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Table S1. Chemical structures for molecular modeling

Cpd. SMILES
1 [O-]IN+](=0)c(c1)ccc(O)cl1/C=N/c2c(F)ccec2
22 [O-]IN+](=0)c(c1)ccc(O)ecl/C=N/c2cc(F)cec2
3 [O-]IN+](=0)c(c1)ccc(O)cl1/C=N/c2ccc(F)cc2
4 clceee(c1C)\N=C\c2¢c(O)cce(c2)[N+](JO-)=0
5 Cclcc(ceel)\N=C\c2¢c(O)cce(c2)[N+](JO-)=0
6° Cclccee(cel)\N=C\c2¢c(O)cce(c2)[N+](JO-)=0
7 CC(C)(C)elec(eecl)\N=C\c2c(O)ccc(c2)[N+]([O-])=0
8 [O-]IN+](=0)c(cl)ccc(O)c1/C=N/c2c(OC)cccc2
9 [O-][N+](=0)c(c1)cce(O)cl/C=N/c2cc(OC)cec2
10 [O-][N+](=0)c(cl)cec(0O)cl/C=N/c2cce(cc2)OC
112 COC(=0)clc(cececl)\IN=C\c2¢c(O)cce(c2)[N+]([O-)=0
12 COC(=0)clcc(cecl)\N=C\c2¢c(O)cce(c2)[N+]([O-)=0
13 COC(=0)clcce(ccl)\IN=C\c2¢(O)cce(c2)[N+]([O-])=0
14° C#Cclcce(cecl)\N=C\c2c(O)ccc(c2)[N+]([O-D=0
15 OCclcc(ccc])\N=C\c2c(O)cce(c2)[N+]([O-D=0
16* OCclcee(ecl)\N=C\c2¢c(O)cee(c2)[N+]([O-])=0O
172 NC(=0O)clce(cecl)\N=C\c2c(O)cce(c2)[N+]([O-])=O
182 [O-][N+](=O)c(c1)ccec(O)cl/C=N/c2cc(S(=0)(=O)N)ccc2
19 clecee(c1CHN)\N=C\c2c(O)ccc(c2)[N+](JO-)=0
20 N#Cclcce(cecl)\N=C\c2c(O)ccc(c2)[N+]([O-])=0
21 N#Cclcee(ecl)\N=C\c2c(O)ccc(c2)[N+]([O-])=0
22 N#CCclcc(cecl)\WN=C\c2¢(O)cce(c2)[N+](JO-])=0
23 0=C(0)Cclcc(ceccl)\IN=C\c2¢(O)cce(c2)[N+]([O-)=0
24 [O-]IN+](=0)c(cl)ccec(O)cl/C=N/c(ccc2)cc2CNS(=0)(=0)C
25 FC(F)(F)[C@H](O)clcc(cecl)\IN=C\c2¢c(O)cce(c2)[N+]([O-])=0
26 CONC(=0)clce(cecl)\IN=C\c2¢(O)cce(c2)[N+]([O-)=0
272 CS(=0)(=0)NC(=0)clcc(cccl)\N=C\c2¢(O)cce(c2)[N+](JO-D=0
28 CN(C)S(=0)(=O)NC(=O)clcc(cccl)\N=C\c2¢c(O)cce(c2)[N+]([O-])=0
292 [O-]IN+](=O)c(c1)ccc(O)c1/C=N/c(cccc2)c2-c3ceccc3
30 [O-]IN+](=O)c(c1)ccc(O)c1/C=N/c(ccc2)cc2-c3ccccc3
32 [O-][N+](=0)c(c1)cce(O)cl/C=N/c(cc2)ccc2-c3cceee3
33 C#Cclcce(cecl)\N=C\c2c(O)ccc(c2)[N+]([O-D=0
342 clecee(c1CHC)\N=C\c2c(O)ccc(c2)[N+]([O-])=0
352 C#Cclccece(ecl)\N=C\c2c(O)ccc(c2)[N+]([O-D=0
36 [O-][N+](=0)c(cl)cec(O)cl/C=N/c2cccec2
37 clceee(c1C(C)(C)C)\WN=C\c2¢c(O)cce(c2)[N+]([O-)=0
38 CC(C)(C)elce(cecl)\IN=C\c2¢c(O)cce(c2)[N+](JO-)=0
39 CC(C)(C)elcee(ccl)\IN=C\c2¢c(O)cce(c2)[N+](JO-)=0
40 [O-][N+](=0)c(cl)ccc(O)c1/C=N/c2c(O)ccec2
41 [O-][N+](=O)c(c1)cec(O)c1/C=N/c2cc(O)ccc2
422 [O-][N+](=O)c(c1)cec(O)c1/C=N/c2ccc(O)cc2
43 [O-][N+](=O)c(c1)cee(O)cl/C=N/c2c(Cl)cecee2
44 [O-][N+](=0)c(c1)ccc(0O)cl/C=N/c2cc(Cl)cec2
45 [O-][N+](=0)c(c1)ccc(O)cl/C=N/c2ccc(Cl)cc2
46* cleeee(c1C(F)(F)F)\N=C\c2¢(O)cce(c2)[N+]([O-])=0
47 FC(F)(F)clcc(cecl)\N=C\c2¢c(O)cce(c2)[N+]([O-]D)=0
48 FC(F)(F)clcec(ecl)\N=C\c2¢c(O)ccc(c2)[N+]([O-]D)=0
49 0O=C(O)clcc(cccl)\N=C\c2c(O)cce(c2)[N+]([O-D=0
502 [O-][N+](=0)c(c1)ceec(0)cl/C=N/C2CCCCC2
51 [O-][N+](=0)c(cl)cec(O)cl/C=N/c2ccee(c23)ceec3
52 C#Cclce(ceel)/N=C\c(c(O)cc2)cc2C(=0)OC




532 C#Cclcce(ceel)\W=C\c2c(O)ccc(F)c2
54 C#Cclce(ceel)\N=C\c(c(O)cc2)cc2C#HN
552 C#Cclce(ceel)\N=C\c2c(O)cce(c2)CCHN
56 C#Cclcce(cecl)\N=C\c2c(O)ccec2
57 C#Cclce(cecl)\N=C\c2cc([N+]([O-])=0O)ccc2
582 C#Cclce(cecl)\N=C\c2¢c(O)cc([N+]([O-])=0O)cc2
59 C#Cclce(cecl)\WN=C\c2¢c(O)c([N+]([O-])=0O)ccc2
602 C#Cclcc(cecl)\N=C\c2¢([N+]([O-)=0)ccc(c2)O
61 C#Cclcc(ceel)\N=C\c2c(O)c(Br)cc(c2)[N+](JO-)D=0

? Compounds taken for the test set

Table S2. Physicochemical Properties of the identified hits

ID# J098-0498 1067-0401 M013-0558 F186-0261
Formula C24H25N3068 Ci9H16BrNsO3S C26H2sN304 C20H13CIN304S
Molecular weight 483.54 g/mol 474.33 g/mol 443.49 g/mol 431.89 g/mol
Num. heavy atoms 34 29 33 29
Num. arom. heavy atoms 17 17 18 17
Fraction Csp® 0.25 0.11 0.19 0.15
Num. rotatable bonds 8 8 7 9
Num. H-bond acceptors 6 6 4 5
Num. H-bond donors 2 3 2 2
Molar Refractivity 130.28 114.57 129.98 113.12
TPSA 126.33 A2 144.81 A2 87.74 A> 117.79 A2




