nM 7.222
CHE';";"ZZZ 0=C(Oclcnce(Cl)cl)eleee(-c2ccc(Cl)ec2)ol = 63 nM | 7.201
CHE';/llBSLZZS 0=C(Oclence(Cl)cl)clec2eccee2[nH]1 '=' 65 nM | 7.187
CHE';A;LZZZ 0=C(Oclcnce(Cl)cl)clec2eecee2sl = 95 nM | 7.022
CHE';AQZMZS 0=C(Oclcnce(Cl)cl)clec2ecccc20l '=! 170 nM | 6.770
CHEMBL244 | CC(C)C[C@H](NC(=0)[C@H](Cclcccc2eceec12)NC(=0) I 230 nM | 6.638

1741 0Cclccecel)C(=0)N[C@H](C=0)C[C@ @H]1CCNC1=0 - '
CHE';AZZLZZZ 0=C(Oclencc(Cl)cl)clesenl = 270 nM | 6.569
CHEMBL212 Cclcce(S(=0)(=0)c2c([N+](=0)[O- -

218 1)cc(C(F)(F)F)cc2[N+](=0)[O-])c(Cl)cc1Cl _ pl I e
CHEN 222 COclccee(C(=0)0c2ence(Clc2)cl = 340 | nM | 6.469
CHE';A;LZM 0=C(Oclccencl)cleccsl =" 500 nM | 6.301
CHEMBL244 CC(C)C[C@H](NC(=0)[C@H](Cclcccc2ecccc12)NC(=0)

75 0Cclccccel)C(=0)N[C@@H](C[C@ @H]1CCNC1=0)C( 1= 610 | nM | 6.215

=0)C(=0)NC(C)C

CHEMBL212 | 0O=C(Oclccc(S(=0)(=0)c2ccc(0OC(=0)C(Cl)=C(Cl)Cl)cc2) -

454 cc1)c(cl)=c(cl)cl B 00 | M| o0
CHE';/'4B’3L190 0=C1C(=0)N(Cc2cc3cccee3s2)c2ceec(l)cc21 '=! 950 nM | 6.022
CHE';/I384L365 0=C1C(=0)N(Cc2cc3cccce3s2)c2c(Br)cccc2l '=! 980 nM | 6.009
CHE;\QESOSB CC1CCN(S(=0)(=0)c2ccc3c(c2)C(=0)C(=0)N3C)CCl = 1040 | nM | 5.983
CHE;\QEEOQ CC1CCN(S(=0)(=0)c2cce3c(c2)C(=0)C(=0)N3)CCl = 1180 | nM | 5.928
CHE;\(")%“O S=C(NCclccencl)SCelec(Cl)sciCl =t 160 | nM | 5916
CHEMBL309 | CC1CCN(S(=0)(=0)c2ccc3c(c2)C(=0)C(=0)N3Cc2ccccc -

0577 Jjeet = 1690 nM 5.772
CHE';/I137L187 0=C1C(=0)N(Cc2cc3cccce3s2)c2clcecc2[N+](=0)[0-] '=! 2000 | nM | 5.699
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ChEMBL ID Smiles Relation ICso Units | plCso
CHEMBL478 | CCN1/C(=C\C=C\C2=C/C(=C/c3scdcccecd[n+]3CC)CC| L

119 C)C2)Sc2ccecc21 = 2000 | nM | 5.699

CHEMBL421 | CC(C)C[C@H](NC(=0)OC1CCN(C(=0)OC(C)(C)C)CCL)C( L 5100 | nv | s.678
4066 =0)N[C@H](C=0)C[C@@H]1CCNC1=0 - )
CHE9I\;IjIz_309 CC1CCCCN1S(=0)(=0)c1ccc2c(c1)C(=0)C(=0)N2 = 2250 nM 5.648

CCN1/C(=C\C=C\c2sc3ccc(-
CHE'l/I;LS“ c4nc5cccec5s4)cc3[n+]2CC)Sc2cec(- '=! 2500 nM 5.602
c3ncdcccccds3)cc21.[Cl-]

CHEMBL109 | CC1=CC[C@]2(C)CC[C@]3(C)C4=CC=C5C(=CC(=0)C(0) L 2600 | nv | 5585
2796 =C5C)[C@]4(C)CC[C@@]3(C)[C@@H]2C1 - '
CHE9“259L309 CC1CC(C)CN(S(=0)(=0)c2cce3c(c2)C(=0)C(=0)N3C)Cl = 2820 | oM | 5.550

CHEMBL208 0O=C(CSclnccc(-c2esc(- -

732 c3cceee3)n2)n1)Nclcec(Cl)ec(Cl)cl - 3000 nM >:523
CHE';A4BZL379 O=C(Sc1nnc(C(F)(F)F)[nH]1)clccc(CHCc2cccec2)ol '=! 3000 nM 5.523
CHEMBL421 | CCOC(=0O)N1CCC(OC(=O)N[C@@H](CC(C)C)C(=0)N][C e 3200 M 5 495

7568 @H](C=0)C[C@@H]2CCNC2=0)CC1
CHEMBL540 | CCN1C(c2cccec2)=C(c2ccecc2)S/C1=C/C=C/clsc2c3cc "

403 ccc3ece2[n+]1CC.[Cl-] B 3800 | nM | 5.420
CHEMBL421 | CC(C)C[C@H](NC(=0)OC1(Cc2ccccc2)CCN(S(C)(=0)=0 L 3000 | oM | 5.409
4471 )CC1)C(=0)N[C@H](C=0)C[C@ @H]1CCNC1=0 - :

CHEMBLA21 | CCCLIOC(=0NIC@@H](CC(C)C)C(=0)N[C@ @H](CIC
6101 @@H]2CCNC2=0)C(0)S(=0)(=0)[O- = 4100 nM 5.387
J)CCN(C(=0)OC(C)(C)C)CC1.[Na+]
CHEQ'\;',ESOE’ CC1CC(C)CN(S(=0)(=0)c2cce3c(c2)C(=0)C(=0)N3)C1 = 4300 | nM | 5367
CHEMBLA420 CC(C)C[C@H](NC(=0)0OC1(Cc2cccecc2)CCN(S(C)(=0)=0
)CC1)C(=0)N[C@ @H](C[C@ @H]1CCNC1=0)C(0)S(=0 = 4300 | nM | 5.367
8764
)(=0)[O-].[Na+]

CHE'\ggL613 0=C1Nc2ccc(S(=0)(=0)N3CCCCC3)cc2C1=0 '=! 4450 nM 5.352
CHEMBL231 CC(C)C[C@H](NC(=0)[C@@H](NC(=0)[C@H](C)NC(= - 4600 M 5337
6337 0)0Cclcccecl)C(C)C)C(=0O)N[C@H](C#N)CCC(N)=0 - )
CHEMBL309 | CCI1CC(C)CN(S(=0)(=0)c2ccc3c(c2)C(=0)C(=0)N3Cc2c I 4700 M 5308

9530 ccee2)Cl
CHE';/|9B’8L187 0=C1C(=0)N(Cc2cc3cccce3s2)c2cecc(F)ec21 '=! 4820 nM 5.317
CHEMBL427 Cclnoc(NC(=0)c2ccc(- -
404 3cc(C(F)(F)F)nn3C)s2)c1[N+](=0)[O-] B >000 | nM | 5.301
CHEMBLA20 | CEIC)ICIC@HI(NC(=0)0C1CCN(C(=0)0C(C)(C)C)CCL)C
8240 =0)N[C@ @H](C[C@ @H]1CCNC1=0)C(0)S(=0)(=0)[O = 5100 | nM | 5.292
-].[Na+]
CHEMBL420 | CC(C)C[C@H](NC(=0)OC1(Cc2ccccc2)CCN(C(=0)0C(C) - 5200 M 5284
2812 (C)C)CC1)C(=0)N[C@H](C=0)C[C@@H]1CCNC1=0 - '
CHEMBL479 | CCC(=C\c1sc2c3ccececc3ceec2[n+]1CC)/C=C1/Sc2cc(C)c( "
172 C)cc2N1CC = 5400 nM 5.268
CHEMBL548 COC(=0)[C@]1(C)CC[C@]2(C)CcC[C@]3(C)ca=Ccc=C5C(
iy =CC(=0)C(0)=C5C)[C@]4(C)CC[C@@]3(C)[C@ @H]2C = 5500 | nM | 5.260
1
CHEMBL127 | N#Cclccc(N2N=C(c3cccce3)/C(=C/c3cec(C(=0)0)cc3)C L
7046 2-0)ccl = 5500 nM 5.260
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ChEMBL ID Smiles Relation ICso Units | plCso

CHEMBL421 | CCC1(OC(=0)N[C@ @H](CC(C)C)C(=0)N[C@H](C=0)C] .

2620 C@®@H]2CCNC2=0)CCN(C(=0)0C(C)(C)C)CCl - 2500 | nM | 5.260

CHEMBL309 | CN1C(=0)C(=0)c2cc(S(=0)(=0)N3CCN(c4cccend)CC3)c . 5500 | nv | 5258

9521 cc21

CHEMBL380 CC(C)(C)cleec(N2N=C(c3cceee3)/C(=C/c3ccc(- L

8427 cdec(Cl)cecdC(=0)0)03)C2=0)ccl - °800 | nM | 5.237

CHE';A;LZB Nclnce(S(=0)(=0)c2ccc(Cl)cc2)c(N)nl = 6000 nM 5.222

CHEMBL380 CC(C)clcee(N2N=C(c3cccee3)/C(=C/c3ccc(- r

9329 c4cc(Cl)cccdC(=0)0)03)C2=0)ccl - 6000 nM >.222

CHEMBLA20 | CEICICIC@HI(NC(=0)0C1 (Ce2eeeec2)CCN(C(=0)OC(C)

2883 (C)C)CC1)C(=0)N[C@ @H](C[C@ @H]1CCNC1=0)C(0)S = 6300 | nM | 5.201

(=0)(=0)[O-].[Na+]

CHEMBL380 0=C(0O)c1cccc(N2N=C(c3ccceec3)/C(=C/c3ccc(- "

9861 cdcceccd)o3)C2=0)cl - 6400 | nM | 5.194

CHEMBL558 | CCC(=C\c1sc2cc(C)c(C)cec2[n+]1CC)/C=C1/Sc2cc(/C=C/ s

828 c3ccece3)cce2N1CC.[Cl] - 6600 | nM | 5.180

CHEMBL380 0=C(0O)c1cccc(N2N=C(c3cccee3)/C(=C/c3ccc(- s

9053 chcceecd)ce3)C2=0)cl B 6700 | M | 5.174

CHEMBL127 | O=C(0O)clccc(/C=C2\C(=0)N(c3ccc(F)cc3)N=C2c2cccce -

71927 Decl = 6800 | nM | 5.167

CHE';A7ZL187 Cclnoc(C)c1CN1C(=0)C(=0)c2cc(C#N)ccc21 = 7200 nM 5.143

CHEMBL515 | CCN1/C(=C\C(=C/c2sc3cccec3[n+]2CCCS(=0)(=0)[0- L

787 1)0C)Sc2cee(0C)cc21 - 7300 | nM 5137

CHEMBL381 CC(=O)N[C@ @H](CC(N)=0)C(=0)N[C@ @H](CO)C(=0)

3000 N[C@H](C(=O)N[C@ @H](CO)C(=O)N[C@ @H](CCC(N) = 7500 nM 5.125

=0)C(=0)0)[C@@H](C)O
CHEMBL381 CC(=O)N[C@ @H](CCC(=0)0)C(=0)N[C@@H](CO)C(=
2503 O)N[C@H](C(=0)N[C@ @H](CC(C)C)C(=0)N[C@ @H](C = 7500 | nM | 5.125
CC(N)=0)C(=0)0)[C@ @H](C)O

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

CHEMBL165 | C(=O)N[C@@H](C(C)C)C(=0)N(C)[C@@H](CC(C)C)C(= I 7700 M 5114

1956 O)N[C@@H](C)C(=0)N[C@H](C)C(=O)N(C)[C@@H](C '
C(C)C)C(=0)N(C)[C@@H](CC(C)C)C(=0)N(C)[C@ @H](

C(C)C)C(=0)N1C
CHEMBL551 N#Cclcccc(COc2cc(0)c3c(=0)c(0)c(- -

131 c4cec(0)c(0)cd)oc3c2)cl - 25400 | nM | 5.082
C/C=C/C[C@@H](C)[C@@H](O)[C@H]1C(=O)N[C@@
H](CC)C(=0)N(C)CC(=0)N(C)[C@@H](CC(C)C)C(=O)N[
C@@H](C(C)C)C(=0)N(C)[C@@H](CC(C)C)C(=0)N[C@ -

CHEVIBLI®O | @Hj(c)c-oInIc@HI(cIc-oN(Cc@@Hicciaale |~ | 390 | M| 08
=0)N(C)[C@ @H](CC(C)C)C(=O)N(C)[C@@H](C(C)C)C(
=0)N1C

CHEMBL633 O=clcc(-c2ccc(0)c(-c3¢(0)cc(0)cdc(=0)cc(- -

54 c5cec(0)cc5)oc34)c2)oc2cec(0)cc(0)c12 N 8300 nM >-081
CHEMBL127 0=C(0)clccc(/C=C2\C(=0)N(c3cccc([N+](=0)[O- -

7228 1)c3)N=C2c2ccecc?)ccl N 8400 | nM | 5.076
CHESI\SSEJO Nclncnc2[nH]c(C(F)(F)F)ncl2 = 2200 nM 5.068
CHEMBL380 CC(C)(C)clcece(N2N=C(c3ccececc3)/C(=C/c3ccc(- N

9579 c4cccccdC(=0)0)o3)C2=0)ccl - 8600 nM >.066
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ChEMBL ID Smiles Relation ICso Units | plCso
CHE'II;MH Oclcc(0)cc(0c2c(0)cc(0)c3c20c2¢(0)cc(0)cc203)cl = 8800 nM 5.056
CHEMBLA20 | CCOC(=OIN1CCC(OC(=0)NIC@@H](CC(C)C)C(=O)NIC

@@H](C[C@@H]2CCNC2=0)C(0)S(=0)(=0)[O- '=! 8800 nM 5.056
4431
])CC1.[Na+]
CHEMBL550 O=c1c(O)c(- -

256 c2ccc(0)c(0)c2)oc2ec(OCc3ccc(Cl)ce3)cc(0)c12 - 4100 nM >.034
CHET887L188 0=C1C(=0)N(Cc2ccc(F)cc2Cl)c2cec(l)cc21 '=! 9400 nM 5.027
CHEMBL432 | CC1=C(0)C(=0)C=C2C1=CC=C1[C@@]3(C)CC[C@ @]4( L 9900 | nm | 5.004

519 C)CC(=0)[C@H](C)C[C@H]4[C@]3(C)CC[C@@]21C - '
CHEQ'\gEfog CN1C(=0)C(=0)c2¢c(S(=0)(=0)N3CCOCC3)ccc21 = 9910 | nM | 5.004
CHE'l/lgiLle Ccloc(C(C)(C)C)ccl-clec(NS(=0)(=0)c2cces2)[nHInl '=! 10000 | nM 5.000
CHEMBL377 Cnlnc(-c2ccc(- -

150 c3cenc(SCC(=0)Ncdcec(Cl)cc4)n3)s2)cc1C(F)(F)F - 10000 nM >.000
CHEMBL478 | CCN1/C(=C\C=c2/s/c(=C\c3scdcccccd[n+]3CC)n(CC)c2 "

987 =0)Sc2cccec21 B 10000 | nM ) 5.000
cHEmBL3aL | CCFOINIC@@HI(CC(=0)0)C(=0)NIC@@H](CO)C(=0)

3400 N[C@H](C(=O)N[C@ @H](CC(C)C)C(=0)N[C@@H](CC = 10000 nM 5.000
C(N)=0)C(=0)0)[C@@H](C)0
CHEMBL309 | 0=C1Nc2cce(S(=0)(=0)N3CCN(C(=0)cdcccod)CC3)cc2 B 10070 | oM | a.997
9539 C1=0
CHEMBL301 CC1=C(0O)C(=0)C=C2C1=CC=Cl[C@@]3(C)CC[C@@]4(
982 C)CC[C@@](C)(C(=0)0)C[C@H]4[C@]3(C)CC[C@@]2 = 10300 nM 4.987
1C
CHE';A;LHS C(\C1=C2Sc3ccccc3N2CC1)=C1/CC[n+]2clsclcececl2 '=! 10500 | nM 4.979
CHEMBL127 | O=C(O)clccc(/C=C2\C(=0)N(c3cccc(Cl)c3)N=C2c2ccec o 10800 | nM 4.967
7135 c2)ccl
CHEMBL210 CSclsc(-c2nc(C)cs2)c(C)cl- -

092 clcenc(SCC(=0)Nc2cec(Cl)cec2)nl - 11000 nM 4.959
CHEZAGZBGS 0=C1C(=0)N(Cc2cc3cccce3s2)c2ccec(Cl)c21 '=! 11200 | nM 4,951
CHEMBL380 CC(C)clcece(N2N=C(c3cccee3)/C(=C/c3ccc(- s

9506 c4cceecdC(=0)0)o3)C2=0)ccl - 11700 nM 4.932
CHEQ'\gz’fog CN1CCN(S(=0)(=0)c2cce3c(c2)C(=0)C(=0)N3C)CCl = | 11830 | oM | 4.927
CHEMBL378 CSclsc(-c2nc(C)cs2)c(C)cl- -

674 clcenc(SCC(=0)Nc2cceec2Cl)nl - 12000 | nM ) 4.921
CHETOZL%O O=[N+]([O-])clcc(C(F)(F)F)ccc1S(=0)(=0)clcec(Cl)ccl '=! 12000 nM 4921
CHEMBL127 | COclccc(N2N=C(c3cccce3)/C(=C/c3cec(C(=0)0)cc3)C o 12000 | nM 4.991

6871 2=0)ccl
CHEMBL191 | O=C(Nclccc(Cl)ccl)clecec(CN2C(=0)C(=0)c3cc(l)cecec32 s 12570 M 4.901

575 )s1
CHE,;/I7ZL484 0O=C1Nc2ccc(S(=0)(=0)N3CCOCC3)cc2C1=0 '=! 12660 nM 4,898
CHEMBL211 Cclcec(S(=0)(=0)c2nc(C)c([N+](=0)[0- -

969 1)c(C)c2CHN)ccl - 13000 | nM ) 4.886
CHE';"OiLm Celne(S(=0)(=0)c2cccee2)c(CHN)c(C)c1 [N+](=0)[O-] = | 13000 | nm | 4.886
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ChEMBL ID Smiles Relation ICso Units | plCso
CHEI(\)/I8I32L426 0O=C1C(=0)N(Cc2cc3cccece3s2)c2cccec2l = 13110 | nM 4.882
CHE';/IQZLBS 0O=C1C(=0)N(CC2C0Oc3ccccc302)c2ccc(l)cc21 '=! 13500 nM 4.870
CHEMBL508 | Oclcc(O)cc(Oc2c(0)cc(0)c3c20c2c(0)cc(Oclc(0)cc(O i 68100 oM 4.868

791 ¢5¢(0)cc(0)c6c50c5¢(0)cc(0)cc506)cc40)cc203)cl
CHEG'\gim CN(CC(=0)NC1CCCC1)S(=0)(=0)cleece(Cl)cl X 20800 nM | 4.863
CHEMBL309 | O=C1C(=0)N(Cc2ccccc2)c2cec(S(=0)(=0)N3CCOCC3)c 1 13860 M 4.858

9524 c21
CHEMBL309 | CN1C(=0)C(=0)c2cc(S(=0)(=0)N3CCN(CCc4cccccd)CC I 13860 M 4.858

9547 3)ccc21

CHEMBL50 O=c1c(O)c(-c2ccc(0)c(0)c2)oc2cc(0)cc(0)c12 '=! 23800 nM 4.857
CHEMBL127 | O=C(O)clccc(/C=C2\C(=0)N(c3ccc(Cl)cc3)N=C2c2ccec o 13900 oM 4.857

8125 c2)ccl
CHEMBL209 Cclnc(-c2nc(- -

227 c3cenc(SCC(=0)Ncdcec(Cl)ccd)n3)cs2)csl - 14000 nM 4.854
CHEMBL309 | 0O=C1C(=0)N(Cc2cccce2)c2cec(S(=0)(=0)N3CCCCC3)c I 14000 M 4.854

9522 c21
CHE';A6B?)L208 0O=C(CSc1nccc(-c2cc(-c3cecce3)no2)n1)Nelcec(Cl)ecl = 15000 nM 4.824
CHEMBL209 0O=C(CSc1nccc(-c2cc(- -

667 c3ccccc3Cl)no2)n1)Ncleec(Cl)ecl - 15000 nM 4.824
CHEMBL210 O=C(CSc1nccc(-c2cc(- -

097 c3ccc(Cl)ce3Cl)no2)n1)Nclcec(C(F)(F)F)ccl - 15000 nM 4.824
CHE';AO%LWS CSc1[nHInc(NC(=0)c2ceces2)c1S(=0)(=0)clcccecl '=! 15000 | nM 4.824
CHE';’;ZL%“ 0=[N+]([0-])clcec(S(=0)(=0)c2ccc(Cl)cc2) [n+]([0-])cl =" | 15000 | nM | 4.824
CHEMBL380 | 0O=C(O)clcccc(N2N=C(c3cccce3)/C(=C/c3ccc(OCc4ccc L

9926 cc4)ce3)C2=0)cl B 157001 nM | 4.804
CHEIg/IlBgLZlZ CC1(C)CC(=0)c2c(NCc3ccco3)sc(CH#N)c2C1 '=! 16000 nM 4.796
CHE';AE'ZH 0=C(0)c1ccc(S(=0)(=0)c2cc(Br)c(0O)c(Br)c2)ccl '=! 16000 nM 4,796
CHEMBL215 | CCOC(=0)/C(C#N)=C/Nclccc(S(=0)(=0)c2ccc(/N=C/C( s

732 C#N)=C(\0)OCC)cc2)ccl - 16000 | nM | 4.796
CHE';ASZL?’W CC(=0)cl1cceec1S(=0)(=0)clececccl1C(=0)0 '=! 16000 nM 4.796
CHEMBL551 O=c1c(O)c(- "

130 c2ccc(0)c(0)c2)oc2cc(OCc3ccec(Cl)e3)cc(0)c12 g >0000 nM 4.793
CHESI\ZI)EZII?AO 0O=C(clcncc(Br)c1)N1CCN(Cc2ccsc2)CCl '=! 24500 nM 4.789
CHEMBL381 0=C(0)c1ccc(Cl)ccl- -

0328 clcee(/C=C2\C(=0)N(c3ccccc3)N=C2c2cceec2)ol - 16400 nM 4.785
CHE,;AZZL?’N 0O=C1C(=0)N(Cc2ccc(C(=0)N3CCCCC3)s2)c2ccc(l)cc21 '=! 17500 nM 4.757
CHEMBL309 | CC1CCN(S(=0)(=0)c2ccc3c(c2)C(=0)C(=0)N3Cc2ccc3c -

9528 ccee3c2)CCl - 17820 | nM | 4.749
CHE';AQIZLZH CSclnn(-c2c([N+](=0)[O-])c(C)nn2C)c(-c2cccs2)c1CHN '=! 18000 nM 4,745
CHEMBL215 0=S(=0)(Cc1[nH]c(-c2ccc(Cl)s2)c[s+]1)clccesl.[Br-] '=! 18000 nM 4,745
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ChEMBL ID Smiles Relation ICso Units | plCso
CHEMBL127 | 0=C(O)clccc(/C=C2\C(=0)N(c3cccce3)N=C2c2ccccc2) 1 18000 M 4.745

7944 ccl
CHEMBL551 N#Cclcccc(COc2cc(0)c3c(=0)c(0)c(- -

529 c4cec5c(c4)0C0O5)oc3c2)cl - 8100 nM | 4.730
CHEMBL380 N#Cclccc(N2N=C(c3cceec3)/C(=C/c3ccc(- -

9498 c4cccecdC(=0)0)03)C2=0)ccl - 18700 | oM | 4.728
CHEMBL151 O=clcc(-c2ccc(0)c(0)c2)oc2cc(0)cc(0)c12 '=! 20000 nM 4.699
CHE%%LWS Cclnn(C)c(NCc2ccc(-c3cces3)s2)cl[N+](=0)[0-] '=! 20000 nM 4.699
cHEMBL3gL | CCFOINIC@@H](CC(N)=0)C(=0)N[C@@H](CO)C(=0)

3028 N[C@H](C(=0)N[C@ @H](CC(=0)0)C(=0O)N[C@ @H](C '=! 20000 nM 4.699

CC(N)=0)C(=0)0)[C@@H](C)O
CHEMBL380 0=C(O)clccc(Cl)ccl- -

8658 clcee(/C=C2\C(=0)N(c3cce(F)cc3)N=C2c2ccecc2)ol - 20200 | nM 4.695

CHEMBL551 0=c1c(0)c(- L
334 c2cce3c(c2)0C03)oc2cc(OCc3ccc(Cl)ee3)cc(0)cl2 g >0000 nM 4.666
CHEMBL109 | Cclc(0)c(0)cc2c1CC=C1[C@ @]3(C)CC[C@@]4(C)CC[ B 51700 | nv | 4664

2797 C@®@](C)(C(=0)0)C[C@H]4[C@]3(C)CC[C@]12C
CHEI;/I2I5‘1L399 COclccc([C@@H]2CC(=0)c3c(0)cc(0)cc302)cclO = 60000 | nM 4.651
CHEMBL116 | COclcc(/C=C/C(=0)/C=C(0)/C=C/c2ccc(0)c(0C)c2)ccc o 23500 | nM 4.629

438 10
CHE';ASZMSS 0=C1C(=0)N(C/C=C/c2cc3cccce3s2)c2cec(l)cc21 '=! 23500 | nM 4.629
CHEMBL554 | CCCCC(CC)CNC(=N)NC(=N)NCCCCCCNC(=N)NC(=N)NC -

041 c(cc)cece.cl.cl B 17800 | nM ) 4.629
CHEMBL127 | 0=C(0)clccc(/C=C2\C(=0)N(c3ccc(Cl)c(Cl)c3)N=C2c2c . 24300 M 4614

7136 ccce2)cecl
CHE7'\22|9'148 Cnlcnc2cc(NC(=0)c3cec(Cl)ec3)ccc21 = 18200 | nM 4.603
CHEMBL215 O=[N+]([O-])clccc(S(=0)(=0)c2ccc([N+](=0)[O- - 25000 M 4.602

397 ])cc2)ccl
CHEMBL560 0=c1c(0)c(- N

933 c2cce3c¢(c2)0C03)oc2cc(0OCc3ccec(Cl)e3)cc(O)c12 - 15400 nM 4.557
CHEMBL420 | CC(C)C[C@H](NC(=0)OC1CCN(S(C)(=0)=0)CC1)C(=0) -

9146 N[C@H](C=0)C[C@@H]1CCNC1=0 - 28800 nM 4.541
CHEMBL310 | C(=C/clcccccl)\C[N+]1(C/C=C/c2ccccc2)CCN(C(c2ccc -

5075 cc2)c2cccec2)CCl - 28300 | nM | 4.537
CHE';A;LZOS CCCclcc(O)nc(SCC(=0)Nc2cec(Cl)cc2)nl = 30000 | nM 4.523
CHEMBL380 COclcec(N2N=C(c3cccec3)/C(=C/c3ccc(- L

9059 c4cceecdC(=0)0)o3)C2=0)ccl - 30700 nM 4.513
CHEsl\gglilM COclccc(N(CC(=0)NCc2ccco2)S(C)(=0)=0)ccl '=! 61900 | nM 4.501
CHEMBL309 | O=C1Nc2ccc(S(=0)(=0)N3CCN(Cc4lcccc(Cl)c4)CC3)cc2 - 31710 M 4.499

9536 C1=0
CHEMBL377 COclcc(O)c2c(=0)cc(-c3ccc(0C)c(- -

324 c4c(0)cc(0)c5¢(=0)cc(-cbeec(0)ccb)oca5)c3)oc2cl N 32000 nM 4.495
CHEMBL378 | CCOC(=0)C(=CNclccc(S(=0)(=0)c2cce(/N=C/C(C(=0)0 L

342 CC)=C(\0)OCC)ce2)ccl)C(=0)0CC = 32000 | nM | 4.495
CHEMBL309 | COclcc(CN2CCN(S(=0)(=0)c3ccclc(c3)C(=0)C(=0)N4) -

9537 CC2)cc(0C)c10C i} 32080 | nM | 4.454
CHEMBL130 COclccc(C(=0)Cn2c(NCCO)nc3cceec32)ccl '=! 40900 nM 4.464
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ChEMBL ID Smiles Relation ICso Units | plCso
CHEMBL309 | 0=C1Nc2ccc(S(=0)(=0)N3CCN(CCchcccced)CC3)cc2Cl B 20910 | ov | 4457
9538 =0
CHEMBL381 0=C(0)clcccecl- -
0325 clcee(/C=C2\C(=0)N(c3ccc(F)cc3)N=C2c2ccececc2)ol - 37500 | nM 4.426
CHEMBL208 COclccc(-c2cc(=0)c3c(0)cc(0)c(-c4cc(- -

908 c5cc(=0)c6c(0)cc(0C)cc605)ccc40C)c302)ccl - 38400 nM 4.416
CHEMBL135 Cclcec(C(=0)N/C(=C\c2ccc(-c3ccec([N+](=0)[O- -

0514 1)c3)02)C(=0)NCCCN(C)C)ccl B 38570 | nM ) 4.414
CHEMBL239 | Oclcc(O)cc(0c2c¢(0c3c(0)cc(0)cc30)cc(0)c3c20c2¢( -
1423 0)cc(0)cc203)cl = 13300 | nM |} 4.413
CHEMBL231 CC(C)C[C@H](NC(=0)[C@@H](NC(=O)[C@H](C)NC(=
€336 0)[C@H](CO)NC(=0)[C@ @H](NC(=0)OCclcceecl)[C = 39000 | nM | 4.409
@ @H](C)0)C(C)C)C(=0)N[C@H](CHN)CCC(N)=0
CHEMBL309 | 0=C1C(=0)N(Cc2ccc3cccec3c2)c2ecc(S(=0)(=0)N3CC s
9525 0CC3)cc21 = 39870 nM 4.399
CHEMBL210 COclccec(- -

497 ¢2nc(SCC(=0)Nc3ccc(S(N)(=0)=0)cc3)nc(0)c2CHN)cl - 40000 nM 4.398
CHE';AELMO CC(C)clcec(NC(=0)CSc2ncec(-c3cces3)n2)ccl '=! 40000 | nM 4.398
CHE';A7|?;L214 0O=C(Cclnccsl)clncesl = 40000 | nM 4.398
CHEMBL381 0=C(O)clcccccl- -

0361 clcce(/C=C2\C(=0)N(c3ccccc3)N=C2c2ccecc2)ol - 41200 1 nM 4.385
CHEMBL131 Cclcec(C(=0)N/C(=C\c2ccc(-c3ccecc3[N+](=0)[O- -
5054 1)02)C{=0)NCCCN(C)C)ccl = | 41390 nM 14383
CHEMBL127 | 0=C(O)clccc(/C=C2\C(=0)N(c3ccc(OC(F)(F)F)cc3)N=C s
7047 2c2ccecc2)ccl - 42000 | nM | 4.377
CHEMBLA21 CC(C)C[C@H](NC(=0)OC1CCN(S(C)(=0)=0)CC1)C(=0)
3159 N[C@ @H](C[C@@H]1CCNC1=0)C(0)S(=0)(=0)[O- = 42100 nM 4.376
].[Na+]
CHEMBL380 0=C(0O)c1ccec(N2N=C(c3cccee3)/C(=C/c3ccc(- L
8795 c4cc(Cl)cccdC(=0)0)o3)C2=0)cl - 44700 nM 4.350
CHEMBL194 | CCOC(=0)/C=C/[C@H](C[C@@HI1CCNCI=O)NC(=O)[
398 C@@H](CC(=0)[C@@H](NC(=0)clcc(C)on1)C(C)C)Cc = 45000 nM 4.347
lcccecl
CHEZA%BSO COclcec(NC(=0)CSc2nc(O)ce(-c3ccecee3)n2)cc10C '=! 45000 | nM 4.347
CHEMBL231 CC(C)C[C@H](NC(=0)[C@@H](NC(=0)[C@H](C)NC(= I 49000 M 4310
6338 0)OC(C)(C)C)C(C)C)C(=0)N[C@H](C#N)CCC(N)=0
CHEMBL231 | Cclcc(C(=0)N[C@@H](C)C(=0)N[C@H](C(=0)N[C@ @ B 29000 | nv | 4310
6339 H](CC(C)C)C(=0)N[C@H](CHN)CCC(N)=0)C(C)C)nol
CHEMBL197 | CC(C)clcc2c(cc10)[C@ @]1(C)CCCC(C)(C)[C@ @H]1CC B 29600 | nv | 2308

308 2
CHE';/'4|ZL549 O=clcc(CNCc2ccc(Cl)cec2)oc2ccc(0)c(0)cl12 > 50000 nM 4.301
CHE,;AOiLSSG O=c1c(O)c(-c2ccc3c(c2)0C03)oc2cc(0)cc(0)c12 > 50000 nM 4.301
CHE,;A;L%O O=clcc(CNCc2ccec(Cl)c2)oc2ccc(0)c(0)cl12 > 50000 nM 4.301
CHE';AQBZL%O N#Cclccec(CNCc2cc(=0)c3c(0)c(O)cec302)cl > 50000 | nM 4.301
CHEMBL380 0=C(0O)c1ccec(N2N=C(C(F)(F)F)/C(=C\c3ccc(- o

8558 cAceeccdC(=0)0)03)C2=0)cl g >0000 | nM  4.301
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ChEMBL ID Smiles Relation I1Cso Units plCso
CHEMBL380 CC1=NN(c2cccc(C(=0)0)c2)C(=0)/C1=C\clccc(- X 50000 | nM 4301

9159 c2ccecc2)ol
CHEMBL380 | O=C(O)clcccec(N2N=C(c3cccce3)/C(=C/c3ccco3)C2=0) o 50000 M 4301

9833 cl
CHEMBL381 CC1=NN(c2cccee2)C(=0)/C1=C\clccc(- "

0010 c2cc(Cl)ccc2C(=0)0)o1 g >0000 nM 4.301
CHEMBL381 0=C1/C(=C\c2ccc(- "

0058 c3ccecc3)o2)C(c2ccecec2)=NN1clcccecl g >0000 nM 4.301
CHEMBL381 0=C(0O)c1cccc(N2N=C(C(F)(F)F)/C(=C/c3ccc(- "

0109 c4cc(Cl)cccdC(=0)0)03)C2=0)cl g >0000 nM 4.301
CHEMBL381 CC1=NN(c2cccc(C(=0)0)c2)C(=0)/C1=C\clccc(- L

0366 c2cc(Cl)ccc2C(=0)0)o1 g 50000 | nM  4.301
cHEMBL3g1 | CC(FOINIC@@H](CelenclnH]1)C(=0)N[C@@H](CO)C

3761 (=O)N[C@H](C(=O)N[C@ @H](CC(C)C)C(=O)N[C@@H] > 50000 nM 4.301

(CCC(N)=0)C(=0)0)[C@@H](C)O
CHEMBL309 | O=C1Nc2ccc(S(=0)(=0)N3CCN(cdcccend)CC3)cc2Cl= ,=, 51330 M 4.290
9540 o]
CHEMBL510 | Oclcc(O)cc(Oc2c(0)cc(0)c3c20c2c(0)ccdoc5c(Ocbec( -

508 0)cc(0)cb)c(0)cc(0)c5¢4c203)cl - 16700 nM 4.268
CHEE?Z'IW Nclnc(CSc2nnc(-c3ccccdeccece34)n2-c2cccec?)esl = 58350 | nM 4.234
CHEMBL210 CCC(Sc1nc(O)c(CH#N)c(- L

487 c2ccec(0C)c2)n1)C(=0)Nclcec(C(C)=0)ccl - 60000 nM 4.222
CHEMBL210 COclcccc(- -

632 ¢2nc(SCC(=0)Nc3ccc(C(C)=0)cc3)nc(0)c2CHN)cl - 60000 nM 4.222
CHEMBL177 | COclcc(C2C(C(=0)c3ccc(0OCC(C)C)cc3C)=C(0)C(=0)N2 -

4323 CCN(C)C)ccc10 - 62790 | nM | 4.202
CHEMBL459 Oclcc(0)c(0c2cc(0)cc(0)c20c2cc(0)cc(O)c2- s

393 c2¢(0)cc(0)cc20)c(0)cl - 22500 1 nM -} 4.200
CHEMBL309 | CN1CCN(S(=0)(=0)c2ccec3c(c2)C(=0)C(=0)N3Cc2ccccc -

9545 2)ccl = 67200 nM 4.173
CHEMBL456 | Oclcc(O)cc(Oc2c(0)cc(0)c3c20c2c(0)cc(Oclc(0)cc(O - 11200 M 4163
228 )cc40)cc203)cl - 0 :
CHEMBL148 COCCOCCn1c(CCCO)nc2cceec21 = 18600 nM 4.161

8602 0
CHEMBL196 CCOC(=0)/C=C/[C@H](C[C@@H]1CCNC1=0)NC(=0)[

635 C@H](CC=C(C)C)CC(=0)[C@@H](NC(=0)clcc(C)onl)C '=! 70000 nM 4.155

(C)C
CHEMBL378 COclccc(-c2cc(=0)c3c¢(0)cc(0)cc302)ccl- -

188 c1c(0)cc(0)c2c(=0)cc(-c3cec(0)cc3)ocl2 - 72300 nM 4.141
CHEMBL23g | CCOC(=0)/C=C/[C@H](C[C@@H]1CCNCI=O)NC(=O)[

517 C@H](CC=C(C)C)CC(=0)[C@@H](NC(=0)[C@H](CO)N = 75000 | nM | 4.125

C(=0)0C(C)(C)C)C(C)C
CHE9I\2§I?:309 CN1CCN(S(=0)(=0)c2cce3e(c2)C(=0)C(=0)N3)CCl = | 76720 | nm | 2115
CHEMBL177 | COclcc(/C=N/NC(=0)/C(=C\c2ccccc2)NC(=0)c2ccecec2 "

4325 )ec(0C)c10 = 77090 nM 4,113
CHE;\:')SflO Neleee(F)e(S(=0)(=0)Nc2ccee(C(F) (F)F)c2)cl = |20800 | nm | 2112
CHESI\(/I)EIi?;lO COclcccecc1CNC(=0)[C@H](C)NS(=0)(=0)clcccccl '=! 29900 nM 4112
CHEMBL309 | CN1CCN(S(=0)(=0)c2ccc3c(c2)C(=0)C(=0)N3Cc2ccc3c -

9546 ccee3c2)CCl - 82910 1 M | 4.081
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ChEMBL ID Smiles Relation ICso Units | plCso
CHEMBL177 | O=C(CSclncnc2clsclnc(N3CCOCC3)c3c(c12)CCCC3)N . 90720 | nm | 2.042
4326 Cclcccol
CHEMBL203 | NC(=0)clcn([C@@H]2C=C(CO)[C@@H](O)[C@H]20) ) 10000
> nM | 4.000
308 nnl 0
CHEMBL204 | NC(=O)clncn([C@@H]2C=C(CO)[C@@H](O)[C@H]20 N 10000
> nM 4.000
499 )n1 0
CHE';A;LZW Cclec(0)ne(SCC(=0)Nc2cc(Cl)ecc20c2cccec2)nl '=! lﬁgE nM | 4.000
CHEMBL224 | O=cl[nH]cc([C@@H]2C=C(CO)[C@@H](O)[C@H]20) ) 10000
> nM | 4.000
363 c(=0)[nH]1 0
CHEMBL225 | Nclnc(O)c2[nH]cc([C@@H]3C=C(CO)[C@@H](O)[C@ X 10000 |+ 1| 4.000
045 H]30)c2n1 0 '
CHEMBL225 | Nclnc(=0)c([C@@H]2C=C(CO)[C@@H](0)[C@H]20) ) 10000
> nM | 4.000
046 c[nH]1 0
CCOC(=0)/C=C/[C@H](C[C@@H]1CCNC1=0)NC(=0)[
HER 23 | cemi(cerceeccnc=0)ic@@HINC(=o)ic@Hlico) | = | 0% | nm | 4.000
NC(=0)0c(c)(c)c)c(C)C
CHEMBL381 | NC(=O)clcn([C@@H]2C=C(CO)[C@@H](0)[C@H]20) N 10000
> nM 4.000
539 cnl 0
CCOC(=0)/C=C/[C@H](C[C@@H]1CCNC1=0)NC(=0)[
P | cemicc@oncolice@Hinc-o)icericomel | = | P07 | am | 4000
=0)0C(C)(C)C)C(C)C
CHEMBL309 | 0=C1Nc2ccc(S(=0)(=0)N3CCN(c4cec(F)cc4)CC3)cc2Cl N 10000
> nM 4.000
9534 =0 0
CHEMBL309 | 0=C1Nc2ccc(S(=0)(=0)N3CCN(c4ccec(C(F)(F)F)c4)CC3 o 10000 | | 4000
9535 )cc2C1=0 0 '
CHEMBL177 | Cclnc(C)c(C(=0)C2=C(O)C(=0)N(CCCN3CCOCC3)C2c2 - 10138 || 5994
4324 ccce([N+](=0)[0-])c2)s1 0 ’
CHEMSBL814 O=clc(-c2ccc(O)cc2)coc2ec(0)cecl2 = 10(5)00 nM | 3.979
CHEMBL173 OCCCclnc2cccec2n1CCOclcecccl > 20000 nM 3.913
2790 0
CHEZ'\QE;Bg CCOcleec(S(=0)(=0)NCe2ccc3c(c2)0C03)cclC =t | 76700 | M | 3.907
CHEMBL127 | CC(=0)Oclec2¢(cc1C(C)C)CC[C@@H]1[C@]2(C)CCClC s 12830 |\ | 3890
7754 @@]1(c)co - 0 '
CHEI\QEMOZ 0=C1c2ccec(0)c2C(=0)c2¢(0)cc(CO)cc21 = BSOO nM | 3.879
CHEMBL127 | C=C1CC[C@H]2[C@](C)(CO)CCC[C@]2(C)[C@H]1CC/C i 137701 v | 3.861
7840 (C)=C\cO _ 0 '
CHEI;/I7I?)L559 Oclcc(O)c20c3cc(O)cdoc5ec(O)cc(O)c50c4c3oc2cl =" 15§3O nM | 3.817
CHEMBL127 | CC(C)clec2c(cclO)[C@@]1(C)CCC[C@@](C)(C=0)[C " 16320 nM | 3.787
7662 @@H]1CC2 _ 0 '
CHEEE;Z% Oclcc(0)cc(0c2¢(0)cc(Oc3c(0)cc(0)ce30)cc20)cl '=! 16370 nM | 3.783
CHEMBL718 | CC(C)C1=CC2=CC[C@H]3[C@](C)(C(=0)0)CCCIC@]3(C " 18910 1 1 [ 3723
93 )[C@H]2cC1 ) 0 '
CHEMBL207 CC(C)eleee(NC(=0)CSc2ncec(- = (29000 v | 3699
381 c3csc(COc4ccccc4Cl)n3)n2)ccl - 0 ’
CHEZ";LZW €OC(OC)cTec(0)ne(SCC(=0)Ne2cee(C(F)(F)F)cc2)nl = 20800 nM | 3.699
CHE';/'ELHO Cclcc(O)nc(SCC(=0)Nc2cec(Oc3cec(Cl)cc3)cc2)nl =" 20800 nM 3.699
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ChEMBL ID Smiles Relation I1Cso Units plCso
CHEMBL210 | CCCCclccc(NC(=0)CSc2nc(O)c(CHN)c(C3CCCCC3)n2)c| . 20000
= nM 3.699
823 C)cl 0
CHEMBL377 N#Cc1c(0)nc(SCC(=0)Nc2ceee(C(F)(F)F)c2)ncl- . 20000
= nM 3.699
225 clcccecl 0
CHEMBLA473 Oclcc(O)cc(O)cl > 20000 nM 3.699
159 0
CHEMBL127 | COC(=0O)[C@]1(C)CCC[C@]2(C)c3ccc(C(C)C)cc3CC[C@ o 20700
= nM 3.684
98 H]21 0
CHEMBL197 | CC(C)clcc2c(ccl0)[C@@]1(C)CCCC@@](C)(CO)[C@ s 22080 | 0| 3656
310 @H]1CC2 ) 0 '
CHEMBL127 | CC(C)clcc2c(ccl0)[C@@]1(C)CC[C@H](0)C(C)(C)[C@ o 23340 1 1 | 3632
7661 @H]1CC2 ) 0 '
CHEMBL207 CCOC(=0)clcnc(SCC(=0)Nc2cec([N+](=0)[O- - 25000 M 3.602
458 I)cc2)ncIN - 0 :
. 28080
CHEMBL28 O=clcc(-c2ccc(0)cc2)oc2ec(0)cc(0)c12 = 0 nM 3.552
CHEMBL512 | C=C[C@@]1(C)CC[C@H]2C(=CC[C@H]3[C@](C)(C(=O0) o 28350 1M | 3.547
164 O)CCC[C@]23C)C1 0 '
CHE';’LBSLHO CCOclecc(N2C(=0)CC(Se3nc(C)ec(C)n3)C2=0)ccl =t 30800 nM | 3.523
CHEMBL210 COclccec(-c2nc(SCC(=0)Nc3ccc([N+](=0)[O- - 30000 M 3523
146 )cc3)nc(0)c2C#N)cl - 0 :
CHE';A7|?;L21O CC(Sc1nc(O)c(CH#N)c(-c2cccec2)n1)C(=0)Nclccc(Cl)ecl = 30800 nM 3.523
CHEMBL378 | CC(C)(C)clccc(NC(=0)CSc2nc(0)c(CH#N)c(C3CCCCC3)n L 35000
= nM 3.456
677 2)ccl 0
CHEZA;LMO COclccc(-c2cenc(SCC(=0)Nc3cec(C(C)C)ec3)n2)ccl = 40800 nM 3.398
CHE'l/lgBSLZlO Cclcc(C(F)(F)F)nc(SCC(=0)Nc2ccc(Cl)cc2F)nl '=! 50800 nM 3.301
CHEMBL210 | Ceane(Sco(=0)Nc2cec(IN#](=0)[0-)ec2Ine(O)c1c st [0 v | 3.000
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Table S1. List of molecules constituting SARS-CoV RNA dependent RNA polymerase training
set.

ChEMBL ID Smiles Relation ICso Units plCso
CC(C)C[C@H](NC(=0)[C@H](Cclccecc2eccecl
CHEMBL2441741 | 2)NC(=0)OCclcceccl)C(=0)N[C@H](C=0)C[ = 230 nM | 6.638
C@@H]1CCNC1=0
CHEMBL221366 0=C(Oclccencl)clcecesl '=! 500 nM 6.301
CC(C)C[C@H](NC(=0)[C@H](Cclccecc2ceccecl
CHEMBL2441745 | 2)NC(=0)OCclcccecl)C(=0)N[C@ @H](C[C@ = 610 nM | 6.215
@H]1CCNC1=0)C(=0)C(=0)NC(C)C
CHEMBL3099526 CClCCN(S(=O)(=O)Cg)cccéi’c(cz)c(:o)c(zo)N3 i 1040 | nM | 5.983
CHEMBL3099541 CCICCN(S(=O)(=O)Cfgchc(cz)c(zo)c(zo)N3 o 1180 | nM | 5.928
CHEMBL3105073 S=C(NCclccencl)SCclcc(Cl)sciCl '=! 160 nM 5.916
CHEMBL3099527 | CCLCCN(S(=0)(=0)c2cee3c(c2)C(=0)C(=O)N3 1= 1690 | nM | 5.772
Cc2ccccc2)CCl
CCN1/C(=C\C=C\C2=C/C(=C/c3sc4ccccca[n+] .
CHEMBL478119 3C0)CC()C2)se2ecece2] = 2000 nM | 5.699
CC(C)C[C@H](NC(=0)OC1CCN(C(=0)oc(C)(C
CHEMBL4214066 )C)CC1)C(=0)N[C@H](C=0)C[C@@H]1CCNC '=! 2100 nM 5.678
1=0
CHEMBL3099542 CClCCCCN1S(=o)(z(?')\jjzlccczc(‘:l)c(:o)c(:o o 2250 | nM | 5.648
CCN1/C(=C\C=C\c2sc3ccc(-
CHEMBL541163 c4nc5cccec5s4)cc3[n+]2CC)Sc2cec(- '=! 2500 nM 5.602
c3ncdcccccds3)cc21.[Cl-]
CC1=CC[C@]2(C)CC[C@]3(C)C4=CC=C5C(=C
CHEMBL1092796 C(=0)C(0)=C5C)[C@]4(C)CC[C@@]3(C)[C@ '=! 2600 nM 5.585
@H]2C1
CC1CC(C)CN(S(=0)(=0)c2ccec3c(c2)C(=0)C(= -
CHEMBL3099529 0)N3C)C1 = 2820 nM 5.550
CCOC(=0)N1CCC(OC(=O)N[C@@H](CcCc(C)C)
CHEMBL4217568 C(=O)N[C@H](C=0)C[C@@H]2CCNC2=0)CC '=! 3200 nM 5.495
1
CCN1C(c2cceec2)=C(c2cecce2)S/C1=C/C=C/c .
CHEMBL>40403 1sc2c3cccec3cec2[n+]1CC.[Cl-] N 3800 nM >-420
CC(C)C[C@H](NC(=0)0C1(Cc2cceec2)CON(S(
CHEMBL4214471 C)(=0)=0)CC1)C(=0)N[C@H](C=0)C[C@@H] '=! 3900 nM 5.409
1CCNC1=0
CCC1(OC(=O)N[C@@H](CC(C)C)C(=0O)N[C@
CHEMBL4216101 @H](C[C@@H]2CCNC2=0)C(0)S(=0)(=0)[O- '=! 4100 nM 5.387
])CCN(C(=0)0C(C)(C)C)CCL.[Na+]
CHEMBL3099543 | CCLCCICIEN(S(=0)(=0)c2cce3e(c2)C(=0)c(= - 4300 | nM | 5367
O)N3)C1
CC(C)C[C@H](NC(=0)0C1(Cc2ccecc2)CON(S(
CHEMBL4208764 | C)(=0)=0)CC1)C(=0)N[C@ @H](C[C@@H]1C = 4300 nM | 5.367
CNC1=0)C(0)S(=0)(=0)[O-].[Na+]
CHEMBL61320 O=C1Nc2ccc(S(=0)(=0)N3CCCCC3)cc2C1=0 '=! 4450 nM 5.352
CC(C)C[C@H](NC(=0)[C@@H](NC(=0)[C@H
CHEMBL2316337 | ](C)NC(=0)OCclcccccl)C(C)C)C(=0)N[C@H]( = 4600 nM | 5.337
CHN)CCC(N)=0
CC1CC(C)CN(S(=0)(=0)c2ccc3c(c2)C(=0)C(= L
CHEMBL3099530 0)N3Cc2ccccc2)Cl = 4700 nM 5.328




Supplementary file 1

CC(C)C[C@H](NC(=0)OC1CCN(C(=0)0C(C)(C

CHEMBL4208240 )C)CC1)C(=0O)N[C@@H](C[C@@H]1CCNC1= 5100 nM 5.292
0)C(0)S(=0)(=0)[O-].[Na+]
CC(C)C[C@H](NC(=0)0C1(Cc2cceec2)CCN(C(
CHEMBL4202812 | =0)OC(C)(C)C)CC1)C(=0)N[C@H](C=0)C[C@ 5200 nM | 5.284
@H]1CCNC1=0
CCC(=C\c1sc2c3cceec3ccc2[n+]1CC)/C=C1/S
CHEMBL479172 c26e{CIc(CIccaNICC 5400 nM | 5.268
COC(=0)[C@]1(C)CC[C@]2(C)CC[c@]3(C)ca
CHEMBL54804 | =CC=C5C(=CC(=0)C(0)=C5C)[C@]4(C)CC[C@ 5500 nM | 5.260
@]3(C)[C@@H]2C1
N#Cclccc(N2N=C(c3cceee3)/C(=C/c3cce(C(=
CHEMBL1277046 0)0)cc3)C2=0)ccl 5500 nM 5.260
CCC1(0OC(=0)N[C@ @H](CC(C)C)C(=0)N[C@
CHEMBL4212620 H](C=0)C[C@ @H]2CCNC2=0)CCN(C(=0)0oC( 5500 nM 5.260
c)(c)c)ccl
CHEMBL3099521 CN1C(=0)C(=0)c2cc(S(=0)(=0)N3CCN(c4ccc 5520 oM 5 958
cn4)CC3)ccc2l
CC(C)(C)clecec(N2N=C(c3cceee3)/C(=C/c3ccc(
CHEMBL3808427 cdce(Cl)cecaC(=0)0)03)C2=0)ccl 5800 nM 5.237
CC(C)clcec(N2N=C(c3ccceec3)/C(=C/c3ccc(-
CHEMBL3809329 cace(Cl)ccaC(=0)0)03)C2=0)ccl 6000 nM | 5.222
CC(C)C[C@H](NC(=0)0C1(Cc2cccec2)CCN(C(
CHEMBL4203883 | =0)OC(C)(C)C)CC1)C(=0)N[C@@H](C[C@@ 6300 nM | 5.201
H]1CCNC1=0)C(0)S(=0)(=0)[0-].[Na+]
0=C(0O)c1ccec(N2N=C(c3cccee3)/C(=C/c3ccc(
CHEMBL3809861 _cdcccccd)03)C2=0)cl 6400 nM 5.194
CCC(=C\c1sc2cc(C)c(C)ec2[n+]1CC)/C=C1/Sc
CHEMBL558828 2cc(/C=C/c3cccce3)ccc2N1CC.[Cl-] 6600 nM >-180
0=C(0O)c1cccc(N2N=C(c3cccee3)/C(=C/c3ccc(
CHEMBL3809053 _cdcceced)ce3)C2=0)cl 6700 nM 5.174
CHEMBL1277227 0=C(0)clcce(/C=C2\C(=0)N(c3ccc(F)cec3)N= 6800 M 5167
C2c2cccec2)cecd
CCN1/C(=C\C(=C/c2sc3cceecc3[n+]2CCCS(=0)
CHEMBL515787 (=0)[0-))0C)Se2cec(0C)ce21 7300 nM | 5.137
CC(=0)N[C@ @H](CC(N)=0)C(=O)N[C@@H](
CHEMBL3818000 | CO)C(=0)N[C@H](C(=0)N[C@ @H](CO)C(=0) 7500 nM | 5.125
N[C@@H](CCC(N)=0)C(=0)0)[C@@H](C)O
CC(=O)N[C@ @H](CCC(=0)0)C(=0O)N[C@@H
1(CO)C(=O)N[C@H](C(=O)N[C@@H](CC(C)C)
CHEMBL3818593 7500 nM 5.125
C(=0O)N[C@@H](CCC(N)=0)C(=0)0)[C@@H]
(€)0
N#Cclccec(COc2cc(0)c3c(=0)c(0)c(-
CHEMBL551131 cacec(O)c(O)cAloc3c2)cl 25400 | nM | 5.082
O=clcc(-c2ccc(0)c(-c3¢(0)cc(0)cdc(=0)cc(-
CHEMBL63354 c5cec(0)cc5)oc34)c2)oc2cc(0)cc(0)cl12 8300 nM >-081
0=C(0)c1ccc(/C=C2\C(=0)N(c3ccecc([N+](=0)
CHEMBL1277228 [0-])c3)N=C2c2cceec2)ccl 8400 nM 5.076
CHEMBL3105076 Nclncnc2[nH]c(C(F)(F)F)nc12 2200 nM 5.068
CC(C)(C)cleec(N2N=C(c3cceee3)/C(=C/c3cec(
CHEMBL3809579 cAcececdCl=0)0)03)C2-0)ec 8600 nM | 5.066
CHEMBLA71187 Oclcc(O)cc(0c2c(0)cc(0)c3c20c2¢(0)cc(0)c 8800 oM 5.056

c203)cl
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CCOC(=0)N1CCC(OC(=0)N[C@@H](CC(C)C)

CHEMBL4204431 | C(=0)N[C@@H](C[C@@H]2CCNC2=0)C(0)S = 8800 nM | 5.056
(=0)(=0)[0O-])CC1.[Na+]
O=c1c(O)c(-
CHEMBL550256 c2ccc(0)c(0)c2)oc2cc(OCc3ccc(Cl)ce3)cc(O)c '=! 4100 nM 5.034
12
CC1=C(0)C(=0)C=C2C1=CC=C1[C@@]3(C)CC
CHEMBL432519 | [C@@]4(C)CC(=0)[C@H](C)C[C@H]4[C@)3( = 9900 nM | 5.004
C)CC[C@@]21C

CHEMBL3099523 CN1C(=O)C(=O)c2cc(CS§=10)(=O)N3CCOCC3)cc = 9910 | nM | 5.004
CCN1/C(=C\C=c2/s/c(=C\c3sc4ccccc4[n+]3C -

CHEMBL478987 On(CC)e2=0)sc2eeecc2 = 10000 | nM | 5.000
CC(=O)N[C@ @H](CC(=0)0)C(=O)N[C@@H](
CO)C(=O)N[C@H](C(=O)N[C@@H](CC(C)C)C i

CHEMBL3818400 = 10000 nM 5.000
(=0)N[C@@H](CCC(N)=0)C(=0)0)[C@@H](

C)o
0O=C1Nc2ccc(S(=0)(=0)N3CCN(C(=0)c4ccco -

CHEMBL3099539 4)CC3)cc2C1=0 = 10070 nM 4.997
CC1=C(0)C(=0)C=C2C1=CC=Cl[C@@]3(C)CC

CHEMBL301982 [C@@]4(C)CC[C@@](C)(C(=0)O)C[C@H]4[C '=! 10300 nM 4.987

@]3(C)CC[C@@]21C

CHEMBL518593 C(\C1=C2Sc3cccce3N2CC1)=C1/CC[n+]2clsc i 10500 oM 4.979

lcccecl2

cHEmBL1277135 | O=C(O)cleec(/C=C2\C(=O)N(c3ccec(Cl)e3)N= 1= 10800 | nM | 4.967

C2c2cccec2)cecl
CC(C)clcec(N2N=C(c3ccceec3)/C(=C/c3ccc(- -
CHEMBL3809506 cAcceecdC(=0)0)03)C2=0)ccl = 11700 nM 4.932
CHEMBL3099544 | CNICCN(S(=0)(=0)c2eee3c(c2)C(=0)C(=ON 1= 11830 | nM | 4.927
3C)cc1
COclccc(N2N=C(c3ccece3)/C(=C/c3ccc(C(=0 -

CHEMBL1276871 )0)ec3)C2=0)ccl = 12000 nM 4921

CHEMBL484273 | 0=C1Nc2ccc(S(=0)(=0)N3CCOCC3)cc2C1=0 = 12660 | nM | 4.898
Oclcc(O)cc(0c2¢(0)cc(0)c3c20c2¢(0)cc(Oc

CHEMBL508791 4¢(0)cc(0c5¢(0)ce(0)c6e50c5¢(0)cc(0)cc50 '=! 68100 nM 4.868

6)cc40)cc203)cl

CHEMBL1876821 | CN(CC(=0)NC1CCCC1)S(=0)(=0)clcccc(Cl)cl > 200000 | nM | 4.863
0O=C1C(=0)N(Cc2ccccc2)c2ccc(S(=0)(=0)N3C -

CHEMBL3099524 COCC3)cc21 = 13860 nM 4.858

CHEMBL3099547 | CN1C(=0)C(=0)c2cc(S(=0)(=0)N3CCN(CCeac 1 13860 | nM | 4.858

cccc4)CC3)cec21
O=c1c(O)c(- -
CHEMBLS0 c2ccc(0)c(0)c2)oc2cc(0)cc(0)c12 - 23800 M 4.857

CHEMBLL278125 0=C(0O)clcce(/C=C2\C(=0)N(c3ccc(Cl)cc3)N= s 13900 oM 4.857

C2c2cccec2)ccl
0=C1C(=0)N(Cc2ccccc2)c2cec(S(=0)(=0)N3C -

CHEMBL3099522 ccees)ec2l = 14000 nM 4.854
0=C(0O)c1ccec(N2N=C(c3cccee3)/C(=C/c3ccc( -

CHEMBL3809926 OCcAcccced)cc3)C2=0)cl = 15700 nM 4.804

O=c1c(O)c(-
CHEMBL551130 c2ccc(0)c(0)c2)oc2cec(0OCc3ccec(Cl)c3)cc(0)c > 50000 nM 4.793
12
CHEMBL3105074 O=C(clcncc(Br)c1)N1CCN(Cc2cesc2)CCl '=! 24500 nM 4.789
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0=C(0)c1ccc(Cl)ccl-

CHEMBL3810328 clcee(/C=C2\C(=0)N(c3cccec3)N=C2c2ccecc 16400 nM 4.785
2)ol
CC1CCN(S(=0)(=0)c2ccc3c(c2)C(=0)C(=0)N3
CHEMBL3099528 Cc2cec3eccee3e2)CCl 17820 nM 4.749
CHEMBL1277944 0=C(0O)clcce(/C=C2\C(=0)N(c3ccccec3)N=C2c 18000 M 4.745
2ccecc2)ccl
N#Cclccec(COc2cc(0)c3c(=0)c(0)c(-
CHEMBL551529 cAcce5c(c4)0CO5)oc3e2)cl 8100 nM 4.730
N#Cclccc(N2N=C(c3ccece3)/C(=C/c3ccc(-
CHEMBL3809498 cAcceecdC(=0)0)03)C2=0)ccl 18700 nM 4.728
CHEMBL151 O=clcc(-c2ccc(0)c(0)c2)oc2cc(0)cc(0)c12 20000 nM 4.699
CC(=O)N[C@@H](CC(N)=0)C(=0)N[C@ @H](
CO)C(=O)N[C@H](C(=O)N[C@@H](CC(=0)0)
CHEMBL3818028 20000 nM 4.699
C(=0O)N[C@@H](CCC(N)=0)C(=0)0)[C@@H]
(C)o
0=C(0)c1ccc(Cl)ccl-
CHEMBL3808658 clecec(/C=C2\C(=0)N(c3ccc(F)cec3)N=C2c2ccc 20200 nM 4.695
cc2)ol
O=c1c(O)c(-
CHEMBL551334 c2ccc3c(c2)0C03)oc2cc(0OCc3ccc(Cl)ee3)cc( 50000 nM 4.666
0)c12
Cc1c(0)c(0)cc2c1CC=C1[C@ @]3(C)CC[C@ @
CHEMBL1092797 ]4(C)CC[C@@](C)(C(=0)0)C[C@H]4[C@]3(C 21700 nM 4.664
JCC[C@]12C
CHEMBL399121 COClCCC([C@@H]Z)CCCC(; cc)) e3¢(0)ec(O)ee302 60000 | nM | 4.651
CHEMBL11643g | COCLecl/C=C/C(=0)/C=C(0)/C=C/c2ccc(O)el 23500 | nM | 4.629
0C)c2)ccclO
CCCCC(CC)CNC(=N)NC(=N)NCCCCCCNC(=N)
CHEMBL554041 NC(=N)NCC(CC)CCCC.Cl.cl 17800 nM 4.629
CHEMBL1277136 0=C(0O)c1cce(/C=C2\C(=0)N(c3ccc(Cl)c(Cl)c3 24300 oM 4614
JN=C2c2ccccc2)ccl
CHEMBL1487869 Cnlcnc2cc(NC(=0)c3ccec(Cl)ec3)cec21 18200 nM 4.603
O=c1c(O)c(-
CHEMBL560933 c2ccc3c(c2)0C03)oc2cc(0OCc3ccec(Cl)e3)cc( 15400 nM 4,557
0)c12
CC(C)C[C@H](NC(=0)OC1CCN(S(C)(=0)=0)C
CHEMBL4209146 C1)C(=O)N[C@H](C=0)C[C@@H]1CCNC1=0 28800 | nM | 4.541
C(=C/clcccecl)\C[N+]1(C/C=C/c2ccccc2)CCN
CHEMBL3105075 (Clc2cccec2)c2ceecc2)CCl 28300 nM 4.537
COclcec(N2N=C(c3cceec3)/C(=C/c3cec(-
CHEMBL3809059 cAcceecdC(=0)0)03)C2=0)ccl 30700 nM 4,513
CHEMBL1478361 COclccc(N(CC(=O)NC<;2ccc02)S(C)(=O)=O)cc 61900 oM 4501
0O=C1Nc2ccc(S(=0)(=0)N3CCN(Cclcccc(Cl)ca
CHEMBL3099536 )CC3)cc2C1=0 31710 nM 4.499
COclcc(0)c2c(=0)cc(-c3cec(0C)c(-
CHEMBL377324 c4c(0)cc(0)c5c¢(=0)cc(- 32000 nM 4.495
c6ccc(0)ccb)ocd5)c3)oc2cl
COclcc(CN2CCN(S(=0)(=0)c3cccéc(c3)C(=0)
CHEMBL3099537 C(=0)N4)CC2)cc(0C)c10C 32080 nM 4.494
CHEMBL1906723 COclccc(C(=0)Cn2c(NCCO)nc3ceece32)ccl 40900 nM 4.464
CHEMBL3099538 O=C1Nc2ccc(S(=0)(=0)N3CCN(CCclcccccl)C 34910 oM 4.457

C3)cc2C1=0
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0=C(O)clcccecl-

CHEMBL3810325 clcee(/C=C2\C(=0)N(c3ccc(F)cec3)N=C2c2ccc '=! 37500 nM 4.426
cc2)ol
COclccc(-c2cc(=0)c3c(0)cc(0)c(-ccc(-
CHEMBL208908 c5cc(=0)c6c(0)cc(0OC)cc605)ccc40C)c302)cc '=! 38400 nM 4.416
1

Cclccc(C(=0)N/C(=C\c2ccc(-
CHEMBL1350514 c3ccec([N+](=0)[0- = 38570 | nM | 4.414

1)c3)02)C(=0)NCCCN(C)C)ccl

Oclcc(0)cc(0c2c(0c3c(0)cc(0)cc30)cc(0)c3 -

CHEMBL2391423 20c2¢(0)cc(0)cc203)cl = 13300 nM 4.413
CC(C)C[C@H](NC(=0)[C@@H](NC(=0)[C@H
I(C)NC(=0)[C@H](CO)NC(=0)[C@@H](NC(= i

CHEMBL2316336 0)0CeLececel) [C@@HI(CIO)CICICIC=OINIC = 39000 | nM | 4.409

@H](CHN)CCC(N)=0
0O=C1C(=0)N(Cc2ccc3ccccc3c2)c2cece(S(=0)( -

CHEMBL3099525 ~0)N3CCOCC3)cc21 = 39870 nM 4.399

0=C(0)clcccecl-

CHEMBL3810361 clcee(/C=C2\C(=0)N(c3cceccc3)N=C2c2ccecc '=! 41200 nM 4.385

2)ol
Cclcec(C(=0)N/C(=C\c2ccc(-

CHEMBL1315054 c3ccccc3[N+](=0)[O- '=! 41390 nM 4.383

1)02)C(=0)NCCCN(C)C)ccl

CHEMBL1277047 | O~ClO)eleccl/C=CAC(=0)N(e3ccc(OC(F)(F)F = 42000 | nM | 4377

Jcc3)N=C2c2ccccc2)ccl
CC(C)C[C@H](NC(=0)OC1CCN(S(C)(=0)=0)C
CHEMBL4213159 | C1)C(=O)N[C@@H](C[C@ @H]1CCNC1=0)C( = 42100 | nM | 4.376
0)S(=0)(=0)[0-].[Na+]
0=C(0O)c1ccec(N2N=C(c3cccee3)/C(=C/c3ccc( -

CHEMBL3808795 c4ce(Cl)eccaC(=0)0)03)C2=0)cl = 44700 nM 4.350
CC(C)C[C@H](NC(=0)[C@@H](NC(=0)[C@H

CHEMBL2316338 | ](C)NC(=0)OC(C)(C)C)C(C)C)C(=0)N[C@H](C = 49000 | nM | 4.310

#N)CCC(N)=0
Cclcc(C(=0)N[C@ @H](C)C(=0)N[C@H](C(=
CHEMBL2316339 | O)N[C@ @H](CC(C)C)C(=0)N[C@H](C#N)CCC = 49000 | nM | 4.310
(N)=0)C(C)C)no1l
CC(C)clcc2c(cclO)[C@@]1(C)CCCC(C)(C)[C -
CHEMBL197308 @@H]1CC2 = 49600 nM 4.305
CHEMBL549646 O=clcc(CNCc2ccc(Cl)cec2)oc2ccc(O)c(0)c12 > 50000 nM 4.301
0=c1c(O)c(- o

CHEMBL556501 (26cc3¢(c2)0C03)0e2¢c(O)cc(0)c12 > 50000 | nM | 4.301

CHEMBL560136 O=clcc(CNCc2ccec(Cl)c2)oc2ccc(O)c(0)c12 > 50000 nM 4.301

CHEMBL560392 N#Cc1cccc(CNCc2cc(=1O)c3c(0)c(0)ccc302)c X 50000 M 4.301
0=C(0O)c1cccc(N2N=C(C(F)(F)F)/C(=C\c3ccc(- N

CHEMBL3808558 c4cececACl=0)0)o03)C2-0)cl > 50000 | nM | 4.301

CHEMBL3809159 | CCLNN(c2ccec(C(=0)0)e2)C(=0)/C1=Cclcc N 50000 | nM | 4.301

c(-c2ccecec2)ol

CHEMBL3809833 0=C(0O)c1ccec(N2N=C(c3cccee3)/C(=C/c3ccc X 50000 M 4.301

03)C2=0)c1
CC1=NN(c2cccee2)C(=0)/C1=C\clccc(- "
CHEMBL3810010 c2cc(Cl)ccc2C(=0)0)o1 > 50000 nM 4.301
CHEMBL3810058 0=C1/C(=C\c2ecc(- X 50000 | nM | 4.301

c3cceee3)o2)C(c2ccececc2)=NN1clceeecl
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0=C(0O)c1ccce(N2N=C(C(F)(F)F)/C(=C/c3ccc(-

I>I .

CHEMBL3810109 c4cc(Cl)cccaC(=0)0)03)C2=0)cl 50000 nM 4.301
CC1=NN(c2ccce(C(=0)0)c2)C(=0)/C1=C\clcc "

CHEMBL3810366 c(-c2cc(Cl)cec2C(=0)0)ol > 50000 nM 4.301
CC(=0)N[C@ @H](Cclecnc[nH]1)C(=0)N[C@
@H](CO)C(=0)N[C@H](C(=0)N[C@@H](CC( ot

CHEMBL3818761 > 50000 nM 4.301
C)C)C(=0)N[C@ @H](CCC(N)=0)C(=0)0)[C@

@H](C)o
CHEMBL3099540 0O=C1Nc2ccc(S(=0)(=0)N3CCN(c4cccend)CC o 51330 oM 4.290
3)cc2C1=0

Oclcc(O)cc(0c2c(0)cc(0)c3c20c2c(0)ccdoc -
CHEMBL510508 5¢(0c6ec(0)cc(0)cb)c(0)cc(0)c5c4c203)cl N 16700 nM 4.268
CHEMBL1774322 Nclnc(CSc2nnc(-c3ccccdecccc34)n2- i 58350 oM 4234

c2cccec2)csl

COclcc(C2C(C(=0)c3cec(0CC(C)C)cc3C)=C(0 -

CHEMBL1774323 )C(=0)N2CCN(C)C)ceclO = 62790 nM 4.202
Oclcc(0)c(0c2cc(0)cc(0)c20c2cc(0)cc(0)c2 -

CHEMBL459393 -c2¢(0)cc(0)cc20)c(0)cl = 22500 nM 4.200

CHEMBL3099545 | CNLCCN(S(=0)(=0)c2cce3c(c2)C(=0)C(=0)N = 67200 | nM | 4.173

3Cc2ccccc2)CCl
Oclcc(O)cc(0c2c(0)cc(0)c3c20c2¢(0)cc(Oc -
CHEMBL456228 4¢(0)cc(0)ccd0)cc203)cl = 112000 nM 4.163

CHEMBL1488602 COCCOCCn1c(CCCO)nc2cceec21 '=! 186000 nM 4.161

COclccc(-c2cc(=0)c3c(0)cc(0)cc302)ccl- -
CHEMBL378188 ¢1c(0)cc(0)c2c(=0)cc(-c3cec(0)cc3)ocl2 N 72300 nM 4.141

CHEMBL3099533 CN1CCN(S(=O)(=O);)2é:(c:iac(c2)C(=O)C(=O)N ' 76740 | nM | 4.115
COclcc(/C=N/NC(=0)/C(=C\c2ccccc2)NC(=0 -

CHEMBL1774325 Jc2ceeec2)ce(0C)c10 = 77090 nM 4.113

CHEMBL3105072 Nclccc(F)c(S(=0)(=0)Nc2ccec(C(F)(F)F)c2)cl '=! 29800 nM 4112

CHEMBL3105071 COCICCCCC1CNC(=O)C[C(;§1)1H](C)Ns(zo)(zomc = 29900 | nM | 4.112
CN1CCN(S(=0)(=0)c2ccc3c(c2)C(=0)C(=0)N -

CHEMBL3099546 3Cc2ccc3eccee3e2)CCl = 82910 nM 4.081
0=C(CSclncnc2clsclnc(N3CCOCC3)c3c(c12) -

CHEMBL1774326 CCCC3)NCeleccol = 90720 nM 4.042

CHEMBL3099534 0O=C1Nc2ccc(S(=0)(=0)N3CCN(clccc(F)ccl)C o 100000 oM 4.000

C3)cc2C1=0
0O=C1Nc2ccc(S(=0)(=0)N3CCN(c4cccc(C(F)(F "

CHEMBL3099535 JF)c4)CC3)cc2C1=0 > 100000 nM 4.000
Cc1nc(C)c(C(=0)C2=C(0)C(=0)N(CCCN3CCO L

CHEMBL1774324 CC3)C2¢2ccec([N+](=0)[0-])c2)s1 = 101380 nM 3.994

CHEMBL8145 O=c1c(-c2ccc(O)cc2)coc2ec(O)cccl2 '=! 105000 nM 3.979

CHEMBL1732790 OCCCclnc2ccccc2n1CCOclcccccl > 200000 nM 3.913

CHEMBL1392147 CCOc1ccc(S(=O)(=O)I;l((::c2ccc3c(c2)OCO3)cc i 76700 oM 3.907
CC(=0)Oclcc2c(cclC(C)C)CC[C@@H]1[C@] -

CHEMBL1277754 2(C)CCC[C@@]1(C)CO = 128900 nM 3.890

CHEMBL40275 0O=C1c2cccc(0)c2C(=0)c2c¢(0)cc(CO)cc21 '=! 132000 nM 3.879
C=C1CC[C@H]2[C@](C)(CO)CCC[C@]2(C)[C L

CHEMBL1277840 @H]1CC/C(C)=C\CO = 137700 nM 3.861

CHEMBL559870 Oclcc(0)c2oc3cc(0)cdoc5cec(0)cc(0)c50c4c i 158300 oM 3.817

3oc2cl
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CC(C)clcc2c(cclO)[C@@]1(C)CCC[C@@](C)

CHEMBL1277662 (C=0)[C@@H]1CC2 163200 nM 3.787

CHEMBL2391422 Oclcc(O)cc(Och(Oig:)(é)lcEBc(O)cc(O)cc30)cc 164700 oM 3783
CC(C)C1=CC2=CC[C@H]3[C@](C)(C(=0)0)CC

CHEMBL71893 clc@]3(C)[C@H]2cCl 189100 nM 3.723

CHEMBL473159 Oclcc(O)cc(O)cl 200000 nM 3.699
COC(=0)[C@]1(C)ccC[C@]2(C)c3ccc(C(C)C)c

CHEMBL12798 3CC[C@H]21 207000 nM 3.684
CC(C)clec2e(cc10)[C@@]1(C)CCC[C@@](C)

CHEMBL197310 (CO)[C@@H]1CC2 220800 nM 3.656
CC(C)clcc2c(cc10)[C@ @]1(C)CC[C@H](0)C(

CHEMBL1277661 O)(C)[C@@H]1CC2 233400 nM 3.632

CHEMBL28 O=clcc(-c2ccc(0O)cc2)oc2cec(O)cc(0)c12 280800 nM 3.552
C=C[C@@]1(C)CC[C@H]2C(=CC[C@H]3[C@]

CHEMBL512164 (0)(C(=0)0)ccClc@]23C)Cl 283500 nM 3.547
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Table S2. List of QSAR models used to predict 38 types of bioactivities, available at

ChemoSophia web platform.

Condition

Target / mechanism

anxiolytic, anti-depressant, anti-psychotic

5-HT1a receptor

anti-atherosclerosis

Acyl-co-A-cholesterol
transferase

post-traumatic stress disorder

benign prostatic hyperplasia (BPH), hypertension and

al adrenergic receptor

analgesic activity, painkiller

no specific target

conduction anesthesia

no specific target

antibacterial DNA gyrase
anti-oxidant alkylic action
anti-tumor anti-mitotics
anti-tumor DNA-anti-metabolites
anti-tumor DNA/RNA-anti-metabolites
anti-tumor topoisomerase |
anti-tumor topoisomerase |
anti-tumor breast cancer
anti-tumor CDK4 inhibitors
anti-arrhythmic no specific target
SARS-CoV ' main protease, 3CLpro
SARS-CoV * RNA dependent RNA
polymerase, RdRp
SARS-CoV ' no specific target

anti-inflammatory

COX1 inhibitors

anti-inflammatory

COX2 inhibitors

anti-inflammatory

LOX5 inhibitors

anti-inflammatory

p38 MAP kinase inhibitors

anti-inflammatory

in vivo, paw oedema

anti-inflammatory

in vivo, peritonitis

anti-tubercular

DHFR inhibitors

psychotropic drugs

benzodiazepine receptor

human factor Xa inhibitors

AIDS human immunodeficiency virus
anti-malarial Plasmodium
avian flu avian influenza virus

bird viral laryngotracheitis

no specific target

Crimean—Congo hemorrhagic fever

Crimean—Congo hemorrhagic
fever virus

flu

influenza A virus

flu

influenza B virus

Issyk-Kul fever

Issyk-Kul virus

Pogosta disease

Sindbis virus

tick-borne encephalitis

tick-borne encephalitis virus

progestagens

no specific target
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" implementation in progress (currently not available)
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Table S3. Predicted bioactivities for a series of platinum complexes.

numb 5HT1 acyl- | al ANAL | ANES | DNA anti- anti- DNA-anti- DNA/RNA-anti-
er formula A co-A adrenergic GE TE gyrase oxidant mitotics metabolites metabolites
1 [(C2Hs)aN]2[PtCle] NO NO YES NO YES NO NO NO NO NO
2 [(C2Hs)2NH2]2[PtCle] NO NO NO NO NO NO YES NO NO NO
3 [(CH3)3NH]2[PtCle] NO NO NO NO YES YES NO NO NO NO
4 [Ph4P]2[PtCle]xCH3CN NO NO NO NO NO YES NO YES NO NO
5 [PhsPCH=CHCH3]2[PtCl¢] NO NO NO NO NO YES NO NO NO NO
6 [Ph3PCH20CH3]2[PtCls] NO NO NO NO YES NO NO NO NO NO
7 [Ph3PC2Hs]2[PtBre] NO NO NO NO YES NO NO YES NO NO
8 [PhsP(cyclo-CsHs)]2[PtBre] NO NO NO NO YES NO NO YES NO NO
9 [Ph3sPCH2Ph][PtBre] NO NO NO NO NO YES YES YES NO NO
10 [Ph3PCH3]2[PtBr6] NO NO NO NO YES NO NO YES NO NO
11 [PhsPCH=CH2]2[PtBrs] NO NO NO NO YES NO YES NO NO NO
12 [PhsPCH2CH=CH]2[PtBré] NO NO NO NO NO NO YES NO NO NO
13 [(C2Hs)aN]2[PtCls(DESO-S)] NO NO NO NO NO NO YES NO NO NO
14 [Ph3PCH2§(gT\;:?§:2)TPh3][PtC' NO | NO NO NO | YES NO YES YES NO NO
15 [Ph3PCaHs][PtCls(DESO-S)] NO NO NO NO NO NO NO YES NO NO
16 [Ph3PCH20CHj3][PtCl3(DMSO)] NO NO NO NO NO NO NO YES NO NO
17 cis-[PtCl2(DESO)(PPhs)] NO NO NO NO NO NO NO YES NO NO
18 [Ph3PCH2Ph][PtBrs(DMSO-S)] NO NO NO NO YES YES NO YES NO NO
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Table S4. Predicted bioactivities for a series of platinum complexes (continuation).

numb formula topoisomer | topoisomer breast anti- CDK4 SARS- SARS-CoV-2 SARS-CoV-2 (0] co
er ase | ase I cancer arrhythmic inhibitors CoV-2 3CLpro RdRp X1 X2
1 [(C2Hs)aN]2[PtCle] NO NO NO YES NO NO NO YES NO | NO
2 [(C2Hs)2NH2]2[PtCle] NO NO NO NO NO NO NO NO NO | NO
3 [(CHs)sNH]2[PtCle] NO NO NO NO NO NO NO NO NO | NO
4 [Ph4P]2[PtCls]xCH3CN NO NO NO NO NO YES NO YES NO 0
5 [Ph3sPCH=CHCH3]2[PtCle] YES NO NO NO NO YES NO YES NO | NO
6 [Ph3sPCH20CHS3]2[PtCls] NO NO NO NO NO NO NO YES NO | YES
7 [Ph3PC2Hs]2[PtBrs] YES NO NO NO NO NO NO YES YES | NO
8 [PhsP(cyclo-CsHs)]2[PtBrs] NO NO NO NO NO NO NO YES NO | NO
9 [PhsPCH2Ph]2[PtBrs] NO NO NO NO NO NO NO YES NO | NO
10 [Ph3PCHs]2[PtBré] NO NO NO YES NO YES YES YES NO | YES
11 [PhsPCH=CH:]2[PtBrs] NO NO NO YES NO YES NO YES NO | YES
12 [PhsPCH2CH=CH2]2[PtBre] NO NO NO NO NO YES NO YES YES | YES
13 [(C2Hs)aN]2[PtCls(DESO-S)] NO NO NO NO YES YES NO YES NO | NO
14 [Ph3PCH2|§(';\§I:SH§:2)']DPh3][Ptc NO NO NO NO YES NO NO YES YES | NO
15 [PhsPC2Hs][PtCls(DESO-S)] NO NO NO YES NO YES NO YES NO | NO
16 [Ph3PCHZOCH3]]wtCh(DMSO) NO NO NO YES NO YES NO YES NO | NO
17 cis-[PtCl2(DESO)(PPhs)] YES NO NO YES NO YES NO NO NO | NO
18 [PhsPCH2Ph][PtBrs(DMSO-S)] NO NO NO NO NO NO NO NO NO | NO
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Table S4. Predicted bioactivities for a series of platinum complexes (continuation).

num DHFR benzodiazepine human anti- p3§ MAP paw . avian bird viral
ber formula inhibitors receptor factor Xa HIV | LOX5 malarial | . kn.nafse oedema |nflyenza laryngotracheitis
inhibitors virus
1 [(C2Hs)aN]2[PtCle] NO YES NO NO NO NO NO NO NO NO
2 [(C2Hs)2NH2]2[PtCle] NO NO NO NO YES NO NO NO NO NO
3 [(CH3)sNH]2[PtCle] NO NO NO YES | YES NO NO NO NO NO
4 [Ph4P]2[PtCls]xCH3sCN NO NO NO NO YES NO NO NO NO NO
5 [PhsPCH=CHCH3]2[PtCls] NO NO NO YES | YES NO NO NO NO NO
6 [PhsPCH20CHS3]2[PtCls] NO NO NO YES YES NO NO NO NO NO
7 [Ph3PC2Hs]2[PtBre] NO NO NO NO NO NO NO NO NO NO
8 [Ph3P(cyclo-C3Hs)]2[PtBre] NO NO YES YES NO NO NO NO NO NO
9 [PhzPCH2Ph]2[PtBrs] NO NO YES YES YES NO NO NO NO NO
10 [PhsPCHs]2[PtBr6] NO NO NO YES YES NO NO NO NO NO
11 [PhsPCH=CH2]2[PtBrs] NO YES NO NO YES NO NO YES NO NO
12 [Ph3sPCH2CH=CH]2[PtBrs] NO YES NO YES | YES NO NO NO NO NO
13 [(C2Hs)aN]2[PtCls(DESO-S)] NO NO NO YES NO NO NO NO NO NO
14 whgpg’éf&?ﬁ?giﬁpm][ NO YES NO NO | NO NO NO NO NO NO
15 [PhsPC2Hs][PtCls(DESO-S)] NO NO NO YES NO NO NO NO NO NO
16 [Ph3PCHZOCg)3]"PtC'3(DMS NO NO NO YES | YES NO NO NO NO NO
17 cis-[PtCl2(DESO)(PPhs)] NO NO NO NO NO NO NO NO NO YES
18 [Ph3PCH2Ph]S[)';tBrS(DMSO' NO NO NO | NO | YES NO NO NO NO NO
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Table S5. Predicted bioactivities for a series of platinum complexes (continuation).

numb Crimean—Congo influenz | influenz Issyk-Kul Sindbis peritoni tick-borne progestag
er formula hemorrhagic fever aA aB virus virus tis encephalitis ens
1 [(CaHs)aN]2[PtCle] NO YES NO NO NO NO NO NO
2 [(C2Hs)2NH2]2[PtCle] NO YES NO YES NO NO NO NO
3 [(CH3)3sNH]2[PtCle] NO NO YES NO NO NO NO NO
4 [PhaP]2[PtCls]xCH3CN NO NO NO NO NO NO NO NO
5 [Ph3PCH=CHCH3]2[PtCls] NO NO NO NO NO NO NO NO
6 [Ph3sPCH20CHS3]2[PtCls] NO NO NO NO NO NO NO NO
7 [Ph3PC2Hs]2[PtBrs] NO NO NO NO NO NO NO NO
8 [Ph3P(cyclo-CsHs)]2[PtBre] NO NO NO NO NO NO NO NO
9 [Ph3PCH2Ph]2[PtBre] NO NO NO NO NO NO NO NO
10 [Ph3PCH3]2[PtBr6] NO NO NO NO NO NO NO NO
11 [PhsPCH=CH.]2[PtBrs] NO NO NO NO NO NO NO NO
12 [Ph3PCH2CH=CH.]2[PtBre] NO NO NO NO NO NO NO NO
13 [(C2Hs)aN]2[PtCls(DESO-S)] NO YES NO NO NO NO NO NO
14 [PhsPCHzC%?;JSHSZZ)I]’Phsl[PtC'S( NO YES NO NO NO NO NO NO
15 [Ph3PC2Hs][PtCls(DESO-S)] NO YES NO NO NO NO NO NO
16 [Ph3sPCH20CH3s][PtCl3(DMSO)] NO NO NO NO NO NO NO NO
17 cis-[PtCl2(DESO)(PPhs)] NO NO NO NO NO NO NO NO
18 [Ph3sPCH2Ph][PtBrs(DMSO-S)] NO YES NO NO NO NO NO NO




