Table S9. Detailed information on the final 68 compounds selected through screening

Docking
SMILES Inactive Active pICso
score
COclcec(OC)c(NC(=0O)Ne2nne(SCe3cc(=0O)ndcce(C)ececdn3)s2)cl -11.210 0.10 0.90 7.76
Ccleen2c(=0)ce(CSe3nne(NC(=0)Nc4cece(C(F)(F)F)c4)s3)nc2el -11.605 0.07 0.93 7.76
CCOclce(/C=C2\S/C(=N/c3cce(S(N)(=0)=0)cc3)NC2=0)ccc I0CC(=0
-11.233 0.09 0.91 7.72
)Nclceee(C(F)(F)F)cl
Ccleen2¢(=0)ce(CSc3nne(NC(=0)Nc4ece(Clyccd)s3)nc2cel -11.642 0.09 0.91 7.70
Ccleen2¢(=0)ce(CSe3nne(NC(=0)Nc4ceee(C)e(Cl)cd)s3)nc2el -11.253 0.09 0.91 7.56
COclecc(NC(=0)CSc2nnc(-c3sc4ncececdc3N)n2C)ecl -10.766 0.05 0.95 7.55
Ccleen2¢(=0)ce(CSce3nne(NC(=0)Nc4ceee5c(c4)OCOS)s3)nc2el -11.474 0.06 0.94 7.53
Cnlc(CCc2ccc(NC(=0)c3n[nH]c4c3COc3ccecc3-4)ce2)nc2eecec2 -10.718 0.04 0.96 7.51
COclcec(NC(=0O)Ne2nne(SCe3cc(=0O)ndccecc4n3)s2)cc10C -11.511 0.06 0.94 7.49
COclcec(NC(=O)Ne2nne(SCe3cc(=0)ndcce(C)cc4n3)s2)cc10C -11.409 0.02 0.98 7.49
Cclece2ne(CSe3nne(NC(=0)Ncdcece(C(F)(F)F)c4)s3)ec(=0)n2cl -11.437 0.07 0.93 7.47
Ccleen2e(=0)cc(CSc3nne(NC(=0)Ncdecec5c(c4)OCCOS5)s3)nc2el -11.699 0.03 0.97 7.46
O=C(Nclecce2e(c1)OCCO2)NcInne(SCe2ce(=0)n3cecee3n2)sl -11.977 0.08 0.92 7.43
CCOclcec(NCe2ecen2-
-10.662 0.05 0.95 7.40
c2nnc(N3CCC(C(=O)NCCCN(CC)c4ccee(C)ed)CC3)s2)cecl
Ccleen2c(=0)ce(CSe3nne(NC(=0)Nc4dceec(F)ecdF)s3)nc2cl -11.800 0.06 0.94 7.39
Cnlc(SCC(=0)Nc2cec(Cl)e(Cl)e2)nnel-clsc2neecc2eIN -10.714 0.06 0.94 7.38
Ccleen2¢(=0)ce(CSce3nne(NC(=0)Nc4ceee(C)e(F)cd)s3)nc2el -11.899 0.07 0.93 7.38
Celeec(NC(=0)C2CCN(c3cee(=0)n(-cdcce(C)c(Cl)c4)n3)CC2)cclC -11.083 0.10 0.90 7.38
COclcec(OCC(=0)N2CCCN(c3cce(=0)n(-c4ccececd)n3)CC2)cecl -10.616 0.10 0.90 7.35
Cclecec(NC(=0O)Nce2nnc(SCe3ec(=0)ndcec(C)ecc4n3)s2)cl -11.637 0.06 0.94 7.35
Ccelece(-n2nc(N3CCC(C(=0)Ncedcee(C(C)C)ec4)CC3)cec2=0)ccl Cl -10.843 0.08 0.92 7.31
O=C(Nclcee(CCc2nc3cecec3[nH]2)ecl)Nelecee(C(F)(F)F)cl -10.872 0.10 0.90 7.31
Celec(C)ee(NC(=0)C2CCN(c3cec(=0)n(-c4ceee(C)e(Cl)e4)n3)CC2)cl -10.778 0.10 0.90 7.30
CCOC(=0O)clcecc(NC(=0)C2CCN(c3nndce(-cScee(C)eeS)ncds3)CC2)cl -10.699 0.10 0.90 7.28
CCOC(=0O)clcece(NC(=0)C2CCN(c3cce(=0)n(-
-11.125 0.04 0.96 7.28
cdcee(C)c(Clyc4)n3)CC2)cl
COclccc(C)ecINC(=0)Nclnne(SCe2cc(=0)n3ce(C)ecee3n2)sl -11.545 0.07 0.93 7.27
Cclee(C)ec(NC(=0O)Ne2nne(SCe3cec(=0)ndec(C)ecc4n3)s2)cl -11.270 0.10 0.90 7.27
CCOcleee(NC(=0)C2CCN(c3cec(=0)n(-c4ceee(C)e(Cl)c4)n3)CC2)ccl -10.844 0.05 0.95 7.26
COclecec(NC(=0)C2CCN(c3cce(=0)n(-cdcce(C)e(Cl)c4)n3)CC2)ccl -10.996 0.08 0.92 7.26
Cnlc(CCc2ccc(NC(=0)Nc3ccec(C(F)(F)F)c3)ce2)nc2eecee2 1 -10.993 0.06 0.94 7.25
CCclcec(NC(=0)Cn2cenc3sc(-c4nc(-cSceec(C)eS)no4)c(C)e3c2=0)ccl -11.292 0.03 0.97 7.24
Ccleee2ne(CSe3nne(NC(=0)Nc4dceee(Cl)ecd)s3)ee(=0)n2cl -11.630 0.09 0.91 7.24
Ccleee(-n2ne(N3CCN(C(=0)CScécecced)CC3)ece2=0)cc1C -11.551 0.07 0.93 7.23
Ccleee(C)e(NC(=0O)Ne2nne(SCe3cc(=0)ndec(C)ecc4n3)s2)cl -11.507 0.10 0.90 7.21
Ccleecec(NC(=0)C2CCN(c3cec(=0)n(-c4cee(C)c(Cl)c4)n3)CC2)cl -10.716 0.09 0.91 7.21
CCOclcec(NC(=0)C2CCN(c3cee(=0)n(-c4cccc(Clyc4)n3)CC2)ccl -10.680 0.06 0.94 7.20
Cclece(NC(=0)Ne2nne(SCe3cc(=0)ndcec(C)cecdn3)s2)c(Cl)cl -11.419 0.09 0.91 7.20
CCOC(=O)clcecccINC(=O)Nclnne(SCe2cc(=0)n3ccece3n2)sl -10.692 0.10 0.90 7.19




Ccleee2ne(CSe3nne(NC(=0)Ncedeee(C)e(Cl)ed)s3)ce(=0)n2cl
CCclcecc(NC(=0)Cn2cenc3sc(-c4nc(-c5ceee(C)e5)nod)c(C)e3c2=0)cl
COclcec(OC)c(NC(=O)Ne2nne(SCe3cc(=O)ndcc(C)ecedn3)s2)cl
COclce(Cle(C)ecINC(=0)C1CCN(c2cec(=0)n(-c3ccec(F)e3)n2)CCl
Ccleee(-n2ne(N3CCN(C(=0)COc4cec(Cl)ecd)CC3)cec2=0)ccl C
COclcec(NC(=O)Nc2nnc(SCe3cc(=0O)ndccec(C)c4n3)s2)cc10C
Ccleee2ne(CSe3nne(NC(=0)Nc4ecee(C)c4C)s3)ee(=O)n2cl
CC(C)(C)C1CCc2¢(se3nc(CCC(=0)N4CCN(C5CCCCCS)CC4)[nH]e(=
0)c23)Cl1
O=C(Nclecc(N2CCOCC2)ccl)elece(Ne2eec(-c3cecec3)nn2)ecl
Ccleee2ne(CSe3nne(NC(=0)Nc4ceec5c(c4)OCOS5)s3)ec(=0)n2cl
Ccleee(-c2cec(Ne3eee(C(=0)Nedece(NSCCOCCS)ecd)ec3)nn2)ecl
CCclcee(NC(=O)Nce2nne(SCce3ec(=0)n4ec(C)cecdn3)s2)ecl
CCOclccc(-c2cc3c(=0)n(CC(=0)Ncdcece(SC)c4)cen3n2)cel
CCcleee(NC(=0)Cn2cne3ce(scdnc(-c5cec(C)e(C)eS)ecc43)c2=0)cel
CCCCclcec(NC(=0)Cn2nc3cce(C(=0)NCc4cce(C)ec4)en3c2=0)ccl
Ccelecec(NC(=0)c2cec3nn(CC(=0)NCCC4=CCCCC4)c(=0O)n3c2)cl
CCcleee(NC(=0)Cn2nen3c(C)e(C(=O)NCc4cec(F)ecd)e(C)c3c2=0)ccl
CCcleee(NC(=0)Cn2nc3cec(C(=0)Nc4ecc(C)ecd)en3c2=0)ccl
CCOC(=0)clcecccINC(=0)Nclnne(SCe2ce(=0)n3cee(C)ec3n2)sl
Ccele(C(=0)NCc2cccee2)c(C)n2enn(CC(=0)Nc3cecdc(c3)OCCO4)c (=0
)cl2
COclcec(NC(=O)Nc2nnc(SCe3cc(=0)ndcec(C)ecc4n3)s2)cc10C
CCCCclcec(NC(=0)Cn2nc3cce(-cdcec(C)c(C)ed)nn3c2=0)ccl
Cclece2ne(CSe3nnc(NC(=0)Ncdecee(F)eed)s3)ec(=O)n2cl
Ccelece(NC(=0)Ne2nne(SCe3ce(=0)ndce(C)cecdn3)s2)ccl
CCCCOclece(-c2cc3c(=0)n(CC(=0)Nc4cec(C)e(F)c4)cen3n2)ecl
O=C(COclcce(Cl)ce)NTCCN(c2ece(=0)n(-c3ccec(Cl)e3)n2)CC1
COcleec(NC(=O)Nc2nne(SCe3cc(=0O)ndcc(C)ecedn3)s2)c(OC)cl
CC(=0O)Nclcce(NC(=0)C2CCN(c3cee(=0)n(-c4ccec(Cl)c4)n3)CC2)cel
O=C(COclcce(Cl)cc1)NICCN(c2ece(=0)n(-c3cecec3)n2)CCl
CCcleee(NC(=0)Cn2nen3c(C)e(C(=0O)NCc4écecced)c(C)e3c2=0)ccl

-11.842
-11.731
-11.477
-11.042
-11.052
-11.262

-11.017

-10.978

-11.304
-12.107
-10.929
-11.908
-11.141
-11.158
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-10.926
-10.918
-10.790

-10.809

-10.852

-11.419
-11.222
-11.718
-11.588
-11.211
-10.758
-11.763
-11.117
-10.706
-11.546
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