Supplementary Materials

Figure S1. Docking scores of actives and decoys.
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Table S1. Chemical and physical properties of the 12 best hits. MW, LogP, HBA, HBD
and PSA indicate, respectively, molecular weight, lipophilicity, hydrogen bond acceptor
groups, hydrogen bond donor groups and polar surface area.

Hit MW LogP HBA HBD PSA
ZINC79190432 378.38 1.29 5 2 116.31
ZINC77031588 270.28 3.17 4 3 69.92
ZINC32124244 37444 348 3 2 79.78
ZINC20760949 44191 2.79 4 2 83.66
ZINC14610063 338.35 441 5 2 72.06
ZINC12902036 420.46 1.95 4 4 108.24
ZINC12664647 404.46 2.46 3 3 88.15
ZINC12377179 290.32 2.92 3 2 62.22
ZINC04252698 288.25 2.26 6 5 118.22
ZINC03985155 40343 2.51 6 1 89.85
ZINC03843477 352.34 2.36 6 0 86.74
ZINC02131213 349.38 3.9 4 1 69.28
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Table S2. SMILES chemical formula, reference code and ICs, values of the active compounds.

S2

SMILES chemical formula

Reference code and ICs,

clccec2elc(c3n2[c@]45¢)coc(c(=0)ncb)c7c8c(ccee8)n(c37)[c@h](o5)c[c@h](nc)[c@@h]4oc

CHEMBLI162 [1]

ICs0 = 8,32 uM
! 2)c2¢3[nhle(cde] 3)cSe(ced)ece(cS) CHEMBL10763 [2]
cn(c)cenclnc(ceec2)c2c3[nh]c(cdel3)cSc(ced)cec(cS)oc ICs= 9.8 uM
CHEMBL14832 [3]
clccee[nt]1(c)ccc(=0)nc(c2)cee(c23)c(=o)cdc(c3=0)cc(ccd)ne(=o0)cc[n+]5(c)cceees
1Cs50=7,8 uM
) (e12)cce(c)e(\c)=c\o(=o)ne(c3e(=0)o)ceee3 CHEMBL27323 [4]
clecee(c12)cece(c2)e(\c)=c\c(=o0)nc(c3c(=0)o)ccee ICs= 5 uM
CHEMBL33618 [3]
clcecenlccc(=o)ne(c2)cee(c23)c(=0)c4c(c3=o)ccc(c4)nc(=o)cenSceeees
IC50: 4,5 MM
CHEMBL33859 [3]
cc[n+]lcccecl/c=c2/n(cc)c(=0)/c(s2)=c(/n3c)sc(c34)ccecd
IC5(): 5 MM
CHEMBL34683 [3]
cen(cc)cec(=o)nc(cl)ecc(c12)c(=o0)c3c(c2=0)cce(c3)nc(=0)cen(cc)ce
IC50: 3,5 MM
CHEMBL54224 [5]
0=p(0)(0)o[p@](=0)(0)o[p@](=0)(0)oc[c@h]lcc[c@h](o1)n(cn2)c(c23)nc(n)[nh]c3=o ICso= 8.6 M
CHEMBL79900 [6]
clccenlcec(=o)nc(cc2)cc(c23)nedce(c3)cec(cd)nec(=o)cenSceees
IC50 = 5,2 IJM
CHEMBL.81268 [7]
clcceenlcec(=o)nc(cc2)ce(c23)ncde(c3)cec(c4)ne(=o)cenSceceed
IC50 = 2,8 IJM
CHEMBLS1271 [7]
oc[c@h]1cccenlcec(=o)nc(cc2)cc(c23)ncdce(c3)cec(c4)ne(=o)cenSceecc[c@@h]5co ICs = 5.4 uM
50 7 Y
CHEMBL81516 [8]
oclcen(ccl)cec(=o)nc(cc2)cc(c23)ncdce(c3)cec(cd)nc(=o)cen(ceS)cccSo ICs =8 uM
50 —

cc[c@h]lcecenlecc(=0)ne(cc2)ec(c23)ncde(c3)cce(cd)nc(=o)cenSceec[c@@h]5cc

CHEMBLS81747 [7]
ICso=2,7 uM
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Table S2. Cont.

S3

SMILES chemical formula

Reference code and ICs,

clccccenlcec(=o)nc(cc2)cc(c23)ncde(e3)cec(c4)ne(=o0)cenSceeeeeS

CHEMBLS82008 [8]

ICs0=3,1 uM
CHEMBLS83173 [8
c[c@@h]lccen(cl)ccc(=o0)nc(cc2)cc(c23)ncdc(c3)cec(cd)nc(=o)cen(cS)cec[c@h]5c 181
IC5o=1,35 uM
CHEMBL83388 [9
cleeee(c12)n(cc2c)ccen(c(c34)cceecd)ce3cc(=o)nccccceececccco[p@](=o0)(0)ocSc(cl)ecceeS Ca =36 uM[ |
50 — 9,
CHEMBL86984 [9
cc(c)(c)oc(=o)nlcec[c@h]lc(=o)n[c@@h](cc2c[nh]c(c23)ccee3)c(=o0)nccccceeecececco[p@@](=0)(0)ocdce(cl)cececsd [Ca =05 uM[ |
50 — 7>
CHEMBL87237 [9
clcecccleoc(=o)cc[c@@h](nc(=0)oc(c)(c)c)c(=o)n[c@@h](cc2c[nh]c(c23)ccce3)c(=o)nceccccceeeeco[p@](=o)(0)ocde(cl)ceecsd ICs = 6.4 uM Bl
50— Y,
CHEMBL.89250[10
clcecenlccc(=o)ne(c2)cee(c23)c(=0)c4c(c3=o)cc(ced)nc(=o)cenSceeees 110]
1Cso=3,1 uM
CHEMBL89977 [9
cn(c)cee(=o)nc(cl)cce(c12)c(=0)c3c(c2=0)cc(cc3)nc(=0)cen(c)c Bl
IC50 = 4,7 l,lM
CHEMBL90901 [10
clccec[nt]1(c)cce(=0)nc(c2)cee(c23)c(=o)cdc(c3=0)cc(ccd)nc(=o)cc[n+]5(c)cceeeS 10]
IC50 = 7,8 IJM
CHEMBL91163 [3
cen(cec)ecc(=o)ne(cl)ece(c12)c(=o0)c3c(c2=0)cc(cc3)ne(=o0)cen(cc)ce Bl
IC50 = 4,3 IJM
CHEMBL91935 [10
clcceenlcec(=o)nc(cc2)ce(c2-3)c(=0)cdc3cec(c4)nc(=o)cenSceeeed [10]
ICSO =9 IJM
CHEMBL94007 [11]
ccoc(cl)cec(c12)nc3c(c2n)cee(c3)n ICs= 8.2 uM
CHEMBL109382 |5
clcceenlccc(=o)nc(c2)cce(c23)c(=0)cde(c3=o0)ccc(c4)nc(=o0)cenScecees 151
IC50=4,5 uM
CHEMBLI111417 [8
c[nt](c)(c)cee(=o)nclcec(ne(=o0)ce[nt](c)(c)c)e(c12)c(=0)c3c(c2=0)ccee3 ICso=7 uM 15]
50 —

clccenlcec(=o)nc(cc2)ce(c23)ncde(c3ncSc(sc)ceeeS)cee(cd)nc(=o)cenbeccchd

CHEMBL137809 [7]
ICsy= 0,15 M
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Table S2. Cont.

S4

SMILES chemical formula

Reference code and ICs,

clccenlcec(=o)nc(c2)ccc(c23)ncdce(c3ncen(c)c)ec(ccd)ne(=o)cenSceees

CHEMBL137928 [7]

IC50=0,57 uM

CHEMBL137973 [7

clccenlcec(=o)nc(c2)cec(c23)ncdce(c3ncSceceeS)cee(cd)ne(=o)cenbececod 71
IC50 = 0,21 ].lM

CHEMBL138187 [7

clccenlcec(=o0)nc(c2)ccc(c23)ncdc(c3nceen(c)c)cee(cd)ne(=o)cenSceees 71
IC5, = 0,08 uM

CHEMBL138357 [7

clccenlcec(=o)nc(c2)ccc(c23)ncdc(c3nc(ccS)ceeSn(c)e)cee(cd)nc(=o)cenbeccchd 71
I1C50=0,17 uM

CHEMBL138369 [7

clceenlecc(=o)ne(c2)cec(c23)ncdce(c3ncScecceS)cc(ccd)nc(=o)cenbeccco 171
IC50 = 1,29 I.LM

CHEMBL138487 [7

clceenlecc(=o)ne(cc2)cc(c23)ncde(c3nc(cecS)ecSn(c)c)cee(cd)nc(=o)cenbececd 171
1C50=0,1 uM

CHEMBL138761 [7

clceenlcec(=o)ne(cc2)ce(c23)ncde(c3ncScce(sc)ceeS)ece(cd)ne(=o)cecnbeeecd 171
1C50=0,1 uM

CHEMBL138811 [7

clccenlcec(=o)nc(cc2)cc(c23)ncde(c3ncSceeS)cec(cd)ne(=o0)cenbeeecod 171
IC50 = 0,05 },LM

CHEMBL.139287 |7

clccenlcec(=o)nc(cc2)cc(c23)nedce(c3ncSceceeS)cee(cd)ne(=o)cenbeeecod 171
IC50 = 0,09 },LM

CHEMBL.139443 [7

clccenlcec(=o)nc(c2)cec(c23)ncdce(c3nc(cecS)ceSn(c)c)cc(ccd)nc(=o)cenbecechd 171
IC50 = 0,6 IJM

CHEMBL139500 [7

clccenlcec(=o)nc(c2)ccc(c23)ncde(c3ncSce(n)cees)cc(ccd)ne(=o)cenbececod 71
ICs0 = 1,09 uM

CHEMBL139511 [7

clccenlcec(=o)nc(cc2)cc(c23)ncde(c3ncSc(n)ccees)cec(cd)ne(=o)cenbeccchd 171
ICs50 = 0,02 uM

CHEMBL140084 [7

clccenlcec(=o)nc(c2)cec(c23)ncdce(c3ncen(c)c)cee(cd)ne(=o)cenSceees 71
1Cs50 =0,27 uM

clccenlcec(=o)nc(cc2)cc(c23)ncdce(c3ncen(c)c)cee(cd)ne(=o)cenSceees

CHEMBL140180 [7]
ICso= 0,01 M
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Table S2. Cont.

S5

SMILES chemical formula

Reference code and IC;,

clccenlcec(=o)nc(c2)cec(c23)ncde(c3ncSceceeS)ece(cd)nc(=o0)cenbeccchd

CHEMBL140354 [7]

IC50=1,33 uM
CHEMBL141540 [7
clccenlcec(=o)nc(cc2)cc(c23)ncde(c3ncenSceceeS)cec(cd)nc(=o)cenbeeecod 71
I1C50 = 0,05 uM
CHEMBL141661 [7
clccenlcec(=o)nc(cc2)cc(c23)ncde(c3nc(ceeS)ceSnc(=o)c)cec(cd)nc(=o)cecnbeeecd 71
IC50 = 0,1 HM
CHEMBL141740 [7
clccenlcec(=o)nc(c2)cec(c23)ncde(c3ncScec(ceS)oc)ec(ccd)nc(=o0)cenbeccchd 71
IC50 = 0,46 uM
CHEMBL142036 [7
clceenlccc(=o)ne(c2)cec(c23)ncde(c3ncScec(n)ceS)cc(ccd)nc(=o)cenbeeecod 71
1C50=10,2 uM
CHEMBL.143452 [3
cleec[n+]1(c)cee(=0)nc2ecc(c(c23)c(=0)cdc(c3=0)ccecd)nc(=0)cc[n+]5(c)ceceeS Ic 5 M Bl
so=o U
CHEMBL144219 [3
cleec[n+]1(c)cee(=0)nc2eccc(c23)c(=o)cde(c3=0)c(cccd)ne(=o0)cc[n+]5(c)ceceeS Bl
I1Cso=8,2 uM
CHEMBL.144303 [8
cc[n+](c)(cc)cece(=0)nclcec(ne(=o0)ce[n+](c)(cc)cc)c(cl12)c(=0)c3c(c2=0)ccee3 181
IC50 = 3,1 HM
CHEMBL.144334 [8
clceec[n+]1(c)cce(=o0)nc2ceccc(c23)c(=0)cdce(c3=o)ccecdne(=o0)cc[n+]5(c)ccceeS 181
IC50 = 8,6 HM
CHEMBIL.144386 [8
clcceenlccc(=o)nc2eccee(c23)c(=0)c4c(c3=0)c(cccd)nc(=o)cenSceeees 181
IC50 = 3,7 HM
CHEMBL144664 [8
cen(cec)cec(=o)nclcccc(cl2)ce(=0)c3c(c2=0)ccec3nc(=o0)cen(cc)ce 181
ICs50=2,7 uM
CHEMBL144757 [12
clccenlcec(=o)nc(c2)cec(c23)c(=0)cdce(c3=0)cc(ccd)nc(=o0)cenSceceS 121
ICs0= 6,7 uM
CHEMBL144848 [3
clcceenlcec(=o)nc2ecee(c23)c(=0)cdc(c3=0)ccccdnce(=o0)cenSceceeS Bl
ICs50= 17,8 uM

cn(c)cce(=o)nclcccc(cl12)e(=0)c3e(c2=0)c(cce3)nc(=o)cen(c)e

CHEMBL144984 [8]
IC50 = 6,4 HM
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Table S2. Cont.

S6

SMILES chemical formula

Reference code and ICs,

cc[nt](c)(cc)cee(=o)nclccec(cl12)c(=0)c3c(c2=0)c(cce3)nc(=o0)ce[nt](c)(cc)ce

CHEMBL145311 [8]

ICs0=17,5 uM
CHEMBL145575 [8
cen(cec)ccc(=o)nclccec(c12)e(=0)c3ce(c2=o0)c(cce3)nc(=o0)cen(cc)ee 181
IC50=4,2 uM
CHEMBL154643 [13
cc(cl)ee2n(cc)c(ccee3)c3c4[nt](cc)c(cS5clc24)ccecs 131
IC50 =2 IJ.M
CHEMBL155030 [14
cle(cl)eee(c12)n(cc2)cen(c(c34)ceecd)cc3ce(=o)ncecceccccceco[p@@](=o)(o)ocSceeees ICs = 6.7 uM [14]
50 — Y,
CHEMBL156480 [13
cc(cl)ee2n(c)c(cec(el)e3)c3cd[n+](c)c(c5clc24)cec(cl)csd [13]
IC50 = 0,25 ].LM
CHEMBL156492 [13]
1)cc2 4[n+ 1c24
cc(cl)ee2n(c)e(ceee3)c3cd[nt](c)c(cSclc24)cccesd 1Cso = 0.76 uM
CHEMBL157766 [13]
lece2 4[n+ 1c24
cleee2n(c)e(ceee3)c3cd[nt+](c)c(cSclc24)ccecS ICsp = 0.38 uM
CHEMBL158083 [13
cc(cl)ee2n(c)e(cee(f)e3)c3cd[nt](c)c(cSclc24)cee(f)cS 131
IC50 = 0,33 },LM
CHEMBL158365 [13
cc(cl)ee2n(c)c(cee(c)c3)c3cd[n+](c)c(cSclc24)cee(c)cs 131
IC50 = 0,25 },LM
CHEMBL181970 [7
clccenlc(=o)ccece(=0)nc2ccc(cc2)ne3c(cec(c4)ne(=o)cenSceeeS)cdnc(c36)ce(ccod)nc(=o)cen7ccec7 ICso= 031 uM 171
50 — Y,
CHEMBL182871 [7
cen(cec)cccccenc(=o)cccec(=o)nclccc(ccl)nc2e(cee(c3)nc(=o)cendecccd)c3nc(c25)ce(ceS)nc(=o)cenbeeech ICsp = 0.08 uM 71
50 — Y,
CHEMBL184587 [7
cen(cc)cenc(=o)ccecc(=o)nclcec(ccl)nc2e(cee(c3)ne(=o0)cendceceed)c3nc(c25)ce(ceS)nc(=o)cenbeeecd ICsp = 0.09 uM 171
50 — Y,
CHEMBL219728 [15
cn(c)ccenc(cle(n2)ceecl)ce(c2e34)[nh]c3ccccd 131
ICs50 = 0,63 uM

clc(cl)e(o)e(o)c(c12)oc(cc2=0)-c3cc(o)c(o)cc3

CHEMBL222132 [16]
ICso = 0,82 uM
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Table S2. Cont.

S7

SMILES chemical formula

Reference code and ICs,

clce(o)c(o)c(c12)oc(c(f)c2=0)-c3cc(o)c(o)cc3

CHEMBL222354 [16]

I1Cs50 = 0,6 uM

CHEMBL222490 [16]

1 12 2=0)-c3 3

coc(ccl)c(oc)c(c12)oc(cc2=0)-c3cc(n)c(n)cc ICs= 7.4 uM

CHEMBL.222539 [16]

1 12 2=0)-c3 3

clcc(o)c(o)c(c12)oc(cc2=0)-c3cc(n)c(n)ce ICs = 3.6 UM

CHEMBL222541 [16]

1 12 2=0)-c3 3

clcc(o)c(o)c(c12)oc(cc2=0)-c3cc(o)c(o)ce ICs= 0.2 uM

CHEMBL222547 [16

coc(ccl)c(oc)c(c12)oc(cc2=0)-c(c3)cce(c34)[nh]cnd [16]
IC50 = 2,2 l,lM

CHEMBL222557 [16

clee(o)c(o)c(o)clc(=o)/c=c/c2cc(o)c(o)cc2 [16]

ICS() =6 l,lM

CHEMBL222757 [16

nlc(o)[nh]c(c12)cee(c2)-c(cc3=0)oc(c34)c(o)c(o)ccd [16]
IC50 = 1,2 l,lM

CHEMBL224754 [17

c[n+](c)(c)cen(c(=o0)clc2c34)c(=0)c2eccdcScoe7c(c(=o)n(cc[n+](c)(c)c)c(=0)c7ccS)cechbe3cecl 17l
IC50 = 0,03 },LM

CHEMBL224755 [17

clcceenlceen(c2)cc3cecdcScecoen(cen7eccec7)cc(ce8)cbeS5c8c9ccc2e3c49 17l
IC50 = 0,4 IJM

CHEMBL225001 [17

cn(c)cen(c(=o)clc2ce34)c(=o0)c2cecdeScoc7e(c(=o)n(cen(c)c)c(=o)c7ccS)cecoe3ccl 17l
IC50 = 0,16 },LM

CHEMBL225205 [17

occneen(c(=o)clc2e34)c(=0)c2cccdcScoc7c(cecbe3cec])c(=o)n(c(=o)c7ccS)cencco 17l
ICs50 = 0,06 uM

_ CHEMBL225211 [16]
clcce(o)c(o)ccl-c(c(c#n)c2=0)oc(c23)c(o)c(o)cc3 ICs=0.13 uM

CHEMBL225228 [16

coc(ccl)c(o)c(c12)oc(cc2=0)-c3cc(o)c(o)ce3 6]
ICs50= 7,8 uM

c[nt](c)(c)cen(c(=o)clcc2)e(=0)c3cccde(=o)n(c(=0)c2cdcl3)cc[nt](c)(c)c

CHEMBL225507 [17]
ICso=2,5 uM
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Table S2. Cont.

S8

SMILES chemical formula

Reference code and ICs,

clce(o)c(o)ccle(=o0)/c=c/c2cc(o)c(o)cc2

CHEMBL225618 [16]
ICso= 1,7 uM

cleeee(c12)[nt](c)ce(c2)ne(=0)c(n3)cccdecc(cSc34)cee(nS)c(=o)ne(cod)c[n+](c)c(c67)ccecT

CHEMBL259739 [18]
ICso = 0,001 M

olccecl-c2ec(c[nt](c)c2)-c3c(nd)cccde(-c(c[nt](c)cS)ccS-c6cccobd)c([nh]7)ccc7e(-c(c[n+](c)c8)cc8-

CHEMBL265594 [19]

c9ccco9)c([nh]1)cccle(c(nl)cecl3)-c(c[nt](c)cl)ccl-clcecol IC50 =8 uM
CHEMBL274096 [2
cn(c)ccenclne(ceec2)c2e3[nh]c(cdel3)cSc(ced)cc(ces)oc 121
IC50 =1 IJ.M
CHEMBL.274335 [2
cn(c)ceencl[nh]c(cece2)c2e3ne(cdcl3)cSc(ccd)ece(cS)[n+]([o-])=o 121
IC50 = 0,5 HM
CHEMBL275860 [17
c[n+](c)(c)ceen(c(=0)clce2)c(=0)c3ceccdc(=o)n(c(=o)c2cdcl3)ccc[nt](c)(c)c 117l
IC50 = 2,5 l,lM
CHEMBL276202 [2
cn(c)ceenclnc(ccec2)c2e3[nh]c(c4cl3)cSc(ced)cce(cS)oc 121
IC50 = 1,1 l,lM
CHEMBL.282105 [4
cleeee(c12)cec(c2)e(\c)=c/c(=o)nc(c3c(=0)o)ccece3 14]
ICSO =5 IJM
CHEMBL.284328 [11
clc(n)cec2el[n+](cc)c(c(c23)cc(n)cc3)-c4cecececd [
IC50 = 3,3 IJM
CHEMBL.287201 [4
cn(c)ccen(c(=o)clec2)c(=o)c3ceccde(=o)n(c(=0)c2c4cl3)ceen(c)c 141
IC50 = 3,5 IJM
CHEMBL292475 [20
cen(cec)ccoc(ccl)ec(c12)o[c@@h]3[c@h]2c(=0)cdc(c3=0)ccecd [20]
ICso =7 uM
CHEMBL309919 [8
cclcen(cel)ece(=0)ne(ce2)cc(c23)ncde(c3)cce(cd)nc(=o)cen(ccS)ceeSe 181
IC50= 1,35 uM
CHEMBL309982 [7
cen(cec)ece(=o)nc(ccl)ee(c12)ne3c(c2)cec(c3)nc(=o)cen(cc)ce 71
ICs50 = 5,8 uM

cn(c)cce(=o0)nc(ccl)ee(c12)nc3ce(c2)cee(c3)nc(=o)cen(c)c

CHEMBL311072 [7]
IC50 = 8,2 IJ.M
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Table S2. Cont.

S9

SMILES chemical formula

Reference code and ICs,

clcceecle[c@@h](nc(=0)oc(c)(c)c)c(=o)n[c@@h](cc2¢c[nh]c(c23)ccee3)c(=o)nceccceccecccecco[p@@](=o0)(0)ocdc(cl)ccecd

CHEMBL314040 [9]

ICs50 = 6,8 uM
CHEMBL314864 [9
clecccclcoc(=o)n[c@h](cc2c[nh]c(c23)ccec3)c(=o0)nccccceececcco[p@](=0)(0)ocde(cl)ccecd ICs = 3.6 UM Bl
50 — 9
CHEMBL322686 [5
cleec[c@h](co)[n@@+]1(c)cce(=o)nc2ecc(c(c23)c(=0)c4c(c3=o)ccccd)ne(=o)cc[n@@+]5(c)[c@@h](co)cceeS ICs = 9.4 uM 151
50 — 7
CHEMBL328065 [10
oc[c@@h]1cccenlecc(=o0)nc(cc2)cc(c2-3)c(=0)c4c3cec(cd)nc(=o)cenSceecc[c@h]Sco ICs = 8 uM [10]
50 =
CHEMBL335132 [9
clceenlcecc(=o)ne(cc2)cc(c23)ncde(c3nccen(c)c)cee(cd)nc(=o)cenSceees Bl
IC50 = 0,06 ].LM
CHEMBL335564 |7
clceenlccc(=o)ne(cc2)ce(c23)ncde(c3nccoc)cee(cd)nc(=o0)cenSceeeSd 171
1C50=0,14 uM
clccee(c12)[nt](c)ec(c2)-c3c(nd)cecde(-c(cS)c[nt](c)c(c56)cceco)e([nh]7)ccc7e(-c8cce[n+](c)e8)c([nh]9)cccOc(c(nl)cecl3)- CHEMBL335814 [19]
c(cl)c[n+](c)c(cl2)ccec2 ICso=5 uM
CHEMBL335819 [7
clccenlcec(=o)nc(cc2)cc(c23)ncdce(c3ncScec(n)ces)cee(cd)nc(=o)cenbeecechd 171
IC50 = 0,07 },LM
CHEMBL336417 [7
clccenlcec(=o)nc(cc2)cc(c23)ncdce(c3ncSce(n)cceS)cee(cd)nc(=o)cenbecechd 171
IC50 = 0,06 },LM
CHEMBL336434 [17
clccenlcec(=o)nc(cc2)cc(c23)ncdce(c3nc(ccS)ceeSn(c)e)cee(cd)nc(=o)cecnbeccchd 17l
IC50 = 0,04 },LM
CHEMBL336444 [7
clccenlcec(=o)nc(cc2)cc(c23)ncdce(c3nc(ccS)cecSe(=o0)c)cee(cd)nc(=o)cenbecccod 71
ICs50 = 0,04 uM
CHEMBL337559 [19
clc[n+](c)ceecl-c2c(n3)ccc3c(-c4cc[nt](c)ccd)c([nh]5)cccSe(-coeec[n+](c)cchd)c([nh]7)ccc7c(c(n8)ccc28)-c9cc[n+](c)cc9 ICs = 8 uM 1]
50 —
CHEMBL337762 |7
clccenlcec(=o)nc(c2)ccc(c23)ncde(c3ncScec(n)ees)cec(cd)ne(=o)cenbececod 71
ICs50 = 0,08 uM

clccenlcec(=o)nc(c2)ccc(c23)ncdc(c3nc(ccS)ceeSn(c)e)ce(ccd)nc(=o)cenbeccchd

CHEMBL341985 [7]
IC5o=0,5 uM
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SMILES chemical formula

Reference code and ICs,

clccenlcec(=o)nc(c2)cec(c23)ncde(c3ncSce(n)eees)cec(cd)ne(=o0)cenbecccod

CHEMBL342480 [7]

IC50=0,21 uM
CHEMBL342921 [7
clccenlcec(=o)nc(c2)ccc(c23)ncde(c3ncSce(oc)ceeS)ce(ccd)ne(=o)cenbececod 71
1C50=2,73 uM
CHEMBL343041 [7
clccenlcec(=o)nc(c2)cec(c23)ncde(c3ncSc(o)ccees)cc(ccd)ne(=o)cenbececod 71
IC50=1,03 uM
CHEMBL343238 [3
clccee[nt]1(c)ccc(=o0)nc2ecec(c23)c(=0)cde(c3=0)c(cccd)nc(=o)ce[n+]5(c)cceeeS B3]
1Cs50 = 7,8 uM
CHEMBL343445 [8
clceenlccc(=o)ne(c2)cec(c23)c(=0)cdc(c3=o)ccc(c4)nc(=o)cenSceecs 18]
IC50 = 1,8 l,lM
CHEMBL343609 [7
clceenlccc(=o)ne(c2)cec(c23)ncdc(c3ncSc(n)cceceS)cee(cd)nc(=o)cenbecech 171
IC50=0,11 uM
CHEMBL343795 [7
clceenlcec(=o)ne(cc2)cc(c23)ncdce(c3ncScec(f)eeS)cec(cd)nc(=o)cenbeccco 171
IC50 = 0,07 ].LM
CHEMBL344072 [8
clcee[nt]1(c)cce(=0)nc2ccec(c23)c(=0)cde(c3=o)cceccdne(=o0)cc[n+]5(c)ceees 181
IC50 = 8,8 IJM
CHEMBL345035 [8
clccenlcec(=o)nc(c2)cec(c23)ncdce(c3ncSc(n)ceces)cc(ccd)ne(=o)cenbeecechd 181
IC50 = 0,17 },LM
CHEMBL345715 [14
cle(cleee(c12)n(cc2)cen(c(c34)ceccd)cc3cc(=o)ncccccccceeecco[p@@](=o)(o)ocSceeceS ICso= 8.7 uM 1141
50 — O,
CHEMBL349085 [14
clccenlceen(ce(c23)ccec3)cc2ec(=o)nccccccccceco[p@@](=o)(o)c4c(cl)ceecd 4]
IC50=4,2 uM
CHEMBL351995 [14
cle(cl)eee(c12)n(cc2)cen(c(c34)cececd)cc3ce(=o)ncecceccccceco[p@@](=o)(o)ocSce(cl)cees Co =25 uM[ |
50 T 4
CHEMBL356077 [8
cn(c)ccc(=o)nclccec(cl12)e(=0)c3c(c2=0)ccec3nc(=o)cen(c)c 181
IC50=1,3 uM

clcceenleen(c(=0)c2c3c45)c(=o)c3cceScoc7c8e(ccc7edec2)e(=o0)n(c(=0)c8ccH)cen9ccecc9

CHEMBL359594 [17]
IC50 = 0,2 IJ.M
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SMILES chemical formula

Reference code and ICs,

cn(c)ccee(nl)[nh]c(c12)cee(c2)-c(cc3=0)oc(c34)c(oc)c(ccd)oc

CHEMBL376279 [16]

IC50 = 0,47 uM
CHEMBL390725 [16
nlc[nh]c(c12)cce(c2)-c(ce3=0)oc(c34)c(o)c(o)ccsd [16]
IC50 =4 IJ.M
CHEMBL409247 [17
cleeee(c12)[nt](c)cc(c2)ne(=0)c3ccec(n3)c(=o)nc(cd)c[n+](c)c(cd5)ceecs 17l
IC5p = 0,06 uM
CHEMBL413033 [14
clecee(c12)n(cc2c)ccen(c(c34)ccecd)ce3cc(=o)nccccceeceeccco[p@](=o0)(0)ocSce(cl)ceeS [Co =34 uM[ |
50 T 9
CHEMBL420982 [16
clee(o)c(o)c(c12)oc(cc2=0)-c3cce(o)cc3 [16]
ICS() =3 l,lM
CHEMBL421825 [21
clclecce(cl)clesc(c2e#n)nc(cc2)/c=n/c(c3c)ccen3 [21]
ICSO =1 l,lM
CHEMBL422120 [3
c[n+](c)(c)ccc(=o)nclccee(cl12)c(=0)c3c(c2=0)c(ccc3)nc(=o)cc[n+](c)(c)c 3]
IC50 = 4,4 l,lM
CHEMBL426182 [16
clce(o)c(o)c(c12)oc(c(cl)c2=0)-c3cc(o)c(o)cc3 6]
IC50 = 0,8 IJM
CHEMBL431404 [7
c[c@h]lcceenlcec(=0)nc(cc2)ce(c23)ncde(c3)cec(cd)nc(=o)cenSceec[c@@h]5¢ 1Cs= 3.1 uM 171
50 — 9,
CHEMBL432562 [9
clceee(c12)[nh]c(c2)c[c@h](nc(=0)oc(c)(c)c)c(=o)n[c@@h](cc3c[nh]c(c34)cceed)c(=o)nceccccceceeco[p@](=o)(o)ocSc(cl)ceeeS 1Cs= 0.3 uM Bl
50 — Y,
CHEMBL443683 [18
ccloc(n2)-c(c(03)c)nc3[c@h](cs4d)n=c4dc(coS)ncS5-c(cob)ncb-c(co7)nc7-c(co8)ncd-c(co9)nc9-c12 Co = 115 MM[ |
50— 1,
CHEMBL443702 [22
clccenlcec(=o)nc(cc2)cc(c23)ncdce(cec(cd)ne(=o)cenSceeeS)c3nencenenc6oe(cee(c7)nc(=o)cen8ccee8)c7ne(c69)cc(ced)ne(=o)cenlceccl ICo =75 uM[ |
50— />
CHEMBL444347 [8
cn(c)cce(=o0)nc(cl)cce(c12)c(=0)c3c(c2=0)ccc(c3)nc(=o)cen(c)c 181
IC50=4,1 uM

clccenlcec(=o)nc(cc2)cc(c23)ncdce(cec(cd)nc(=o)cenSceceS)c3ncecccencoe(cee(c7)nc(=o)cen8ccece8)c7nc(c69)cc(cc9)nc(=o)cenlccccl

CHEMBL448813 [22]
IC50 =4 IJ.M
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CHEMBL482414 [25]
+
cn(c)ccenc(cle([n+]2¢)ccecl)c(c2e34)oc3ccccd ICs = 0.37 uM
CHEMBL484670 [25
cen(cec)ccenc(cle([nt+]2¢)ccecl)c(c2¢34)[nh]c3ccecd 1251
I1C50=0,16 uM
CHEMBLA489811 [25
cn(c)ccenc(cle([nt]2¢)ccecl)c(c2¢34)[nh]c3c(f)ce(f)cd 1251
IC50 = 0,4 IJ.M
CHEMBL490013 [25
cen(cec)ccenc(cle([nt+]2c)ceccl)c(c2¢34)[nh]c3c(f)ce(f)cd 1251
1C50=0,27 uM
CHEMBL491432 [25
cn(c)ceenc(cle([nt]2c)ccecl)c(c2¢34)[nh]c3cec(f)cd (251
IC50 = 0,31 ].LM
CHEMBL491633 [25
cen(cc)ecenc(cle([n+]2¢)ccecl)c(c2¢34)[nh]c3ccc(f)cd (251
1Cs50=0,2 uM
CHEMBL506865 [22
clceenlccc(=o)ne(cc2)cc(c23)ncde(cec(c4)nc(=o)cenSceceS)c3ncoccocncobe(cec(c7)ne(=o)cen8ccee8)c7ne(c69)ce(cc9)ne(=o)cenlecccl ICs =9 uM 221
50 —
CHEMBL507633 [25
cn(c)ceenc(cle([nt]2c)cccel)e(c2¢34)[nh]c3ccecd 1Cs=0.22 MM[ |
CHEMBL566078 [1
clcee[nt]1(c)cce(=0)nce(ceec2)e(c23)ncde(c3)ccecdenc(=o0)cc[n+]5(c)ceeed 1
ICSO =4 IJM
CHEMBL572616 [1
c[n+](c)(c)cc(=o)nce(ceel)c(cl2)nc3e(c2)ccec3cene(=o0)c[n+](c)(c)c 1
IC50 = 7,3 IJM
CHEMBL574042 [1
cn(c)cencclecee(c12)cc3c(n2)c(cee3)encen(c)c B
ICs50 = 5,6 uM
CHEMBLS575809 [1
c[n+](c)(c)cce(=0)nece(cecl)e(c12)nc3e(c2)eccec3enc(=o)cc[n+](c)(c)c B
ICs0 =3 uM
CHEMBL57715[1
clccenlcec(=o)nce(cec2)c(c23)ncdce(c3)ccecdenc(=o)cenSceeeS Co =6 “MSO[ |
50 —

CHEMBL609670 [6]

clcecenlccc(=o)ne(c2)cece(c23)c(=o0)[c@@h]4[c@@h](c3=0)c=cc(=c4)nc(=0)ccnSceeeeS ICs= 4.5 uM
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clceenlcec(=o)ne(c2)cec(c23)c(=0)[c@h]4[c@h](c3=0)c=cc(=c4)nc(=0)ccnSccees CHEMBL612102 [6]

IC50 = 1,8 IJM
CHEMBL1076521 [7
c[c@h]lcceenlcec(=0)nc(c2)cee(c23)n=c4[c@@h](c3=0)c=c(c=c4)nc(=o)ccnSccee[c@@h]5c ICs= 1.5 uM 7l
50 — 1,
CHEMBL1077669 [7]
occ[c@h]lcceenlcec(=o)ne(cc2)ce(c23)n=c4[c@h](c3=0)c=c(c=c4)nc(=0)ccnScccc[c@h]5cco ICso= 02 uM
50 — Y,
CHEMBL1077950 [7]
cen(cec)cce(=o)ne(ccl)ee(c12)n=c3[c@h](c2=0)c=c(c=c3)nc(=0)ccn(cc)ce
I1Cs50=0,7 uM
CHEMBL1078222 [7]
clccee[n+]1([o-])c(=0)ccecc(=0)nc2ccc(cc2)nc3c(cec(cd)ne(=o)cenSceceS)cdnc(c36)cc(ccod)nc(=o)cen7ceec7 ICs = 0.27 uM
50 — Y,
CHEMBL1078502 [7]
clccenlcec(=o)nc(cc2)cc(c23)ncdce(c3ncSceceees)cec(cd)ne(=o0)cenbeececd
IC50=0,21 uM
CHEMBL1078516 [7]
cleeenlccc(=o)ne(c2)cec(c23)n=c4[c@@h](c3=0)c=c(c=c4)nc(=0)ccnScceecS
1Cs0= 5,8 uM
CHEMBL1078525 [7]
oclcen(ccl)cec(=o0)nc(c2)cee(c23)n=c4[c@h](c3=0)c=c(c=c4)nc(=o0)ccn(ccS)cececSo
ICs0=2,3 uM
CHEMBL1078925 [7]
cn(c)cee(=0)nc(cl)cce(c12)n=c3[c@h](c2=0)c=c(c=c3)nc(=0)ccn(c)c
1C50=0,6 uM
CHEMBL1079036 [7]
clence[n+]1(c)cce(=o0)nc(c2)cece(c23)n=c4[c@h](c3=0)c=c(c=c4)nc(=0)cc[n+]5(c)ceneeS ICs= 1.9 uM
50— 4,
CHEMBL1079201 [7]
clcecenlccc(=o)ne(c2)cee(c23)n=c4[c@@h](c3=0)c=c(c=c4)nc(=0)ccnScceeeS
IC50 = 1,9 l,lM
CHEMBL1080613 [7]
ccleen(cecl)ccc(=o)ne(cc2)ce(c23)n=c4[c@@h](c3=0)c=cc(=c4)nc(=0)ccn(ccS)cecSe ICs= 1.7 uM
50— 4,
CHEMBL1169924 [23]
clnc(cl)cccleoc(cc20)ce(c23)oc(ce3=0)-cdecc(ced)occScee(cl)nes
IC50 = 0,8 IJM
CHEMBL1170488 [13]
clInc(cl)ccclcoc(ce2)cec(c23)occe(c3=0)-c4cce(ccd)oc
IC50 = 2,5 IJM

CHEMBL1170702 [23]

2 =0)-c4 4
clnc(cl)ccclcoc(ce2)cec(c23)oc(cc3=0)-c4cce(ccd)oc ICso=3.1 M
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CHEMBL1172458 |23
clnc(cl)cecleoc(cc2)ecc2-c(cec3=0)oc(c34)cc(o)ccdo 1231
ICs50=3,5 uM
CHEMBL1257134 [23
clec(o)ceccl[c@@h](c2)n(c(=o)c)n=c2c(c3)c(=0)oc(c34)ccccdbr 123]
ICSO =4 IJ.M
CHEMBL1258868 [23
cleeee(cl)el[c@h](c2)n(c(=0)c)n=c2c(c3)c(=0)oc(c34)ccecd 123]
1Cs0=6,5 uM
CHEMBL1276872 [23
clnc(cl)ceclesc(o2)nnc2-c3ccec(c34)ccecd 123]
IC50=4,2 uM
CHEMBL1278128 [23
clnc(cl)ceclesc(o2)nnc2-c3c(o)cc(ce3)oc 1Cso=2.3 uM 123]
CHEMBL1689442 [24
cn(c)ceenleen(ccl)ce(c2)c3cdece(c(=o)n(c(=o)cSccH)cen7ceeec7)cScdc6c8cccIc(=o)n(c(=0)c2c9c38)cenleccecl ICs =3 uM 124]
50 —
CHEMBL1770486 [24
clcecccle(=o)n(n=c2c)[c@h](c2)c3c(o)ccee3 124]
ICSO =4 l,lM
CHEMBL1917259 [24
clcee(c)eclesc(o2)nnc2-c(c3)cec(c34)occod ICs = 3.26 UM 1241
CHEMBL1956189 [25
slce(c)[n+](cc)cl/c=c2/n(cc)c(=0)/c(s2)=c(/n3c)sc(c34)ccecd 1251
ICSO =2 IJM
CHEMBL2012469 [25
oclcen(ccl)ce(=o)n(n=c2c)[c@h](c2)c3c(o)ccee3 1251
IC50 = 9,1 1 },LM
CHEMBL2012474 [25
fe(f)(f)clcen(cel)ee(=o)n(n=c2c)[c@h](c2)c3c(o)ccee3 1251
IC50 = 8,81 uM

CHEMBL2012477 [25]

cclcen(cel)ee(=o)n([c@h](c2)c3cecee3)n=c2c(c4)c(=0)oc(cd5)ccees
ICs0 =2 uM
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