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Figure of Contents

Figure S1. Y-scrambling result of model NB-1-LPFP4 (a) and model NB-2-LCFP6 (b). The values of
NB-1-LPFP4 and NB-2-LCFP6 are shown as a black triangle, while the values of the scrambled models
are shown as white squares. The Matthews correlation coefficient and accuracy (Q) of combined-NB-a
and combined-NB-b are significantly higher than any of the Y-scrambled models, which indicates that
the models are not results of chance correlation.

Figure S2. Extracting applicability domain for a QSAR model-step by step.

SI'1



(a) (b)

Lo r N L0
i 4 Unscrambled 4 Unscrambled “
0.8 _ o Scrambled 0.8 O Scrambled
0.6 0.6
4 I :
0. . . 0.4 og?
o
02 | o oo 0.2 g ﬁ’
@] DD o o o Q o [m] EH %—ﬁpl]
g 00t "o o g 00 f 0% oD o
% o od th
[u] DD a o % [m]
02 |t g8 02 f
Og 2
. - oo o
04 Lo g 04 b o
o
06 : N . ; -0.6 : : ! '
0.0 0.2 0.4 0.6 0.8 1.0 0.2 0.4 0.6 0.8 £
Accuracy Accuracy
Figure S1.

SI2



Figure S2.

Correct predicted
chemicals from
training set

Input

Database with
new chemicals

Parameter ranges

Mw [Min,,,, Max,,,,]
Log(K,,)[Min,,, Max,,]

Structure domain

Atom-centered fragments

Input ' _
— | Model domain Out

Chemicals suitable for
the model

Chemicals unsuitable
for the model

SI3



Table of Contents

Table S1. Structures of the 1000 compounds (in SMILE format) from the training set together with

their activities (1 or 0) for glutamate-induced models.

Table S2. Structures of the 260 compounds (in SMILE format) from the test set together with their

activities (1 or 0) for glutamate-induced models.

Table S3. Structures of the 700 compounds (in SMILE format) from the training set together with their

activities (1 or 0) for HO,-induced models.

Table S4. Structures of the 200 compounds (in SMILE format) from the test set together with their

activities (1 or 0) for HO,-induced models.

Table S5. The detailed performance of 24 single classification models for the training set and test set

using different combinational of molecular properties.

Table S6. The detailed performance of the 26 combined Bayesian classification models for the training

set and test set using different combinational of output probabilities and fingerprints.
Table S7. Structures of the 70 virtual hits (in SMILE format) for neuroprotective assay.

Table S8. The preliminary assay result for 70 virtual hits on monosodium glutamate or H,O,-induced

neurotoxicity on PC12 Cell.

SI 4



Table S1. Structures of the 1000 Compounds (in SMILE format) from the Training set together with

their activities (1 or 0) for glutamate-induced models.

Name

Structure

Activity

CHEMBL2152538
CHEMBLA48310
CHEMBL134342
CHEMBL2425182
CHEMBL565873

CHEMBLA430183

CHEMBL2334453
CHEMBL28862
CHEMBL2425187
CHEMBL397863
CHEMBL1641661
CHEMBLA456235
CHEMBL9790
CHEMBL543926
CHEMBL2387147
CHEMBL607033
CHEMBL1951836
CHEMBL344151
CHEMBL34792
CHEMBL1802358
CHEMBL1096005
CHEMBLA481060
CHEMBL551213
CHEMBL2391370
CHEMBL259223

CHEMBL257170
CHEMBL243623
CHEMBL1951856
CHEMBL2334454
CHEMBLA496686

Oclcc2C[NH+]3C(N(c2cc1)C)cle(CC3)ceccecl
OC1=CC(=CC=CC1=0)C(C)C

S1SCC[C@H]1CCCCC(=0)[O-]
S(=0)(=0)(nlc2cc(ccc2e2clccec2)C(F)(F)F)clece(ecl)C
O(N=C\1/CC[C@@]2([C@@H]3[C@H]([C@@H]4CC[C@H](C(=0O)C)[C
@]4(CC3)C)CCC2=C/1)C)C(=0)[C@@H](INH3+])C(C)C
O1[C@H](CO)[C@@H](0)[C@H](O)[C@@H](0)[C@H]10[C@@H]10C
=C[C@]2(0)[C@H]I[C@@](O)C[C@H]20)C

Clclee(cecl1 CI)CNC1=CC(=0)c2c(ccec2)C1=0
P(=0)([O-([O-DCCCC(INH3+]))C(=0)[O-]
nl(c2c(c3clccec3)cccc2)-clece(ecl)C(C)(C)C
slc(nnc1Nclcee(F)eel)-cleee(O)cclO

Oclcc(cc(O)cI )\C=C\C=C\clccc(O)ccl
0lc(ccc1CCCCCC)-clec(OC)c(O)ccl
O=CIN=C2C=C(C#N)C(IN+](=0)[O-])=CC2=NC1=0
S1C=2CCCCC=2N(CC(=0)CC)CI1=N
FC(F)(F)C(=O)N(\N=C\clcc(OC)cccl)clecee(ccl1C)CO
SISCCCI1CCCCclonc(n1)Ccle2c(OC(CC2)(C)C)e(C)e(C)elO
O1c2c(cc(C)c(c2)C)C(=0)C(0)=Clclccc(N(C)C)ccl
[NH2+]1[C@@H]2Cc3c(ccec3)[C@]1(clc2ccec])C
SISCCC1CC(=0O)Nclcecc(NC(=[NH2+])c2scec2)ccl
O1lc2cc(ccc20CIHNC=C\1/N=C(NC/1=0O)Nclcccccl
OC1=CC(=CC=C(C[NH+]2CCN(CC2)C(OCC)=0)C1=0)C(C)C
Olc2c(ceec2)C(=0)C=CI1CCclccececl
Oclcce(cec10ONC=C\clcee(ccl)COC(=0O)CNC(=0O)clecccecl
O=C(NCI1CCCCI1)C(INH+]1CCC[NH2+]CC1)C
O=Clc2c(ccec2)C(=0)C(C)=CI1C\C=C(\CC\C=CACC\C=C(\CC\C=C(\C)/C)
/C)/C)/IC

O1[C@H]([C@]2(C(=C(CCC2)C)C1=0)C)clccocl
Fclee(cecc10C)C(=0)\C=C\clcc(OC)c(O)ccl
O(CCO)clee(nc2clccec2)-clec(O)c(O)ecl
O=Clc2c(ccec2)C(=0)C=C1C(=0)[O-]
O(C(=0)C(NC(=0)[C@]1(C2CC=C3[C@H](CCC(=C3)C(O)O)[Cm]2(CcccC
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CHEMBL1926761
CHEMBLA479698

CHEMBL391366
CHEMBLA465508
CHEMBL2151787
CHEMBL1215856
CHEMBL499750

CHEMBL1087801
CHEMBL1641662
CHEMBLA444109

CHEMBL1813353
CHEMBL2334458
CHEMBLA430187
CHEMBL202194

CHEMBL50
CHEMBLA498754
CHEMBLA496878

CHEMBL55934
CHEMBL162460
CHEMBL1951841
CHEMBL2391375
CHEMBL56
CHEMBL2069517

CHEMBL2425186

CHEMBLA402437

CHEMBL1165316
CHEMBL505393

1)C)C)CO)CC
S1(=0)(=O)N(CCCC[NH2+]CC20c3¢(CC2)cccc3)C(=0)c2clccec2
0O1c2¢(C[C@H](OC(=0)[C@]3(O[C@H]3C)C)C1(C)C)ecl C=CC(Oclc2)=
O

S1SCCC1CCCCclnnnn1CCclee(O)c(O)ccl
O(C)clec(CO)e(N2CN(e3c(cc(0OC)ec3)C2=0)C=0)ccl
Clelec2[nH+]c3¢(CCCC3)e(NCCNC(=O)\C=C\c3cc(O)c(O)ce3)c2ccl
OCI(CC[NH+](CC)C[C@H]1C[C@]1(C(OC)=0)clcce(ccl)C)elecceel
O(C)clec(ececlO)C(O[C@H]1[C@H2[C@](CC[C@@H]3[C@@]2(CC[C
@H](0)C3(O)O)O)O)[C@A([C@@H]([C@@HB[C@@](CIC@@H]20)(
CC[C@H]3C(C)=C)O)C1)C)=0
FC(F)(F)clce(cecl)C[NH+](Ccle2c(neec2)c(O)ccl)Cele2e(neec2)c(O)cecl
Oclcee(cc1C(C)(C)ONC=C\clcee(O)cecl
Ol[C@@]2([C@@]340c5¢(C(=0)C3=C[C@H](CC4C1(C)C)C2=0)c(O)cl
c(O[C@@](C=C1)(CC\C=C(\C)/C)C)c5C\C=C(\C)/C)C\C=C(/C(=O)N)\C
01c2¢(CCC1(C)C)e(-cInoc(cl)-clccc([N+](=O)[0-])ecl)c(O)e(C)e2C
O=Clc2c(ccec2)C(=0)C=CINCICCCCI
O1c2ce(ccc20C1)C(=ONC=C\c1cc(OC)c(O)ecl
0O1c2¢(CCCI(C(=O)NICCN(CC1C(=O)N\C=C\c1cc(OC)e(OC)cec1)C)e(C)e(
0)c(C)c2C

01c2¢(C(=0)C(0)=Clclcc(O)c(O)ccl)c(O)cc(O)c2
PEO)([O-])([O-DC(NC(=0)CCCeeeeeececceecece)co
O1C(C(O)COC(=O)CCCCCNC(=O)CCeeeeceeeeeccecoe(o-
=C(0)C1=0

O=C1C=CC(=0)c2clcccc2

O=Clc2c(ccec2)C(=0)C=CIN(C)C
Olc2c(cee3c2ecee3)C(=0)C(0)=Cleclec(O)e(N2CCCC2)ccl
O=C(N1CC[NH+](CC1)CC(=O)NCCC(C)(C)C)c1ceeect
Oc1c2CC(INH+](CCC)CCC)CCc2c¢ccl
O1CC[NH+](CC1)CCOW=C(/C\[C@H]1CC[C@H]2[C@H]3[C@H](CC[
C@]120)[C@@]1(C(=CC(=0)CC1)CC3)C
O(C)clcee(-n2¢3c(cdc2ccecd)ccec3)ecl
Ol[C@H]([C@I2([C@@]3(O[C@@H]3C1=0)[C@]I([C@@H]([C@]34[C
@@H](C(=0)[C@@H]10)C(O[C@H]3CC(0OC4)=0)(C)C)CC2)C)C)clcco
cl

0O1c2¢(CCC1(C)cloc(nn1)Cclec(OC)c(OC)ccl)e(C)e(O)c(C)e2C
O1[C@H](CO)[C@@H](0)[C@H(0)[C@@H](0)[C@@H]10c1¢(0C)ce(
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CHEMBL1641654
CHEMBL60542
CHEMBL561200
CHEMBL2069514

CHEMBL103

CHEMBL201538

CHEMBL1164503
CHEMBL1926733
CHEMBL1096006

CHEMBL2152551
CHEMBL556153
CHEMBL305187
CHEMBL201543
CHEMBL1813358
CHEMBL2425170
CHEMBL2391363
CHEMBL572318
CHEMBL236288
CHEMBL605527
CHEMBL2069526

CHEMBL2204447

CHEMBL1951865
CHEMBL2334451
CHEMBL2334466
CHEMBL1951848
CHEMBLA403868
CHEMBLA479684
CHEMBL2334457
CHEMBL561002

cclOC)[C@H]10C[C@H]2[C@@H]1CO[C@@H]2c1cc(OC)c(O[C@H]20
[C@@H](CO)[C@H](0)[C@@H](O)[C@@H]20)c(0C)cl
Oclc(ce(cc1C(CO)CONC=C\clce(O)cc(O)cl)C(CO)CC
Oclcc2c(C[C@@H]3[NH+](CC[C@@]2(C)[C@@H]3C)C\C=C(\C)/C)ccl
Oclce(cec10ONC=C\clcee(ccl)C(=0)N1CCC(CC1)Cclecceel
O=C(C)[C@H]1CC[C@HI2[C@H]3[C@H](CC[C@]12C)[C@@]1(C(=C/C
(=N/O)/CC1)CC3)C
O=CICC[C@@]2([C@@H]3[C@H]([C@@H]4CC[C@H](C(=0)O)[C@]4
(CC3)o)ceez2=Cnce

0O1c2¢(CCCI(C)C)c(CCcelee(0)e(O)ccl)c(O)e(C)e2C
0O1c2¢(CCCI(C)C)e(Cnlnnnc1CCcelec(O)e(O)ccl)e(O)c(C)e2C
O1c2¢(CCCIC[NH2+]CCCCNI1C(=0)C3N(CCC3)C1=0)ccec2
OC1=CC(=CC=C(C[NH+]2CCN(CC2)c2ccc(IN+](=0)[O-
Dec2)C1=0)C(C)C
O(C(=0O)NCCCCCCC)clec2C[NH+]3C(N(c2ccl)C)CCC3
Oclcc(cec10)\C=C\clccc(cc 1 \C=C\C=0
Oclcce(ce])C(O)C(INH+]1CCC(CC1)Cclecceel)C
01c2¢(CCCI(CNC(=O)N\C=C\c1cc(0)c(0)ccl)C)e(C)e(O)e(C)c2C
Fclcee(ccl)-clnoc(cl)-c1c2c(OC(CC2)(C)C)c(C)e(C)c1O
FC(F)(F)clcce(-n2c3c(cdc2ccccd)ccec3)ccl
O=C(N1CC[NH+](CCI)CCC(=O)NC1CCcCcCccHCICCl
0=C1c2c(cccc2)C(=0)C(N)=CI1C
SISCCC1CCCCcloc(nn1)CCclcc(O)c(O)ccl
S1SCCC1CCCCC(=O)NCC1(Oc2c(CC1)c(C)e(O)c(C)c2C)C
O=CICC[C@@]2([C@@H]3[C@H]([C@@H]4CC[C@H](/C(=N/OC(=0)c
Sccenc5)/C)[C@]4(CC3)C)CCC2=CI1)C
01c2¢(C(=0)[C@H](O)[C@H]1clce30[C@H]([C@@H](Oc3ccl)COC(=0
JCCC(=O)NCCCCCCNc1c3CCCCc3[nH+]c3clccec3)clec(OC)c(O)ecl)e(O
)ec(O)ce2

O(C1CCCCl)clce(nc2clecee2)-clec(O)e(O)ccl
0=Cl1c2c(cccc2)C(=0)C=CI1NCclcce(ccl)C(OC)=0
0=Cl1c2c(cccc2)C(=0)C=CI1NCclnccccl
O(Cclccceccl)elee(cec10CNC=C\C(=O)clcc(C)c(cc10)C
O1[C@H]([C@]2(C([C@H](0)C1=0)=C(O)[C@@H](0)CC2)C)clccocl
0O1c2¢(C(=0)C=C1CCclccccclO)c(O)cec2
0=C1c2c(ccecc2)C(=0)C=CINCCC
Oclcc(cec10ON\C=C\clcce(ecl)C(=O)NCC=C

SI7



CHEMBL499411

CHEMBL1090054
CHEMBL354201
CHEMBL228675
CHEMBL603959
CHEMBLA466728

CHEMBL256319
CHEMBL1087935
CHEMBLA479697
CHEMBL2387146
CHEMBL2391358
CHEMBL2069520

CHEMBLA497730
CHEMBL555017

CHEMBL1096354

CHEMBLA429261
CHEMBL1164844
CHEMBL551681
CHEMBL2425171
CHEMBL556068
CHEMBL2391356
CHEMBL2391361
CHEMBL1165155
CHEMBL2425165
CHEMBL2334459
CHEMBL1641664
CHEMBLA481657
CHEMBLA452919

Ol[C@H](CO)[C@@H](0)[C@H](O)[C@@H](0)[C@@H]10[C@@H]1
OC=C([C@@H]2[C@H]1C(=C[C@H]20C(=0O)\C=C/c1ccc(0O)ccl)CO)C(O
C)=0

O1CC[NH+](CC1)CC1=CC=C(C=C(0O)C1=0)C(C)C
O=Clc2c(ccec2)C(=0)C(C)=CIC
0O1c2¢(C(=0)C=CI\C=C\clccceel)e(O)cec2
S1SCCC1CCCCCnlnne(c1)C1(0Oc2c(CC1)c(C)c(0)e(C)c2C)C
Ol[C@H](CO)C@@H](O)[C@H](0)[C@@H](0)[C@@H]10CCCclec(O
)c(O[C@H]([C@H](0)c2cc(OC)c(0)cc2)CO)ecl
O1[C@H]([C@]2([C@@]3(O[C@@H]3C1=0)C(=CCC2)C)C)clccocl
slccecc1 C[NH+](Celc2e(neee2)c(O)ecl)Celc2e(neec2)c(O)ecl
O1c2¢(C[C@H](OC(=ONC=C(\CO)/C)C1(C)C)cc1C=CC(Oc1c2)=0
FC(F)(F)C(=O)N(\N=C\clcc(O)c(O)ccl)cleee(cclC)C
O=C(NCICCCCCIC(INH+]ICC[NH+](CCI1)C1CCCceI)ee
O=CICC[C@@]2([C@@H]3[C@H]([C@@H]4CC[C@H](/C(=N/OC(=0)[
C@H]5[NH2+]CCC5)/C)[C@]4(CC3)C)CcCC2=CI1)C
OC1(\C=C\C(=C\C(=O)NC(C(OCC)=0)CONC)C(CC(=0)C=CIC)(C)C
Ol[C@@]2([C@@]340c5¢(C(=0)C3=C[C@H](C[C@H]4C1(C)C)C2=0)c
(O)cle(O[C@@](C=C1)(CC\C=C(\C)/C)C)c5C\C=C(\C)/C)C\C=C(/C(=0)[
O-D\C
01c2¢(CCCI1(C(=O)NCC[NH+]1CC[NH+](CC1)CC1=CC=C(C=C(0)C1=0
)C(C)C)C)c(C)c(O)c(C)c2C

SISCCC1CCCCCcln[nH]c(c1)-clec(O)c(O)ccl
0O1c2¢(CCC1(C)C)e(Celne(onl)-clec(O)c(O)ecl)c(O)c(C)e2C
olcccc1CNC(=0)clcec(cc1 \C=C\clcc(O)c(O)ccl
nl(c2c(c3clcccc3)ccec2)-clece(N(C)C)ecl
S1C=2CCCCC=2N(Cc2ccccc2)CI=N
O=C(NC(C)C)C[NH+]1CC[NH2+]CCl1
O=C(NC(CC)CC)C[NH+]ICCC[NH+](CC1)C
0O1c2¢(CCC1(C)C)e(-cInoc(c1)-clcc(O)c(O)ccl)e(O)c(C)c2C
nl(c2cc(cec2e2cleccc2)-cleccecl)-cleee(ccl)C
O=Clc2c(ccec2)C(=0)C=CINCCICCCCCI1
O(C)cle(ce(cc1C(CHC)CN\C=C\clce(O)ee(O)c1)C(CYC)C
0O1c2¢(C[C@H](0)CI(C)C)eccl1C=CC(Ocl1c2)=0
01c2¢(C(=0)C(O[C@@H]30[C@H](CO)[C@H](O)[C@H](O)[C@HI30[
C@@H]30[C@H](CO)[C@@H](0O)[C@H](0O)[C@H]30)=Clclcc(O)c(O)c
c1)c(O)cc(O)c2
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CHEMBLA428020
CHEMBL305195
CHEMBL2387144
CHEMBL2391359
CHEMBL2391374
CHEMBL1951857
CHEMBL2334462
CHEMBL594077
CHEMBL1096355

CHEMBL2391381
CHEMBL1951843
CHEMBLA42905
CHEMBLA402945

CHEMBL138529
CHEMBL2391350
CHEMBL1164222
CHEMBL2334460
CHEMBLA478316
CHEMBL1983100
CHEMBL2334452
CHEMBL84010
CHEMBLA465250

CHEMBL2391366
CHEMBL2334456
CHEMBL404140

CHEMBLA464644
CHEMBL2391540
CHEMBL257169
CHEMBL1813360
CHEMBL1951846
CHEMBLA479683
CHEMBL1951840

SISCCC1CCCCclonc(nl)-clcc(O)c(O)ccl
Oclcec(ce])[C@H](O)[C@H](CINH+]1CCC(CC1)Cclecceel)C
FC(F)(F)C(=O)N(\N=C\clcc(OC)cccl)clecee(cclC)C
O=C(N(C)CICCCCI)C[NH+]ICC([NH+](CCI)CC)C
O=C(NC(C)C)C(INH+]1CC[NH+[(CCI)C1CCCCCI)(C)C
O(C(C)C)clce(nc2elceeec2)-clec(O)e(O)ecl
0=C1c2c(cccc2)C(=0)C=CIN(Cclceceel)C
S1SCCC1CCCCcloc(nnl)C1(Oc2c(CC1)e(C)c(O)e(C)ec2C)C
OC1=CC(=CC=C(C[NH+]2CC[NH+](CC2)CC2=CC(=CC=C(0)C2=0)C(C
)C)C1=0)C(C)C

O=C(N1CCC[NH+](CC1)CCC(=0O)NC1CCCCCCI1)C
Oclce(C)e(cc1C(=0)\C=C\clce(O)c(O)ecl)C
O=C1C=C([O-])c2c(cccc2)C1=0
Ol[C@H]([C@]2(C([C@H](O)[C@@H](O[C@@H]30[C@H](CO)[C@@
H](O)[C@H](0O)[C@H]30)CC2)=C(0)C1=0)C)clccocl
0O1c2¢(CCC1(C(=O)NCCclcc(OC)c(OC)ccl)C)e(C)e(O)c(C)c2C
O=C(NC1CCCCC1)CC[NH+]1[C@H2C[C@H]([NH2+]C2)C1
0O1c2¢(CCC1(C)clonc(nl)-c1cc(OC)c(OC)ccl)e(C)e(0)c(C)c2C
0=Clc2c(cccc2)C(=0)C=CINCC#C
Oclc2nccec2e(ccl)C[NH+](Celc2e(ncec2)c(O)ecl)Celece(ecl)C
O=C(NC1CCCCC1)C[NH+]1CC[NH2+]CCl1
FC(F)(F)clcc(cec1)CNC1=CC(=0)c2c(cccc2)C1=0
O=Clc2c(ccec2)C(=0)C=CINclcceecl
O1[C@H](COC(=O)NC=C/c2ccc(OC)cc2)[C@@H](0O)[C@H](O)[C@@H](
O)[C@@H]10[C@@H]10C=C[C@]2(0)[C@H]I[C@@](O)(C[C@H]20)
C

O=C(N1CC[NH+](CC1)CC(=O)NC(CcC)cc)cc
O=Clc2c(ccec2)C(=0)C=CINC(C)C
OIC([C@@H2CC(=0)[C@@]3([C@H)(CC[C@@]4([C@@]350[C@@H
15C(O[C@H]4c3ccoc3)=0)C)[C@]2(C=CC1=0)C)C)(C)C
O(C)clec(CO)e(N2C=Nc3c(cc(OC)cc3)C2=0)ccl
O=C(N(C)CICCCCI1)C[NH+]1CC[NH2+]CCl1
O1[C@H]([C@]2(C(=C(O)[C@@H](0)CC2)C1=0)C)clccocl
01c2¢(CCC1(C)C)e(-clonc(cl)-clccc(OC)ccl)e(0)c(C)e2C

Oclc2c(ceccl C(=ONC=C\clcc(O)c(O)ccl)ecec2
0O1c2¢(C(=0)C=C1CCclcccecl)e(O)cec2
O1c2c¢(ce(C)e(c2)C)C(=0)C(0)=Clclccc(N2CCCC2)ccl
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CHEMBL2425177
CHEMBL32644
CHEMBL240319
CHEMBL2152550
CHEMBLA481658
CHEMBL2391357
CHEMBL2069530

CHEMBL2387145
CHEMBL2334455
CHEMBL1951853
CHEMBL1165331
CHEMBL2334463
CHEMBL2391364
CHEMBL1813357
CHEMBL2334465
CHEMBL2334470
CHEMBL2391377
CHEMBL1813362

CHEMBLA466928

CHEMBL2069519

CHEMBL593382
CHEMBL1641655
CHEMBLA461923
CHEMBLA415711
CHEMBL1164853
CHEMBL2425180
CHEMBL500570

CHEMBLA445512

CHEMBL595013

S(=0)(=0)(nlc2c(c3clcccc3)ccec2)clcec(ccl)CC
SISCCCI1CCCCC(=O)NCCclcecc(NC(=[NH2+])c2sccc2)ccl
0=C1c2c(cccc2)C(=0)C=CINC

Oclcc2C[NH+]3C(N(c2ccl)C)CCC3
0O1c2¢(C[C@H](OC(=0))\C=C(\C)/C)C1(C)C)cc1C=CC(Oc1c2)=0
O=C(NC1CCCCC1)C[NH+]1CCC[NH+](CC1)C
O=CICC[C@@]2([C@@H]3[C@H]([C@@H]4CC[C@H](/C(=N/OC(=0)
C5CC[NH2+]CCS)/C)[C@]4(CC3)C)CCC2=C1)C
FC(F)(F)C(=O)N(\N=C\clcc(O)cccl)cleee(ecc1C)C
O=Clc2c(ccec2)C(=0)C=CINCC

O(C)clcce(nc2clecec2)-clec(O)e(O)cecl
01c2¢(CCC1(C)C)e(-cInnn(c1)Cclee(O)c(O)ecl)c(O)e(C)e2C
0=Clc2c(cccc2)C(=0)C=CINCCclcccecl
O=C(N(CCCC)CCC)C[NH+]1CC[NH2+]CC1
O1c2¢(CCC1(C)C)e(-clonc(cl)-clcceecl)e(O)c(C)e2C
0O=Cl1c2c(cccc2)C(=0)C=CINCclccencl
O(C)clcec(ec1)CNC1=CC(=0)c2c(cccc2)C1=0
O=C(N1CC[NH+](CC1HC(C(=O)NC1CCCC1)O)CC
O1c2¢(CCC1(C)C)e(-c1noc(cl)-
c1c3c(OC(CC3)(C)O)c(C)e(C)c10)c(O)c(C)e2C
Ol[C@H](CO)[C@@H](0)[C@H](O)[C@@H](0)[C@@H]10[C@H]([C
@@H](0)c1lec(OC)c(0)c(OC)e1)CO
O=CICC[C@@]2([C@@H]3[C@H]([C@@H]4CC[C@H](/C(=N/OC(=0)[
C@@H](INH3+])C(C)C)/C)[C@]4(CC3)C)CCC2=C1)C
S1SCCC1CCCCCnlnne(c1)Cclc2e(OC(CC2)(C)C)c(C)e(C)c1O
Oclcec(cc1C(C)(C)ONC=C\clcec(O)cec(O)cl

Fclc(F)ec(cel F)C(=O)\C=C\clccec(OC)c10
0=Cl1c2c(cccc2)C(=0)C=CIN
01c2¢(CCCL(C)C)c(CC(=ONC=C\clcc(0O)c(O)eel)e(O)c(C)ec2C
S(=0)(=0)(nlc2cc(ccc2c2elccec2)-cleccecl)cleee(cel)C
O1c2¢(C(=0)C(O[C@@H]30[C@H](CO)[C@H](O)[C@H](0)[C@H]30]
C@@H]30[C@H](COC(=O)\C=C\c4cc(OC)c(O)ccd)[C@@H](0O)[C@H](
0)[C@H]30)=Clclcc(O)c(O)ccl)c(O)cc(O)c2
Oclcee(cel)C(O[C@H][C@HR2[C@](CC[C@@H]3[C@@]2(CC[C@H](
0)C3(C)C)C)O)[C@I(C@@H|([C@@HB[C@@)(CICR@H]20)(CC[C
@H]3C(C)=C)C)C1)C)=0
S1SCCC1CCCCC(=0O)NCc1c2c(OC(CC2)(C)C)c(C)e(C)elO

—_— = e e e e e e e e

—_ = = e e e
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CHEMBL2152541
CHEMBL594076
CHEMBLA465507
CHEMBL590
CHEMBL464888

CHEMBL2152543
CHEMBL2391354
CHEMBL1165154
CHEMBL32450
CHEMBL575601

CHEMBLA444904

CHEMBL2391362
CHEMBL1813355
CHEMBL2391360
CHEMBL1641653
CHEMBL1951842
CHEMBL1641666
CHEMBL1164286
CHEMBL31574
CHEMBL2334461
CHEMBL2334469
CHEMBL1165069
CHEMBL1165407
CHEMBL594858
CHEMBL1096007

Decoy001

Decoy002
Decoy003
Decoy004
Decoy005
Decoy006

Oclcc2C[NH+]3C(N(c2cc1)C)cle(CCC3)ceecd
SISCCC1CCCCCclnc(onl)C1(0Oc2¢(CC1)e(C)e(0)c(C)c2C)C
O(C)clec(CO)e(N2Cc3ec(OC)cce3N(C2)C=0)ccl
0=C1c2c(cccc2)C(=0)C=C1C
Ol[C@H](CO)[C@@H](0)[C@H](O)[C@@H](0)[C@@H]10[C@@H]1
OC=C[C@]2(0)[C@H]1[C@@](OC(=O)\C=C/clcccccl)(C[C@H]20)C
O(C(=0)NCCCCCCC)clcc2C[NH+]3C(N(c2ccl)C)ele(CCC3)ecccl
O=C(NC1CCCCCI1)C[NH+]ICC2[NH+](CCCC2)CC1
O1c2¢(CCCI(C)C)e(Cnlnnc(cl)-clec(O)c(O)ecl)c(O)e(C)e2C
SISCCC1CCCCC(=0O)Nclccc(NC(=[NH2+])c2scec2)ccl
OIC[C@]23[C@@H](CCEO)[C@H[C@@]560[C@@H]5C(=0)C[C@H
J(C@@]6(CC[C@H]24)C)c2o0ccc2)C)C(O[C@@H]3CC1=0)(C)C
O(C)clee(ecec10)C(O[C@H]IC[C@@]2([C@@H]([C@H]3C[C@@H](OC
(=0)c4cc(0C)c(O)eed)[ C@HMA[C@I(CC[C@@H]5 [ C@@]4(CC[C@H](O)
C5(O)O)O)(O)[C@]130)[C@@H](CC2)C(C)=C)C)=0
O=C(N(CCCC)CCC)CINH+]1C[C@@H](INH2+]C[C@H]1C)C
01c2¢(CCC1(C)C)e(-cInoc(cl)-clcee(O)eel)c(O)e(C)c2C
O=C(N1CC[NH+](CC1)CC(=O)NCC(CC)C)CC
Oclcee(cc1C(CCY)CONC=C\clce(O)cc(O)cl
O1c2c(cc(C)c(c2)C)C(=0)C(0)=Clclec(O)c(N2CCCC2)ccl
O(C)clee(cc(O)cI \C=C\clee(C(CYC)O)e(O)e(c1)C(O)(O)C
0O1c2¢(CCC1(C)clonc(nl)Ceclec(OC)e(OC)ccl)c(C)e(O)e(C)c2C
O1lc2c(ccc(0)c2)C(=0)C(0)=Clclec(O)c(O)ccl
O=Clc2c(ccec2)C(=0)C=CINCclccceel
0=C1c2c(cccc2)C(=0)C=CINCclcece(eel)C
O1c2¢(CCCI(C)C)e(Celnc(onl)CCclec(0O)c(O)ccl)e(O)c(C)e2C
01c2¢(CCC1(C)C)e(Celnc(on1 \NC=C\c1lce(O)c(O)ecl)e(O)e(C)c2C
S1SCCC1CCCCclnnnn1Cclc2c(OC(CC2)(C)C)c(C)e(C)eclO
OC1=CC(=CC=C(C[NH+]2CC[NH+](CC2)Cc2ccc([N+](=0)[O-
1ec2)C1=0)C(C)C
O(cleec(ccl)C(=O)NCI1=CNC(=0O)NC1=0)clccc(cc1)C(=0)NC1=CNC(=0
JNC1=0

Br[C@H](C(C)(C)C)CC[C@@H]1C[C@H](CCCI1)C

[S-]clcee(ccl)CH#N

FC(F)(C(=0)[O-])C(F)F

CIC=1CS(=0)(=0)CC=1

BrC\C=C\C#N

—_— = = e

— = = e e e e e b ek e e e —_ = = e

S O o o O
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Decoy007
Decoy008
Decoy009
Decoy010
Decoy011
Decoy012
Decoy013
Decoy014
Decoy015
Decoy016
Decoy017
Decoy018
Decoy019
Decoy020
Decoy021
Decoy022
Decoy023
Decoy024
Decoy025
Decoy026
Decoy027
Decoy028
Decoy029
Decoy030
Decoy031
Decoy032
Decoy033
Decoy034
Decoy035

Decoy036
Decoy037
Decoy038
Decoy039

Decoy040
Decoy041

Clelcee(Cl)ecl [C@H](Clclc2e(cecee2)c(F)ecl

slececl [C@@H](NIN=C(CC1)C)C#N
SCCCCCCCeeccoccoccoccoccoccocco
N#CCICC2CC(CC2C1)C#N
Brelee(cecl)CICC(INH2+]C)C1
S=C10[C@H]2[C@H](O1)CCI1CC(C1)C2
slc(cec1CO)-clee(C)e(ecl)C

FC1(F)OC(F)(F)C[NH2+]Cl1
N(NC(cleeeeel)(clcccecl)elecceel)cleccecel
0O=Cc1c2CCCCc2[nH]cl
OW=C(/C)\[C@@H]1[C@H]2C=C[C@@H](C1)C2
Brclec([N+](=0)[O-])c(SC2CCCCC2)ccl

olc(ccc I\C=C(\C#N)/C#N)C
O=C(N(O)O)[C@H](INH2+][C@H](CC#N)C)C
CICCC#Cclenenel

S(C(C)(C)O)C(=0O)C

O=C[C@H]1C=CCC[C@@H]1C
CINC(\CDH=C\1/CCCC/1=0

CIC(CI)(CD)C(OC)=[N-]
S(=0)(=0O)(NCCNC(=O)NCC(=0)[O-])C
O=CINC2C=C[C@H]3[C@H](C13)C=C2
O=CICC(CC([O-D=CI\C=N\CC(C)([C)C)C)C
S1C(C=C(N=CISSSC=1SC(C=C(N=1)C)(C)C)C)(O)C
O=C([O-DCIC[C@H2C[C@@H](C1)C2(]NH3+])C(=0)[O-]
N#C[C@@H](C(C)C)cleec(ecl)-cleec(ce1)C(C)C
O1[C@@H](CCC[C@H]10C)C
Brclee(F)c(ccl)-cloc(nnl)C

FC(F)(F)[C@H](O)CC#N

NC=1C(C#N)(C#N)[ C@@H]([C@@H]2C(=CCCCC2)C=1C#N)clc(cc(ccl
o)) C
[nH+]1c(nc(N(C)C)ec1C)C1CN(C1)clne[nH+]c(c1)C
[O-]IN+](C)(C)C12CC3CC(CHCC(C2)C3
Clclee(cc(OCC)e10Cclece(F)ecl)C[NH2+]CCC[NH2+]CC
P(O[C@@H]1[C@H](0)[C@H](C)[C@@H](O)[C@H](0)[C@@H]10)(=
O)([O-D[O-]

S1ICCSC[C@@H]1C#N
Clcloc(C)e(c)[C@@H](C(C)C)C(=0)[O-]

(== = = = = = = = = = = = = = = = = = = = = = = e = = N =]

S O o O
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Decoy042
Decoy043
Decoy044
Decoy045
Decoy046
Decoy047
Decoy048
Decoy049
Decoy050
Decoy051
Decoy052
Decoy053
Decoy054
Decoy055

Decoy056
Decoy057
Decoy058
Decoy059

Decoy060
Decoy061
Decoy062
Decoy063

Decoy064
Decoy065
Decoy066

Decoy067
Decoy068
Decoy069
Decoy070
Decoy071
Decoy072
Decoy073
Decoy074

Brelee(cc([O-])cl)CHN

Breclcee(ccl)C(=0)CSclnc2e(ccec2C)e(cl)C
CIC[C@@H]1ON=C(C1)C1CC1

slee(ncIN[C@H](C(=0)[O-])C)C

O=C([O-D\C=C\C(=C\C)\CC

[S-]C1(CCCCCT)C=0
O=C(Nclceccc1C(C)CO)C)N[C@H]IC[C@@H]1C
Clclsc(ccl)CNC#N

BrC=1CC=NC2=NC=NC=12

Fele(cee(F)ecl1F)C1(O)CCCCCC1
Clelsc(ccl)C(=0O)NCI1(CCCCI1)/C(=N\O)/N
O=CIN(C(=O)C[C@H]1C)clcc(cccl)CHC
Ol[C@@H]2[C@@H](OC[C@@H]1C(=O)N(CC1CC1)C)C=CC=C2
O(CC(C)=C)cl1e2N[C@H]([C@H]3[C@H](C=CC3)c2cccl)clec2e(ccl)ecce
2

CICI(CH[C@HR[C@@H]1COC(0C2)C
S1(=0)c2c(ccec2F)[C@@H]([NH2+]C)[C@@H]1C
[O-NC=C\[NH+]1[C@H](CCC[C@@H]1C)C
slce(nel/C(=C\Nclcee(S(=0)([O-])=NC(=[NH2+])N)ccl)/C#N)-
clee([N+](=0)[O-])cccl

N#CC1=CCC2(CC=C(C#N)C120)C
CIC1=C[CH-]C(=[C+](=C=Nc2ccc(cc2)C)[C-]2CC=C(C])C=C2)C=Cl
S(CC(C(=0)[0-])=C)clcc(F)c(F)ecl
S(IC@H]J(OC(=0)O)[C@HI(OC(=0)O)[C@H](OC(=0)O)[C@H](OC(=0)C
JC@H](OC(=0)C)COC(=0)C)CC

OC(=N)/C(ENO-D/C([O-])=N

[NH2+](CC#O)[C@@H]1 CCCC[C@@H]1C#N
O1[C@@]23[C@]4500[C@@]4(C12C(CCCC3(C)C)(C)C)C(CCCC5(C)C)
(©)C

S1(=0)C[C@]2(CCC[NH2+]CC2)CCCl1
S1[C@@H]([NH+](C)C)C(=CCI=N)CC
S((C@H)([C@@H](O)C(OC(C)C)=0)clcc(cecl)C)clececcIN
Brclceee(cel)[C@H]([NH2+]Cclccc(F)ec1)C(=O)N
P(=0)([O-])(Celnc([O-])c2cc(F)ecee2nl)CO
O=C([O-])C[C@H](C1CCCl)clcc(cecl)C
O=C(C12CC3CC(C1)CC(C2)C3)cIncencl
S(CCCOclccceclC)elnne(n1N)C1CCOCC1

S O O O O O O O O o o o o o

oS o o O

S O o O

S O O O o o o o
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Decoy075 S1SC[C@H]2NC(=0)[C@@H](NC(=0)[C@H](NC(=0)[C@@H](NC(=O0)[ 0
C@H](NC2=0)C1)C(C)O)[C@@H](COO)[C@@H](CC)C

Decoy076 Brelee(ccc F)[C@H]([NH+]ICCCCCC1)C#N 0
Decoy077 CINCO\CH=C\[C@@H]1[C@H](C(=0)n2c3c(nc2SC)cccc3)C1(C)C 0
Decoy078 O=C(|O- 0

1)CCC=1C2=[NH+]C(=Cc3[nH]c(C=CA[NH+]=C(C=c5[nH]c(=C2)c(C)c5C
CC(=0)[0-])C(C)=C4CCC(=0)[0-])c(C)c3CCC(=0)[0-])C=1C

Decoy079 O=CI1[C@H]2CC[C@H](C2)C(=0O)[C@H]2CC[C@@H]1C2 0
Decoy080 O1C(OC(OC1[C@@H]1CCC=CC1)[Ca@@H]1CCC=CC1)[C@@H]1CCC= 0
CCl1
Decoy081 O1CI[C@2([C@H]([C@H]30C(=0)[C@H]([C@@H]3[C@@H](0)C2)C) 0
C(=O)C1=0)C=C
Decoy082 O(C)C1=NCcC2(Ccrceecee2 0
Decoy083 S(([C@@H]([C@H]([INH3+])CC)C(F)(F)F)clcee(cel)C(C)C 0
Decoy084 S(=0)(=0)([C@H)(CHN)O)[C@H]1 C[C@@H](CCCI)C 0
Decoy085 CICC1=C/C(/N=[N+](C)C1=0)=C\1/C=CNC=C/1 0
Decoy086 O=C([O-])C(INH2+]CC#C)(C)C 0
Decoy087 Clelece(S[C@@H]2C[C@@H](CC[C@H]2C#N)CCC)ccl 0
Decoy088 S=C(\N=C(/NC1CCCCC1)\Nclnc(cc(nl)C)C)Nclcee(F)cel 0
Decoy089 O=C([O-DCIC(C(=0)[O-DC(C(=0)[O-DCIC(=0)[0O-] 0
Decoy090 O=C([O-D[C@HN[C@@H](C1(C)C)clcencel 0
Decoy091 S1CC(Nc2ccee(C)c20)Cl1 0
Decoy092 Clelee(N([C@H](C(C)C)C)C)c(cel)CHN 0
Decoy093 olc2c¢(ccec2C)c(C(C)C)c1CINH2+]C(C)C 0
Decoy(094 OC[C@@]I(N(CC[C@@H]1clccccc \C=C\[N+](=0)[O-])clcceecl 0
Decoy095 O(CC1(CCCCCI)CH#N)clcc2CCCCe2ccl 0
Decoy096 O=C([O-]C[C@H]([INH3+])C(=0)[C@@H]([NH3+])C 0
Decoy097 Brclenc(nc1)CNC(OC(C)(C)C)=0 0
Decoy098 S1C(=CP(=0O)(N[C@H](CC)CO)C=Clclcccccl)cleececl 0
Decoy099 Clc1ee(C(OCC)=0)c(OP(SCCC)(=S)Oc2cce(SC)ec2)eel 0
Decoy100 Brelsc(cel)[C@H](N(Cclocec)C1CCH[C@H]([NH3+])CC 0
Decoy101 0O=Cclc(C)c(Cc2c¢(C)e(C=0)c(cc2C)C)e(cclO)C 0
Decoy102 Brelee(N[C@H](C#N)c2cc30C0Oc3cc2)ccecl 0
Decoy103 O[C@H](Cclnc(ce(c1)C)C)C 0
Decoy104 CIC(=0)[C@@H]10C=CCC1 0
Decoy105 SO\C(=C(/C#N))\C#N)\cInc2c(nc1C)cccc2)C 0
Decoy106 P(OCC(C)C)(OCC(C)C)(OCCCCOP(OCC(C)C)OCC(C)C)=0)=0 0
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Decoy107
Decoy108
Decoy109
Decoy110
Decoyl11

Decoy112
Decoy113
Decoyl14
Decoyl115
Decoyl16
Decoyl117

Decoyl118
Decoyl119
Decoy120
Decoyl121
Decoy122
Decoy123
Decoyl124
Decoy125
Decoy126
Decoy127
Decoy128
Decoy129
Decoy130
Decoy131
Decoy132
Decoy133
Decoy134
Decoy135
Decoy136

Decoy137
Decoy138

Ol[C@HR[C@@H]1C[C@@]13[C@@](CCCI1)(C3)C2
O1CC[C@H](CHN)[C@H]1C(C)(C)C
[O-]C1=[NH+NC(ON=C(C1)C(C)(C)C)=C/I\N=C[NH+]=N\1
O=C(N=C=0)clcc2CCCc2ccl

Clelecee(C(F)(F)F)c INC(=0)COC(=0)C12CC3(0O)C[C@H](C1)C[C@H](
C2)C3

cleccc(\C=C(\c2cceec2)/c2ccccc2)c1C=C
O=C(N1C2C[C@@H]3CC(C[C@H](C2)C3)Cl)clecc[nt]([O-])ccl
IC1=C/C(/C=C(OCC)C1=0)=C/NNclcc(Br)cccl
S(C)clecc(NC(=0)C2(CCCCCC2)CH#N)ccel

olnc(c2clc(C)c([O-])cc2)CC
S1[C@@H](C)[C@@H](C(OC)=0)[C@H]J(C(OC)=0)C12C1CC3CC2CC(
C1)C3

S(C)CI=NC(=0)C[C@@H](CO)[C@@H]1C#N

FC(F)(F)clcceecl [C@@H]1C2C(=NC(=C)C1C#N)CCCC2=0
Brelse(Br)ccl [C@@H](CH[C@H]1C[C@@H]1C
S1[C@@H]2C(CCC2)=C(C#N)C1=0
Clclec(F)e2e(cl)CCINH2+][C@@HR2[C@@H](C))C
S=C(Nclc(cccc1C)CC)N-IN(C(=S)Ncle(ceec1 C)CC)C
slcenc1C1(CCCC1)CHN

CICcl[nH+]c([nH]c1)C12CC3CC(C1)CC(C2)C3
BrC(=C)[C@H]1CC(OC1)=0

S1[C@H]2C(CC(OC2)(C)C)=CC1=N

CIC(ChH(Cnc=0

N#C[C@H]1CC=CC[C@@H]1C#N

slce(cel)[C@H](O)clec[nHA+]ccl

Iclcee(OC)nc1OC
Felee(N)e(N[C@@H](C)C23CC4CC(C2)CC(C3)C4)ccel
S(=0)(=O)(NIC[C@@H](O[C@H](C1HC)C)elee(F)ecclF
O=C(Nclcc(cccl)C#N)clcccecl-cleccec1CHN

Brclee(sc1)N=C=0
Ol[C@H](CO)C@](O)O)[C@H](O)[C@@H](CNCENONC@@H](C[C
@J(O)O)[C@H](O[C@H]20[C@H](C[C@@H](INH+](C)C)[C@H]20)C)
[CQ@H](O)[C@H](O[C@H]20[C@@H](C)[C@@H](0)[C@](OC)C2)C)
[CQ@H](C)C1=0)C

Clclece(ecl)C(=ONCACH#N)=C\1/OCCN/1
FC(F)(F)Oclcce(ccl)-clece([nH+]c1)C(=0)[O-]

S O O o O

S O O o o o

S O O O O O O O O O O o o o o o o o o
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Decoy139
Decoy140
Decoyl41
Decoy142
Decoy143
Decoy144
Decoy145
Decoy146
Decoy147
Decoy148
Decoy149
Decoy150
Decoyl151
Decoy152
Decoy153
Decoyl154
Decoy155
Decoy156
Decoy157
Decoy158
Decoy159
Decoy160

Decoyl161
Decoy162
Decoy163
Decoyl164

Decoy165
Decoy166
Decoy167
Decoy168
Decoy169
Decoy170
Decoyl171
Decoy172
Decoy173

[S-]clonc(nl)C1CC1

FC1(F)CCC(CC1)C#N

[S-]CCOclcec(OCC)cecl

Clc1e(OCl)e(OCl)eeclCl
slcencl[C@H]1[NH2+]CCc2clcc(0)c(0)c20
O=C([O-D[C@@]1(CC[NH+](C1)CC#CC)C
S1[C@@H]([INH2+][C@H](SC1CC(C)C)C)C
s1¢(SCC(=O)NN)nnc1SCC(=O)NN

sInnc(c1)\C=C\clnc(cccl)C
Cl[C@]1(CCC=C[C@H]10C(=0)C)C#N

CIC1=NNC(=S)C=Cl
O=C([O-]C[C@H](CCC[C@@H](CCC[C@H](CCCC(C)C)C)C)C
[NH+]=1{C@@H](C(CC)CC)C(=[NH2+])N(CC=C)C=1C1CCCCl1
slce(nel)[C@@H]1¢c2¢(CCOCT)coc2C=0
O=C(N[N-]C(=O)N)C12CC3(C[C@H](CHC[C@H](C2)C3)C
FC(F)(F)c1nc(CC(C)C)e([n-]1)CH#N

[S-]cInc(ne(c1)COC)C
O=C(C)cleccc(NC(=O)\C=C(/C(=O)Nc2ccc([NH+](CC)CC)cc2C)\C)ecl
O([C@H]([C@H](INH3+])C)clen(nel)C)C(C)C
P(Oclcecccl)(Oclecceel (=O)\NH+]=C(\Nclcceeel)/cleceecl
Iclcee(ecl)[C@H]([INH3+])clcee(ccl)CCC
S1C(NC(=0)COc2cccec2[N+](=0)[O-
=C(C2=C(C[C@@H](CC2)C)C1=S)C#N
O1CCOCI12CCC([NH2+]CCO)CC2
Cleclec(cecc1C)C1=NNc2cc(Cl)e(Cl)ec2N10

Brclece(nel )N(C(=0)[C@H]1CCC=CC1)C
[NH2+](Cclc[nH]nc1C(C)(C)O)[C@@H] 1 [C@@H]2[C@H](CCC2)[C@H]
Iclceceeel

Brelee/2c(OCCC\C\2=N/O)ccl

slceecl [C@@H](CNC(=O)N(Ccleesel)C)elc2e([nH]c1)eeec2
O=C(N\N=C\clccc(N(C)C)cc1)C(=O)N\N=C(\N[N+](=0)[O-])/N
P1(O[C@H]J2CCC[C@@H]2C)(=0)CC=CCl1
slec(ccl[N+](=0)[O-]))C[NH2+]C(C#C)(C)C
O=C([O-D[C@@]12CC([C@@H](C1)CCC2)=C
Br[C@H]([C@H](CCC)C)clee(F)ccclF
Clelee2e(Sc3e¢(N=C2C)cc(cc3)C(=O)N[C@@H](CC)C)ccl
Clclsc(ecl)-cloc(C(F)(F)F)c(c1)CC#N
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Decoyl174
Decoy175
Decoy176
Decoyl177

Decoy178
Decoy179
Decoy180
Decoy181
Decoy182
Decoy183
Decoy184
Decoy185
Decoy186
Decoy187
Decoy188
Decoy189
Decoy190
Decoy191
Decoy192
Decoy193
Decoy194
Decoy195
Decoy196
Decoy197
Decoy198
Decoy199
Decoy200
Decoy201
Decoy202
Decoy203

Decoy204

Decoy205

Decoy206
Decoy207

S(=0)(=0)([O-])clce(NC(=0)C)c(O)c(N)cl
O1CC(=[NH+]c2cc(N)cec12)NC12CC3CC(C1)CC(C2)C3
Brclec(C)e(ec1C)[C@H](CH[C@@H]10CCCC1
S([C@@H](C(=0)C=1C[NH+]=C2C=1C=CC=C2)clcccccl)cInc([nH]n1)\
C=C\clcece(F)ccl

O=C(NNC(=0)\C=C\C(=O)[O-N\C=C\C(=0)[O-]

Fcleeceel C1(CCL)/C(/[O-])=N\OC
slc2c(ceec2)c(OC(=O)N(C)C)e I\C=C\C=1CCCCC=1
S=CINC=CNIclcc(cccl)C#N
Brclec(Cl)e(ecl)-cloc(ccl)CINH2+]C[C@@H](O)clcecccl
Felee(cee)[C@H]1C[C@@H](INH2+][Cw@H]1CC)C
S[C@@H]1CCCC[C@H]1[NH2+]C(C)(C)C
Cl[C@H](CC(C)(C)C)c1ecc20C[C@@H](COc2ccl)C
FC(F)(F)cloc(c2c1C(=0)CCC2)C(=0)[O-]
O=CINC(=NC2=C1CCN(C2)C(=0)C1(CC1)C(=O)N)clccc(ccl)C(=O)N
nlc(cccc\N=C\clcce(ccl)C#Ccleeeeel)C

FC1(F)COCCI(F)F

Fclcee(ccl)-c1[nH+]c(c2n1C=CC=C2)CCC(=0)[O-]
Clclecece(N2C[C@@H](OC[C@@H]2CC)C)c1CHN
Fclc(encelF)C(F)(F)F

O(C[C@](INH2+]C(C)C)(CH#N)C)clcee(ec IC)C(C)(O)C
Brclec(C(=O)NC(=S)NC[C@@H](O)C)c(OCCC(C)C)ccl
O=CICCCC=2[C@H]3[C@H](N(C1=2)CCCH#N)C=CC(=C3)C
O1CCC[C@@H]1[C@H](O)C=1CCCCC=1
Clelecc(NC(=O)N\C(=C(/NNCHN)\CH#N)cel
nln(c/2¢(CCC\C\2=C/c2cccec2)cl-cleceecl)-cleccecl
Clclee(Cl)e(ChecINC(=S)Nclceec(OC(F)F)ccel

0=Ccl[n-]c(cclC)C=0

FC(F)(F)C=1C=C/C(/N(C=1)C)=C(/C#N)\C#N
slcee(C)el[C@H](INH3+])cleec(cc1)CICCCCCI
S(S[C@@H](Cclecc(OCCe2[nH+]cc(cc2)CC)ecl)C(=0)[O-
DIC@@H](Ccleecc(OCCc2nec(cc2)CC)ecl)C(=0)[0-]
SIC[C@]12CC[C@@] 1 ([C@H(C2)CC[C@@H]2[C@@H]1CCC1=C2CC
C1(O)O)C

Br\C(=C/cleccccc \[C@@H]10C(c2c(N1)ccee2)(cleccecl)eleceecl
O[C@@H]1C[C@H](CCl)clncencl
O1CCC(Nc2eece(NC(=0)[C@@H]3C[C@@H]3c3ccc(cc3)C(C)C)ec2)CCl
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S O O O O O O O O O O O O o 0o 0 0 0 00 o 0o <o <o <o o o<

SI 17



Decoy208
Decoy209

Decoy210
Decoy211
Decoy212
Decoy213
Decoy214
Decoy215
Decoy216
Decoy217
Decoy218
Decoy219

Decoy220

Decoy221
Decoy222
Decoy223
Decoy224
Decoy225
Decoy226
Decoy227
Decoy228

Decoy229
Decoy230
Decoy231
Decoy232

Decoy233
Decoy234
Decoy235
Decoy236
Decoy237
Decoy238
Decoy239

Fclce(ec2el[nH]cc2)C#N
Oclee(cec10)[C@@H]1c2cc(O)c(0)ecc2C=C(C(O[C@H](Cc2cc(O)c(O)cc2
)C(=0)[0-])=0)[C@H]1C(O[C@@H](Celee(0)e(O)ec)C(=0)[0-])=0
SIC@@H]2[C@@H](CCCCY)[C@@](O)CIC@@H]1C)CHC
O(C1CCC(CCT)C)elnne(cc)C[NH2+]C
SINCANC=CIC)=N\C(=O)N[C@H]1C[C@@H]1clcccccl
S\[C@@H](N=N/C/1=N/C(OCC(C)C)=0)C12CC3CC(C1)CC(C2)C3
O=C([O-DCL(CC(CI)(C)C)C(O)C

olccecl [C@@H](N(C(=O)N[C@H]1C[C@H](OCC)C12CCCC2)C)C
O=CINC[C@H](C1)C(=0)[O-]

O(CclcceeccINeleeee(N)c1C)C
olce(c2c3c(cecl2)ceec3)CC(=O)N[C@H](C)clcec[nH+]cl
S=C(NC)[N-\N=C(\[C@H](O)[C@H](O)[C@H](0)CO)/C=N/[N-
JC(=S)NC

slceecl [C@@H](N(C(=0)clsnc(C(=0O)N)c1N)clcc(F)cecl)C(=O)NCC(OC
C)=0

slc(cec1S(=0)C)C=0
S1(=0)(=0)C[C@H](CC1)C(=0)NclIn(nc(c1)C(C)(C)C)C
BrC=1COC(=N)C=1C1CCS(=0)CC1
Brclecc(SCCNC(=0)NC23CC4CC(C2)CC(C3)C4)ccl
O1C[C@]2(C[C@@H]2C(=0)[O-])CCCl1

Br[C@H](C(OC)=0)C

occleeceene=o0
S(CCCC)clne([O-])c2c(n]1)N=C(C)/C(=C(\OCC=C)/[O-
/[C@H]2c1cc(F)cccl
O=C(N[C@](C(=0)[O-D(C)CICCl)clecc2nn[n-]c2ccl
Fele2[nH+]c(n(c2cec)[C@@H](C)cloc(ccl)C)N
CleInc(S(=0)C)ne(Cl)cl
O=CIC(=C(N[C@@H]2CCC[C@H](C)[C@@H]2C)C1=0)clcc(C)c(ccl1C)
C

sle(cecl [C@](O)C(F)(F)F)C)C
Fcleece(NC(=0)[C@@H]2[NH+]=C3C(C=C(OC)C=C3)=C2)ccl
O=CI1Nc2c(cc(cc2CC)[C@H](O)C(CYC)C)CI(C)C
S([C@H)/1[C@H]2CC[C@H](C2)\C\1=N/O)clnccenl
[nH+]1cc(C)c(NC(C#HC)(C)C)ecl
0=C([0-)[C@@H]1[C@@H]2C-C[C@@H](C2)[C@@H]1C
O=C([C@@]1(CHN)[C@H](C#N)C12CCC(CC2)C(C)(C)C)clceeccl
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Decoy240
Decoy241
Decoy242
Decoy243
Decoy244
Decoy245
Decoy246
Decoy247
Decoy248
Decoy249
Decoy250
Decoy251
Decoy252
Decoy253
Decoy254
Decoy255
Decoy256
Decoy257
Decoy258
Decoy259
Decoy260

Decoy261

Decoy262
Decoy263
Decoy264
Decoy265
Decoy266
Decoy267
Decoy268
Decoy269
Decoy270
Decoy271
Decoy272

Decoy273

ICCI(N=[N+]=[N-])CCC(CC1)C(C)(C)C

S(C)clee(SC)encl

Brelee(scl)C([INH2+]C)(C)C

Clclccceel [C@@H](N(C(=O)C[C@H](NC(=O)N)clcceeel)C)C
S(C[C@@](INH2+]CC)(C#N)CICCl)clne(cenl)C
Brelcee(ccl)C1=NN=C(C=C(C1)clcccccl)cleceecl
[O-]clnc(cnel)-cleeneel

Clelnc(ne(c1)C(CY)(C)O)[C@@H]1 [C@H]120[C@@H](C1)CC2
S1[C@@H]2C(=CC1=N)CCclcc(F)cccl2
S(C)C=INC2=C([C@@H](C)C=1C#N)C(=0)CC(C2)(C)C
O(C(=0)[C@@H](NC(=0)N[C@H]([C@H](O)C)C(=O)[O-)C)C
FC(F)(C(F)(F)C(F)(F)F)C#C\C(\C(F)(F)F)=C\1/CCCC/1
O=C([O-])clenc(nc1CICCH[C@H]1C[C@H](CCC1)C
S1[C@@H](SC)[C@H]([C@H]2N=NC=C2)C(C)=C1C#N
Brclec(oc1Br)[C@H]1SC[C@H]([INH2+]1)C(=0)[O-]
Clelsc(cel)[C@@H](Oclecc(cel)CCOC)[C@H]([INH3+])C
[NH+]1(CCC([C@@H]2[C@H](NCCC2(C)C)C1)(C)C)C
O=CIN[C@@H](CC[C@@H](C1)C)C(C)C
O([C@@H]1C[C@H](CCC1)CC)clcee(ccl)CC\C(=N\O)\C
Brelee([C@H](INH2+]C2CCCCCCC2)CC)c([O-])ccl
O=C(N\N=C/I\[C@H]2[C@H](C\1)CC=C2)CCCCC(=0)N\N=C/I\[C@@H
R[C@@H](C\1)CC=C2
O=C=N[C@]1(CC=2[C@H](C=C(CC=2)C(C)(C)O)C)[C@@H]1CC=CC=
Cl

P1(OCC(CODC(CYC)C)O

O(C)clece(ec(OC)el)CNelceee(ee1)C(CO)C
Cleclcee(ce(c1)C(=0)C)-clecc(cc1)CHN

S=C10C(=CN1)C(C)(C)C
O1[C@H](C)C(=O)[C@@H](/C(=N/c2cc(C)e(cc2)C)/C)C1=0
[nH+]1c2c(ccel C)ecce2N[C@@H] 1 [C@@H]2[C@H](C1)CC=C2
Brclee(C)e(O)c(N=Nc2cc(ce(c2)C)C)cl
S(=0)(=0)(\C(=C\N\N=C\C(C)(C)C)\CHN)C(C)(C)C
Brelee(N[C@H](C[C@@H](C)c2cceec2)CO)eccl
S1C=Cn2clnc(C)c2C[NH2+][C@H](C)clc(noc1C)C
O(C(C)(C)C)C(=O)C[NH+](CC(OC(CYC)Cy=0)C[C@H](INH+](CC(OC(C
)(C)C)=0)CC(OC(C)(C)C)=0)C[NH3+]
O[C@@H]1C[C@H](0)[C@H](C\C=C/CCCC(OC(C)C)=0)[C@H]1CC[C
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Decoy274
Decoy275
Decoy276
Decoy277
Decoy278
Decoy279
Decoy280

Decoy281
Decoy?282
Decoy283
Decoy284

Decoy285

Decoy286
Decoy287
Decoy288
Decoy289
Decoy290

Decoy291
Decoy292
Decoy293

Decoy294
Decoy295
Decoy296
Decoy297
Decoy298
Decoy299
Decoy300
Decoy301
Decoy302

@@H](OC=0)CCclcccecl
Brelcee(cel)-clc2e(scl)nenc2Nelc(Clyee(Cl)ecl1Cl
S=C(N)clcce(ccIN[C@@H](C)[C@@H]10CCC1)C
CICC=IN2CCN=C2SC=1
S1(=0)(=O)CC[C@@H]20C(C[C@H]([C@H]2C1)CC(=0)[O-])(C)C
O=C([O-DIC@@H](INH3+])cI[n+]([O-])cc[nH]1
Brclnsc2ne(ce(c12)C(F)(F)F)-clccc(OCC)ecl
Clelcee(cc)CO[C@H]1[C@H](N=[N+]=[N-
DIC@@H](Sc2cec(ce2)C)O[C@@H](COCc2ccc(Cl)ec2)[C@H]10Cclcec(
Cl)ccl

O1CCN=CINI1CC2CCC(CC2)C1

O=CIC[C@@]2(C[C@]1(CCC2)C)C=0

Clclse(Clheel S(=0)(=0)NC(CC)(CC)C(=S)N
Clclece(ec])[C@H]1CC(=0)C2=C(N=C(C)C(C(OCC(C)C)=0)[C@@H]2c
2ccc(O)ec2)Cl
S=C(N[C@@H]1[C@H2[C@H]3[C@H]([C@@H](C1)C2)CC=C3)[N-
N\N=C\clcccec1O

BrCc1c2CCCCc3ccc(CCCCe(cl)ee2)ec3
sle(ceclC)[C@@H]1C[C@@H]1C(=0)[0-]
FC(F)(F)COc1ncc(N\C=C(\C#N)/C#N)ccl
S1C[C@]2(O[C@H]1C)CI1CC[N+]([O-])(C2)CCl1
Clelece(N([C@@H]([C@@H](C)c2cccec2)C(=O)NC(C)(C)C)C(=0)c2occc?2
)ceel

N(cleee(cc1C)CHN)C1CC1
01c2¢c(OC[C@@H]I\NCO[O-]))=N\N=C\clcc(n(c1C)-clcc(cecl)C)C)ceec2
Ol1[C@@H]2[C@@H]3[C@H]([C@H]([C@@H](C3)C2)C(=0)Nc2cce(Oc
3ccee(ee3)-c3cccee3)ec2)C1=0
O=C(N\N=C(\Cclccceccl)/CC)[C@H](Nclcc2ce(ecl)ecec2)C
Clelee(ce(Clel)-clnn(nnl)CC
N=C1[C@@H](C#N)/C(/C[C@](CC)(C)C1(CHN)CH#N)=C\C
O=Ccln(c2c(N(C[C@H]2C(C)C)C)c1)C

Clelec(cccl F)[C@@H](O)CCH#HCC
O=C([C@H]1C[C@H](CCC1)CC)clncce(cl)C
Clclecee(ccl)C(CNC(=O)Nclee(cecl)C1=NNC(=0)C=C1)(C)C
OW=C/I\C[C@H]2C[C@@H]([C@]\1(nlccnc1)C)C2(C)C
OIN=C(N[C@H]1C(=O)N[C@@H](Cclcccccl)CO)C=1C=CC=2[C@H](N
=CC=2)C=1
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Decoy303

Decoy304
Decoy305
Decoy306
Decoy307
Decoy308
Decoy309
Decoy310
Decoy311
Decoy312
Decoy313

Decoy314
Decoy315
Decoy316
Decoy317
Decoy318
Decoy319
Decoy320
Decoy321
Decoy322

Decoy323
Decoy324
Decoy325
Decoy326
Decoy327
Decoy328
Decoy329
Decoy330
Decoy331
Decoy332
Decoy333
Decoy334
Decoy335
Decoy336

S(CC(=O0)N[C@H]IN=C(CCSO)[C@H](C)[Ca@@H]1C#N)c1[nH+]c(C)c([
nH]1)CC(C)C

01c2c(C[C@H](CC2)C)ec(C#N)c1CICCl1

slcccc INC=N\N=C(/[O-]\C(F)(F)F

IC1=C(I)C(=O)NC1=0

O(COC@H]IC[C@@H([O-)CI(C)C

S1CCc2c(ne(nc2CC#N)C)C1

Fc1c20CC(=Cc2cccl)C#N

slc(enclCele(ec(cc1C)C)C)C=0
O=Cl[C@@H](C[C@H](C(C)(C)C)C(=O)CI=[N+]=[N-DC(C)C)C
slce(nel-cleeceeel)Cel[nH]ne(nl)C1CCl1
Clelee(c2[NH2+][C@H]|([C@@H]3[C@HJ4CC[C@@H]([C@H]3c2c1)C4)
C(CO)CO)C(=0)[0-]

Brclee(ceclF)CNceleceee 1 SC(F)(F)F
O=C(N(CC)CI12CC3CC(C1HCC(C2)C3)[CwH]1CCC=CC1
0=Clc2c(nc(nc2C)Nc2nc(c3ce(cee3n2)C)C)C[C@H](Cl)clec(ceel)C
Brclenc(O[C@@H]2CCOC2)ncl
slc(cecP(=S)(N(CC)CC)N(CC)CONC=N\[N-]C(=S)N
Brclcee(O[C@H](CC)C(=0O)Nc2nocc2)cel
slccec1C=10C(=0)/C(/N=1)=C\cloc(ccl)-clcc(cccl)C(=0)[O-]
O=CINC([O-])=CC(=C1)C(=O)N[C@H](CCC(=0O)N)C(=0)[O-]
S(C\C=C\CCCI1(CC[C@@H](CCOCOC)C1=0)CC\C=C\CSclcccccl)clcee
ccl

O=CINC(=0)C[C@@H]1[NH2+]C(C)C)C
FC(F)(F)CI=NN([C@@H]2CCCCC[C@@H]20)C(=0)Cl1
slc2c(cel)[C@@H](N(CC2)C(=0O)clocecl)CICC1
SI\C(=C\2/c3cc(cce3NC/2=0)C)\C(=O)N(NC(=0)C)C1=S
slce(ccl)-cInc2ec(F)cee2ec1 CINH2+]CCC=1[C@H](N=NC=1C)C
sInc(ncIN1CCC[NH+](CC1)CC(F)F)C
O[C@@H](clce(cec1C)C)C=1CCCCC=1
FC(F)(F)C[C@H](INH3+])cIncocl

O(CCINH=+](C)C)clccc(ce [ C@@](O)N[C@@H](CCO)cleceeel)cleccecl
Br[C@H]1C[C@@H](CCCCl)clcee(Cl)cel
Ic1e2nc(C)e(C(C)C)e(Clc2eecl

Br[C@@H](CC(F)(F)F)clcee(ccl)C(C)C
Clc1e(C(OCc2c¢(Cl)e(Cl)ecec2Cl)=0)c(Cl)cec1Cl
Clclece(SCe2ec(\C=C(\C#N)/C#N)c(cc2C)C)ccl
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Decoy337
Decoy338
Decoy339
Decoy340
Decoy341
Decoy342
Decoy343
Decoy344
Decoy345
Decoy346
Decoy347
Decoy348

Decoy349
Decoy350
Decoy351
Decoy352
Decoy353

Decoy354

Decoy355

Decoy356

Decoy357

Decoy358

Decoy359

Decoy360

Decoy361
Decoy362

Decoy363
Decoy364

Clc1ee(SC(C)(C)C)ee(SC(C)(C)C)el
s1c2c(CC[C@@H](C2)C(C)(C)C)c(C#N)c1\N=C/c1scccl
BrCC1(O[C@H]2C[C@H](CCC2)CC)CCCCCCI
S(=0)(C)cleec(cel)C(=O)N1CCCc2clec(cc2C)C
Clelcc(\N=C(/Nc2cce(F)cc2)\N2SC(=CC2=N)C)c(OC)ccl10C
CIC=1C[C@H]2[C@H](CC=1)C(=O)N(CC[NH+](C)C)C2=0
Clelccee(F)c1C[C@@H](CNcl[nH+]ce(cc1)C)CO
SIC[C@H](CH#N)[C@H](C1)C#N
N#CCC=1C[C@H]2[C@@H](C=1)C=CC2

BrC=1C(=0)CCCC=1[0O-]

O(\C=C\1/C[C@@](CCC/T)(CHN)C)C
Fcleee(ecel)[C@H]1[NH2+][C@H]([C@H]([N+](=0)[O-
DC(C)(CO)[C@@H]1[N+](=0)[O-])clcec(F)cel
Clclece(nc1CINH+](C)[C@H]1CCCC[C@@H]1C)NN
S(=0)(=0)(\N=C(/[O-])\Cclcc2CCCCc2ccl)C

sInnccl C(=O)N[C@@H]1CCc2clcccc2F
Brc1ecc(\C=N\NC(=0)C23CC4CC(C2)CC(C3)C4)c(F)ccl
Ol[C@@H](C(=0)[O-
DIC@@H](0)[C@@H](O)[C@H](O)[C@H]10¢lce(cec])[C@@H](O[C@
HJ10[C@@H](C=O0)[O-D[C@@H](0)[C@@H](O)[C@H]10)C[NH2+]C
Breclcee(ccl)-
cloc(N2C[C@@H]3C=AN(C[C@@H](C3)C2)C(=0)C=CC=4)c([P+](c2ccc
cc2)(c2cceec2)c2eccec2)nl
Feclec2ee([nH]c2cec])[C@H](O)[C@@H](INH3+])C(=0)[O-]

Oclccecc NC=N\[C@H]([C@H](\[NH+]=C\clccccc1O)cleeccc1O)clecceel
o
O([C@@H](C(=0)clc2c([nH]c1)ccee2)clcceee1)C(=0)clccecc1C(=0O)clce
cccl
S([C@H](C(=O)NC[C@H](C)clcceeel)C)elne(c(nnl)-cleccecl)-cleceecl
O=C(N(CC=C)CC=C)N[C@@H](C(C)(C)clccecccl)C
P(O[C@@H]1C[C@@H](CC[C@@H]1C(C)C)C)O[C@@H]1C[C@H](C
C[C@@H]1C(C)C)C)(=0)[C@@H](C[N+](=0)[O-])clcce(N(C)C)ccel
Clclecee(Cl)el1 C[C@@H](C[INH3+])clcee(cc1)C(C)C
O1[C@HR2[C@@]13CC[C@@H](CC(=O)[C@H]1[C@H](CCC)[C@@H
120C)C3

S1[C@H]2C[C@H](CCC2=C2C1=NC(=NC2=0)C)C
O=CI1C[NH2+]C[C@@H]1CC(C)(C)C
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Decoy365
Decoy366
Decoy367
Decoy368
Decoy369

Decoy370
Decoy371
Decoy372
Decoy373
Decoy374

Decoy375
Decoy376
Decoy377

Decoy378

Decoy379
Decoy380
Decoy381
Decoy382
Decoy383
Decoy384
Decoy385

Decoy386
Decoy387
Decoy388
Decoy389
Decoy390
Decoy391
Decoy392
Decoy393

Decoy394
Decoy395

SEO)=O)NC(C(EON[C@@H]IC[C@@](0OC)(C)CT(O)C)(O)O)C
Brclcee(cc1)C=10C(=0)C(C#N)=C(SC)C=1
Br\C(=C(/CI)\C(=0)[O-D)\C=0

olccecl [C@@H](NC1=NC=CN(CC(C)C)C1=0)C
Oclcc(ceel)[C@H]1[C@H](N2[C@H](C=Cc3c2ccce3)C1(CH#N)CHN)C(=0
)clcceeel

Clele(OC(=ONC(=N/OC)\c2o0ccc2)c(Cle(Cle(Cl)e1Cl
Clele2e(S(=0)(=O)CC[C@@H]2[NH2+]C2CC2)c(Cl)ccl
BrC12CC3(C[C@@H](C1)C[C@H](C3)C2)C(=0)N1CCC(0)CC1
O1CC2(COCICCO)[C@@H](CCEC[C@@H]2C)C)C
FCF)(CE)E)O[C@](F)(CEF)F)O[C@](F)(/C(/TO-
)=N/clcce(ccl)CHN)C(F)(F)F)C(F)(F)F)C(F)(F)F
Ic1cec(NC2CCC(CC2)c2cccec2)ecl
Clclece(ece)[C@@H]1C(CH#N)=C(OC(N)=C1S(=0)(=0)CCC)clcceccl
Brelec(cecl)C1=NN=C[C@H]1C[NH+]1CCC[C@H]1[C@H]INOC(=C1)C
©¢C
S1C[C@HI(N(C(=0)C)[C@H]1[C@H](0)[C@H](0)[C@H](O)[C@H](O)
CO)CO

OCC#Cclcee(nel)C(=O)N(CC(=O)N)CC(=O)N

S=C(N(Ccleccceel OC)CCC1=C2C=C(C=CC2=[NH+][C@H]1C)C)NCC
S(CCS(=0)(=0)[O-])C(NC(=[NH2+])N)=N
S(=0)(=0O)(N(C(C)C)CN[C@H](C)cloc(ccl)C

slc2cc(cec2nc IN[C@H](P(Oclcceccl)(Ocleccecl)=0)CCC)C
Brclse(ccl)CNC(=0)C(CCC)(CCC)C(=S)N
O(CC=C)clc(cc(ccIOCCNC=N/NC(=0)CC[C@@H](O)clccc(OCC)ccl)CC
=C

01nc(nc1C1CCC(CCHC(CYC)O)[C@]([NH3+])(CO)C
s1c2¢(nc1CC1(CCCC1)C(=O)Nclcc3NC(=0)Nc3ccl)ceec2
Brclec(C(=O)N[C@H](C(=O)NC)C)c(nc1)NN
sle(encIN1CC(O[C@@H](C1)C)(C)C)CO

O(C)clnce(n1C1CC1)C[NH3+]

Clclee(cc(OC)c10C)-cl[nH]ce(n1)CCl
Clclsc(ccl)C[NH+](CC1=CC(Oc2clccc(0)c2C)y=0)CC=C
O([C@@H]([C@@H](0)[C@H](C-C([C@@H](O)[C@H](C(=0)CCCIC
@@H](CC(=0O)N)CC(=0)[O-])C)/C)C\C=C\CC\C=C\C(=0)[O-])C
O=CINC(=CC=CI1C[NH3+])clc(cc(cclC)C)C
Clclecce(NC(=O)[C@H](C(=0)[C@@H]2C[C@@H]2C)C#N)c1C
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Decoy396

Decoy397
Decoy398
Decoy399
Decoy400
Decoy401
Decoy402
Decoy403
Decoy404

Decoy405
Decoy406
Decoy407
Decoy408
Decoy409
Decoy410
Decoy411
Decoy412
Decoy413
Decoy414
Decoy415
Decoy416
Decoy417
Decoy418
Decoy419
Decoy420
Decoy421
Decoy422
Decoy423
Decoy424
Decoy425
Decoy426

Decoy427
Decoy428
Decoy429

Ol[C@H]2[C@HB[C@H4[C@@H]([C@H](C3)[C@H]20)C(=0)N(C(C)
O)[C@@]14C=C
S(C)C1=NC(=0)[C@@H]2C(NC(=O)C[C@@H]2c2ccc(F)cc2)=N1
Iclcc(I)ecc(\C=N\c2sc3c(CCCC3)c2C#N)c10Cclcce(Cl)cc1Cl
Clelecce(N[C@H](CC(C)C)C(OC)=0)c1C(=S)N
O=CIC2(C[NH+]3CCI(C[NH+](C2)C3)C)CCC
slcc2c(OC[C@H]2¢2n[nH]cc2C)c1C=0
Olc2c(ce(cc2)C(C)O) [ C@@](INH3+])(CC12CCCCC2)C
O(O)[C@H]1CCCC[C@@H]1Nclcee(cel)-c1[nH+]c[nH]c1
O(CC)clec(ceclOCO)[C@H]1 [C@@H]2C(=CC[C@@H](C2)C(C)(C)O)[C
@@H](C#N)C(=N)C1(C#N)CH#N

S1e2ne(ecn2N=C1Sclccceel)C
olec2e([Ca@@H]3[C@@H](C2)[C@H](INH2+]C3)C(=0)[O-])c1C
S(C)clece(NC(=O)[C@@H](SCc2cc(ccc2)C(=0)N)C)ccl
O1CC[NH2+][C@H](C)[C@@H]1C(C)(C)C
Clclee(cc20CCOc12)[C@H]1C[C@H]1C(=0)[O-]
S(clec2c(ccl)ccec2)elnenc2eloclc2eccecl
FC(F)(F)Oclccce(ccl)[C@@H]1c2c(OC(N)=C1C#N)[nH]nc2CCC
S(Cclncencl)elcee([nH+]c1)N
Clclee(N[C@@H]2[C@@H]3[C@@H](C2)CC=C3)cccINC(=0)C
Brelee(O[C@@H]([C@@H](INH3+])CC)c2cc(cec2)C)encl
[NH2+]1CCC2=C(CCCC2)[C@H]1clcc(cecl)C
S(cInce(cc1C)C=0)C1CCCCC1
CIC=IN[C@@H](SCC(OCC)=0)C(CCYCO)C@I(C(=O)N)(C#N)C=1C#N
S1CC[NH2+]C[C@H]1clc(C)c(cc(C)ec1C)C
slc2c(cel)e(OC[C@H](CCCC)CC)clsceclc20C[C@H](CCCC)CC
Clclccee(F)c1C/C(/[O-])=N/c1sc2ec([N+](=0)[O-])cce2nl
S=C1Nc2c(ccec2)C(=O)N1Cclec(O[C@@H](CC)C#N)ccecl
O1CC=C[C@]1(CC)C(=0)[O-]
SEO)N[O-DEN[C@@H]([C@@H](0)C)C(=0)[O-])C(F)F
CIC1=CC(C)=Cn2c1nc(c2)CS(=0)(=0)C
O([C@H]1CCCC[C@mH]10)C1CCCl
FC(F)(F)C=1C=C(NC(=O)N[C@@H]2CCCC[C@@H]2C(C)(C)C)C(=0O)N
C=1

FC(F)(F)C(=0)NC(C(=0)[O-])(O)C
slc(c(-c2cccec2)c(C(OCC)=0)cINC(=0)Nclcceeel)-clecccecl
Brclnne(ccl)C#N
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Decoy430
Decoy431
Decoy432
Decoy433
Decoy434
Decoy435
Decoy436
Decoy437
Decoy438

Decoy439
Decoy440
Decoy441

Decoy442
Decoy443
Decoy444
Decoy445
Decoy446
Decoy447
Decoy448

Decoy449
Decoy450
Decoy451
Decoy452

Decoy453
Decoy454
Decoy455
Decoy456
Decoy457

Decoy458
Decoy459
Decoy460
Decoy461

OCC=1c2n(C=CC=1)c(N)c(n2)-clcce(ccl)[C@H](CC)C
Brcleccc(\N=C\c2ccc(OC(=0)c3ccc(OCCCCC)ec3)ec2)ccl
O(CCC(C)C)elecce(NC(EON([C@@H](C)c2ec[nH+]cc2)C)ecl
O=C(C(=O)[O-]D[C@]1(CCC(=C)C1(C)O)C
Cl[C@@H]1C[C@](CCCI)(C(=0)[0-)C
O=C(NCCO)[C@@H](NC(=O)N[C@H](Cc1[nH]c[nH+]c1)C(=0)[O-])C
Clelecc(ecc)[C@@H]IN(CCC1)C(=0O)Ncle(F)cccclF
Feleec(ecclC)[C@@H]IN(C)C(=0)CCC[C@H]1C(=0)[O-]
ICSC(=O)[C@(OC(=0)CO)[C@@]2([C@H]([C@@H]3C[C@H](F)C4=
CCEO)C=CIC@4(OC@@3(F)[C@@H](0)C2)C[C@H]1C)C
O=C([O-]CC[C@@H](Nc1[nH+]ccc2eleec(C)e2N)C(=0)[O-]
Clcleee(ccl)C1(NC(=O)Nc2nn(cc2)CCCOC)CC1
P(OC[C@H]10[C@@H](N2C=[NH+]C(=NC2=0)N)[C@@H](O)[C@H]1
O0)(=0)([O-DI[O-]

OCCC#Cclc(C)e(C)e(C)e(C)elC

SCclce2ne[nH]c2ccl

[NH2+](CC)C[C@@H](C)clne([nH]n1)C
S=C(N)[N-I\N=C/1\C=C(C(C)(C)C)C(=O)C(=C\1)C(C)(C)C
S1CC(=CC1=N)cloc(nc1C)C
S(C(=S)N1CCCCCl1)clne(SC(=S)N2CCCCC2)nc(SC(=S)N2CCCCC2)nl
P(=NC1=N[N-
JC(=0O)NC1=0)(N(CCCC)CCCC)(N(CCCC)CCCO)N(Cccre)ceee
0O=C(c1c2CCc3c2¢(ccl)c(cc3)C(=0)cleccccl)cleccecd
BrC1=NC=CN(C1=0)C1CC1
S(Oclcc2onc(c2ccl)-clec(F)e(F)e(F)cl)(=0)(=0)Ccleccccl

S(=0)([O-
D(=Neleee(S(=0)(=0))\N=C/2\ANCCCCC\2)cc1)clec(OC(F)(F)F)cecl
S[C@@H]1c2n(CC1)enc2C(C)C
S1c2c¢(Ne3clecee3)ee(cc2)/C(=N/Ncleee(cc1C)C)/C
slec20[C@H]3[C@@H](c2¢1C=0)C[NH+](C3)C
Clclee(F)ccc1CSCC(=0)N[N-]C(=S)Nclcece(ccl)C(=0)C
CIC=1c2cc(Cl)ccc20OCC=1\C=N\OC[C@@H](O)C[NH2+]Cclccc(cc1)C(F)
(F)F

Brclee(ce(Br)c10C)C[NH2+]CCNcleee([N+](=0)[O-])cclCl
Feleee(ee)[C@H]1C[C@@H]1CC(=0)[O-]
S(CC)C=10[C@@H]2[C@@H](CCCC2)C2(N=1)CCCCC2
Brclcec(ccl)-cleee(cel)/C(=N/[N-]C(=S)N)/C
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Decoy462 slceecl [C@@H](JO-))C(CH#N)=C 0
Decoy463 S(=O)[O-](=Nclce(eccl)-c1nnc(OCC(C)C)ecl)C 0
Decoy464 olc2cc(cee2nel [O-])[C@@H]([NH3+])clcee(ccl)C(C)C 0
Decoy465 Brclcec(oc1Br)\C=C\[N+](=0O)[O-] 0
Decoy466 Clclcee(Cl)ecl [C@H](O)clcee(SC(F)(F)F)ccl 0
Decoy467 O=CICCC[NH2+]C[C@H]1Cclcn[nH]cl 0
Decoy468 s1c(C(=ONC(=C(/[O-])\c20ccc2C)\CH#N)c(nel [C@H](OC)C)C 0
Decoy469 01c2¢(CC(C(FON[C@@H](C)c3ec(cee3)CH#N)=C1C)ccec2 0
Decoy470 S([C@@H]1CCCC1=0)clen(ncl)C 0
Decoy471 S(clece(F)ccl)elnc2e(ceec2)e(cl)C(=O)NCC[NH+](C)C 0
Decoy472 SI\C(=C/c2cc(OCCC(=0)[0-])ccc2)\C(=0)N(CCCCCCCCCC(=0)[0O- 0
DCI1=S
Decoy473 S(=0)(=0)(N1CC(C1)C(=0)[O-])C1=CNC(=0O)N=C1[O-] 0
Decoy474 S=CIN(C(C)C)C(=N[N-]1)clecc(oc1CI1CCI1)C(C)C 0
Decoy475 Brclee(F)c(cc1)C(=O)N[C@@](CC)(CHN)C 0
Decoy476 FC(F)(F)CNC(=0)[C@H](ONC(=0)Cclc2c(cccl)ccec2)C 0
Decoy477 nl(-c2c(cccc2C)CCO)e(C)ec(cc1CNC=N\clcc(C)c(ccl)C 0
Decoy478 Brclsc(ccl)CNcelcee([NH+](C)C)eclC 0
Decoy479 Fclcee(ccl)COCCI2[NH+](COC1)COC2 0
Decoy480 CICCSclnc([O-])cenl 0
Decoy481 FC(F)(F)COclcce(cc1)C[NH2+][C@H](C)c1cc2NC(=0)Nc2ccl 0
Decoy482 O=C(N)clccc(N)ccINCC(=0)[O-] 0
Decoy483 S=C(N)clccceelOcleccecl [C@@H](CC)C 0
Decoy484 S1C[C@](SC(C)C)(CC1)C(=0)[O-] 0
Decoy485 [NH+]1=NC=2[C@@H]([NH+]=C3C=2C=CC=C3)N=CIN\N=C\C=C\C 0
Decoy486 Fclceee(F)c1C1(CCI)C#N 0
Decoy487 CIC1(CD)SC(=0)C(=O)N1C 0
Decoy488 Fcle(N=0)c(F)c(F)c(F)clF 0
Decoy489 S=C(\[NH+]=C(/Nclccceel)\cleceee1)Neleeeeel 0
Decoy490 Brc1lec(c20CC(C)(C)C(=0)N(c2c1)C)CC 0
Decoy491 [NH+]1(CCCC1)Cclceccc IN\C=C(\C#N)/C#N 0
Decoy492 Cle1e2SC[C@@H](O)[C@H](INH2+]C)c2cccel 0
Decoy493 ClCclcc(eccel)-cloc2e(nl)ccec2 0
Decoy494 S1CC2(INH+]=CINCI1CC1)CCCC2 0
Decoy495 O[C@H]1C[C@@H2[C@@H]([C@@H]3CC[C@@H]([C@H](CC(=0)C[ 0

NH2+]CCCNC(=0)[C@@H](0)[C@H](0)[C@H](0)C(0)0)C)[C@@]13C
)CC[C@H]1C[C@H](0)CC[C@@]12C
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Decoy496 Brelece(N[C@@H]20[C@@H](C)[C@H](O)[C@H](0O)[C@@H]20)ccl 0
Decoy497 Brclec(N2C(=0)[C@H](SC23CCC(CC3)C(C)(C)C)C)cccl 0
Decoy498 O=C(N(C)clce(cccl)C#N)clceee(eel)-c1[nH]nc(nl)C 0
Decoy499 Fclecceel [C@@H](N(C(=0)[C@@H]10CCC1)C)C#N 0
Decoy500 O\W=C/1\C2CC[NH+](C\1)CC2 0
Decoy501 O[C@H](CNclInc[nH+]ccl)C1CC1 0
Decoy502 olccecl [C@@H]([INH+](C)C)CNCceleec(ccl)CHN 0
Decoy503 Clclce(NC(=[NH2+])NC(C)(C)C)c(F)cel 0
Decoy504 slc2ee(cee2nel C1=CC(=0)CCCI1)C#HN 0
Decoy505 FC(F)(F)c1noc([N-]C(=0)C(=O)N2CCC[C@H](C)[C@H]2C)cl 0
Decoy506 [INH2+])([C@H](C)clcceec IN(C)[C@@H]1C[C@H](CCC1)C)C 0
Decoy507 N(CcleeeeelC)elecc(cc1N)CHN 0
Decoy508 Cl[C@H]1c2¢([nH]nc2CC)CCl1 0
Decoy509 O=C(N(CO)C[C@H](CHN)O)[C@H]1CC=CC[C@@H]1C(=0)[O-] 0
Decoy510 S(=0)(=0)(C)[C@H]1C[C@@H](Nc2nc(cen2)C)CCC1 0
Decoy511 Clclee(Cl)ec(\C=[NH+NC@@H2[C@@H]3[C@H](OCC3)C2(C)C)c1[O-] 0
Decoy512 Clelec(e2NC(=0)[C@](O)(c2e1)[C@H](\C(=N\[N- 0
]JC(OC)=0)\clcec(OC)eel)cleec(OC)ecl)C
Decoy513 slce(cc1CCC)C(=O)N[N-]C(=S)N[C@@H](C)clecccecl 0
Decoy514 Clelee(Clycecl [C@H](N(C(=O)[C@](INH3+])(C)CICCI1)C)C 0
Decoy515 Clelee(c20COCc2c¢1)CSclnc(cenl)C(F)(F)F 0
Decoy516 FC(F)(F)CI(N=C(N=C(C)[C@@H]1C#N)C)C(F)(F)F 0
Decoy517 Brclce(ne(Cl)cl)C(OC)=0 0
Decoy518 O=CIN(C(C)C)C(=CC=C1C(=0O)C)C 0
Decoy519 nlcen([C@H]2CCCCCIC@@H]2C#N)c1C 0
Decoy520 N#CCI12CCC(CCI1)(CC2)C#N 0
Decoy521 Clelee(Cl)ec2CC3(Nel2)CC3 0
Decoy522 Felee(ceclOC[C@@H]1CC=CC[C@@H]1C)C#N 0
Decoy523 Brclece(NC=2NC(=0)C(CCSCc3cccce3)=C(N=2)C)ccl 0
Decoy524 01CCCc2cc(cccl2)[C@@H]1[NH+]2[C@H](CCCC2)C[NH2+]Cl1 0
Decoy525 [S-]el[nH+]en(C)el1 C[C@@H](INH3+])C(=0)[O-] 0
Decoy526 Clclee2e(n(CC)e(Cl)c2C(=0)C)ecl1Cl 0
Decoy527 Clclsnnc1CScl[n+]([O-])cccecl 0
Decoy528 Clelee(ee(Clhel)C(=O)N[C@@H](C)clncceel 0
Decoy529 CINC(=C/[C@H]1C(C#N)C(=NC(C)=C1C#N)C)\clccc(ccl)CC 0
Decoy530 Brclec(oc1Br)\C=N\clccc(Cl)cc1Cl 0
Decoy531 Clelsc(nn])[C@H]1C[C@@H]1C 0
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Decoy532
Decoy533
Decoy534
Decoy535
Decoy536
Decoy537
Decoy538

Decoy539
Decoy540
Decoy541
Decoy542
Decoy543
Decoy544
Decoy545
Decoy546
Decoy547
Decoy548
Decoy549
Decoy550
Decoy551
Decoy552
Decoy553
Decoy554
Decoy555
Decoy556

Decoy557
Decoy558
Decoy559
Decoy560
Decoy561

Decoy562
Decoy563
Decoy564
Decoy565

slc2c(ncl S[C@@H](C[C@@](INH2+]C(C)C)(CO)C)C)ccec2
CICC(=0)c1ce([O-])e(SC)ccl

olc2c(cc(cc2)C(C)C)e(C2CC2)c1C(=0)C
Fclcee(F)ecl[C@@H]([NH2+]C)CH#N

[O-]cIne(N(C)C)cec1CHN

Clclcee(ccl)C(=O)NIN=C(CC1(C)C)C
O=C(N([C@@H](C(=O)NC(CC(C)(C)C)(C)C)clcec(cclC)C)CCC)CCCIC
CCCcC1

olccc(CC[NH3+])cl-clenc(necl)C
O([C@@H]1CC(C[C@@H](C1HC)C)C)clece(N)eccc1C(=O)NC
Clelee(C)e(cc1C)[C@H](INH2+]C)elee2¢(COC2)ccl
O=C1C=C2N([O-])/C(/NC2=C[C@H]1[O-])=N/C(OC)=0
01nc(C)e(C(=O)NC[C@H](OC)C(C)(C)C)c1C
sleee(C)el[C@@H](O)[Ca@@H]1C[C@H](CCC1)C
O=C([O-])[C@@H]([NH3+])cIn2N=C3C(CCC3)=C([O-])c2nnl
S1CCC(NS(=0)(=0)[O-])CC1
FC=1C=CC2=NC(=C[C@H]2C=1)C(=0)[O-]
Brclcee(ccl)C#Celeee(Br)ccl
Br[C@H]1CC[C@@H](C[C@H]1CCclccscl)CC
S1[C@H](C)[C@H](N=C1C)C
olccecl/C=C(/C(/[O-])=N/clcnc(ncl)-clecccc \CHN
S(Ccleccecl)clne(nc20c3c(Cel2)c(c[nH+]c3C)CO)-cleec(ccl)CC
Iclcee(N2C([INH+]=C([NH+]=C2N)N)(C)C)ccl
O[C@@H](c1ccee(C)clC)elc2[nH+]ccec2ceccl
Breleec(ee])[C@H]1[C@]2(CH#N)[C@@]1(C#N)C1(OCCO1)[NH+]=C2N
Clclecc(N2C(=0)C([C@@H]3[NH+](CCc4c3¢c(0C)c30C0c3¢4)C)=C([O-
PDN(C)C2=0)ccl

Iclce(CHe(N[C@@H](CCC(C)C)C)ecl
Brelee(Cl)e(ce)[C@H](INH2+]C)c1cc2CCCCc2ccl
Felee(cecl)CN(C(=0)[C@@H](Ncleee(Oc2cce(cc2)CHN)ee1)C)C
Clelsc(ce])[C@@H](O)CNC(=0)[C@@H](CSC(F)(F)F)C
[NH+]1(CC=C2[C@@H](C1)[C@H](C(C#N)(C#N)C(N)=C2C#N)clccencl
)CcC

Clelsc(cel)[C@H]1SCC[NH2+]1
SIC[C@@H](NC(=0)[C@H]1C(C)C)C(=0)[O-]
slnncclS(=0)C1CCCCC1
O=C([O-D[C@@H]1CC[C@H](C[C@H]1[NH+](C)C)CC
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Decoy566
Decoy567
Decoy568
Decoy569
Decoy570
Decoy571
Decoy572
Decoy573

Decoy574
Decoy575
Decoy576
Decoy577
Decoy578
Decoy579
Decoy580
Decoy581
Decoy582
Decoy583
Decoy584
Decoy585
Decoy586
Decoy587
Decoy588
Decoy589
Decoy590

Decoy591
Decoy592
Decoy593
Decoy594
Decoy595
Decoy596
Decoy597
Decoy598
Decoy599
Decoy600

Clclecc(NC(=S)N[C@H](NC(=0)C(C)C)C(CH(C)Cl)eed
Fclce(F)cc2[NH2+]CC[C@@H](Oc12)C
O(C)[C@H]IC[C@H]([NH2+]CCC2CCCee2)Ccel
O=C(NC)clcc(C)c(NC(=O)N[C@H](C)c2cc3CCCCc3cc2)ccl
CICC[C@@H]10CCCl1
slce(nel-clec(cecl)C)CNC(=S)Ncelcee(cel)[C@@H](CC)C
S(=O0)([C@H](C(=O)NC(=0O)N)C)cloc2cc(N)cee2nl
S1[C@H]2[C@H](N=C1C)C=C(O[C@H]1C[C@H]([NH2+]C1)C(OC)=0)
C=C2

S=C(N)c1ccc(NCCC2CCCC2)ccl C(F)(F)F

slceecl [C@H](Ncleeee(N)c1C)CCC
Clclec(cec1S(=0)(=0)C=C)C#N
NI12[C@H]3[C@@H]4N(CC1)C=CC=C4C=CC3=CC=C2
O=C([O-D[C@@H]1CCC[C@H]1Inlccccl
slce(nelN)-c1c2C[C@@H](CCc20c1CCC)C
[NH2+]([C@@H](C)C1CCH[C@H](C)c1n2¢(nnl)C=CC=C2
Iclce(Br)cc(\C=N\Nc2nc(cc(COC)c2C#N)C)c1[O-]
SIN(C(=S)C2=C1C(Nclc2cc(ccl)C)C)C)elecc(ecl)CCCC
olcc2e([C@@H](COC2)C(C)C)ec1C=0

sInc(C)c(C#N)cINC

Clelee(Clyeccl [C@H]1CINH2+]C[C@H]1C
O=CIN=C(NC2=[NH+]CC(=N[C@@H]12)[C@@H](O)[C@H](O)C)[NH-]
slc2c(nc(nc2[O-))[C@H]([INH3+])C(=0)N)ccl
FC(F)(F)[C@]1(CC12CCCC2)C(=0)[O-]
olc(ceclO)[C@H]1Nc2¢(NC3=C1C(=O)C[C@H](C3)clcccecl)ccec2
ClcleccccICN1C(EO)[C@@HR[C@@H]([C@H](INH2+][Ca@@]23c2c¢(N
C3=0)cccc2)CCC(=0)N)C1=0
S(CC[C@@H](NC(OC(C)(C)C)=0)C(=0O)Nclcee(cel)C(C)C)C
O(C(=0)[C@@H](INH2+]CC(C)C)clec2e(ncee2)ecl)C
CICC(=0)c1scc(c1)C(=0)[O-]
Brelee(ceel)[C@@H](Nceleee(cc1)C(C)O)C

Brclec(OCCO)cecl CINH2+][C@@H](C)clenn(C)clC
Clelecc(\N=C(/[O-D\[C@H]([NH+]2CCCNCC2)C)ccIN
Clcleee(ne1C(=0)[O-]))N(C)[C@H]1CCSC1
S1c2c(N(c3cleeee3)C[C@@H](O)CNceleee(cel)C(C)C)eeec2
BrC[C@H]10C(=0)N(C1)clccc(F)ccl
Fclcee(ccl)C(=0)Nclcec(eel)[C@@H](INC(=0)CCclcee(ccl)CHN)C

S O O O O O O O O O O o o o o o o< S O O O o o o o

S O O O O O O O o o

SI29



Decoy601
Decoy602
Decoy603

Decoy604
Decoy605
Decoy606
Decoy607
Decoy608
Decoy609
Decoy610
Decoy611
Decoy612
Decoy613
Decoy614
Decoy615
Decoy616
Decoy617
Decoy618
Decoy619
Decoy620

Decoy621

Decoy622

Decoy623
Decoy624
Decoy625
Decoy626
Decoy627
Decoy628
Decoy629
Decoy630

Decoy631
Decoy632

O=C(N)clcc(nccl)NC(C(=0)[O-])(O)C

Brcleccec ISCCCCIC@]([NH2+]CCC)(CO)C
P(OCCC(F)(F)CE)F)CE)F)CE)F)CE)F)CEF)F)CEF)F)CEF)F)CEF)(F)
CF)F)F)(EO0)[O-DIO-]

Brclee(n(cl)C)C#N

[NH+]1(CO)[C@H](CHN)C(=CC[C@@H]1C)CC
S(=0)(=0O)(NICC[C@H]2[NH2+][C@H](CC2)C1)CC
Brclsc(Br)e(C(OC)=0)c1-c1c(C(OC)=0)c(Br)sc1Br
FC(F)(F)[C@@H]1C[C@@](INH3+])(CCC1)Cclcc(ce(c1)C)C
O(C)cle(0OC)e2¢(cc10C)C1(CCCCCI)C[NH2+]C2
n12c¢3CCCCe3ncIN=C(CC2)C
O=CICC(Ce2n([C@@H]3CCC[C@@H]30C)c(cc12)C)(C)C
Iclcee(cel)[C@@H]INC(=S)NC(C)=C1C(OCC(C)C)=0
Brelee(Cl)ee(S(=0)(=0)N=[N+]=[N-])c10C
Feclecce(F)c1C1(CCCC1)CN/C(=[NH+]NC1CCOCCI1)/NCICCl1
N1c2e(N(C[C@@H]1C)Cclcc(cecl)C#N)eeec2
Brcleee(ccl)C1=NC(=S)C=2CCCCC=2NIlclccc(ccl)C
O=CI1[NH+]=C(C)C(CC(=0O)[O-])=C(N1[C@@H]([C@H](CC)C)C)C
S(CC(=0)N1c2c(cee(c2)C)C(=CCI1(C)C)C)CHN
S(=0)([O-]D(=Nclecec(C)e1C)C1CCl
FC=1C2=[NH+][C@@H](C)C(=C2C=CC=1)CC(=O)N[C@@H](C)C1=CN
N([C@@H]1C)clcc(F)cecl
Clclecc(ccl)C(CC=1C(OC(=CC=1[0-])C)=0)CC=1C(OC(=CC=1[O-
DC=0
slee(ncIN)/C(=N\OC)/C(=O)N[C@H]1[C@@H]2SCC(C)=C(N2C1=0)C(O
COC(=O)C(C)(C)C)y=0

nln(cccl)-clec(N[C@H](CCCCC)C)cccl
Oclc(ccec1CC=C)C1INc2c3c(cec2)ceec3N1
Clelsc(ce)[C@@H](INH2+][C@H](C)clcee(cc10)C)C
SIC[C@H]2N([C@H]3[C@H](C2)C[NH2+]C3)C1
Clclncee(c1)C(=O)N[C@@]1(CCSCI1)C#N
S1CC[C@@H](NC(=0)C=20CCOC=2)c2clcccc2
S(CC[C@H](NC(=O)N)C(=O)N[N-]C(=0)NCCI1CCI1)C

FC(F)Oclccceel [C@@H]1C[C@@H]1C(=O)N[C@@H]1[C@@H]2CC[C
@@H](C2)[C@@H]1C(=O)N
Clcleee(Chnc1COC(=0)c1cc(N2N=C(0)C=CC2=0)cccl
S1[C@H]2[NH2+][C@H](S)N(C[C@H]3N=NC=C3)C(=0)[C@@H]2C=C
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Decoy633
Decoy634
Decoy635
Decoy636
Decoy637
Decoy638
Decoy639
Decoy640
Decoy641
Decoy642
Decoy643
Decoy644
Decoy645
Decoy646

Decoy647
Decoy648
Decoy649
Decoy650

Decoy651
Decoy652
Decoy653
Decoy654
Decoy655
Decoy656
Decoy657
Decoy658
Decoy659
Decoy660
Decoy661
Decoy662

Decoy663
Decoy664

1CC

Brelsc(ccl)C[NH2+]C[C@@H](O)COclnsncl
FC1(F)C2C[C@@H]3CC1(C[C@H](C2)C3)CCO
O=C([0-DCCI[C@@H](NC(=O)N(C[C@H](C#N)C)C)C(=0)[O-]
Clclnc2c¢(CCCC2)c(-c2cccec2F)c1 CH#N
O1[C@@](OC[C@H]IC)(C)C1CC1
Clclcee(ccl)-cIne(ne(cl)C(F)F)-n1nc(ccl)C(=0)[O-]

S\ [C@@](NC(=O)N(/C/1=C/C)clcccccl)(C(F)(F)F)clceeeel
S1ICCN=CINC(=0)C1=NO[C@@H](C1)clcccccl
O1CCOCI12C[C@@]1([C@H](CC2)CCCCI)CHN
slncecl-clee2n(cl)C=CC=C2C=0
[NH+]([C@H](C#N)clcc2e(ncee2)ecl)(C)C
O(C(=0)CCCOclcee(ccl)C(CCYC)C)elccc(ecl)-cleee(ccl)C
BrCc1c2CCCc2nncl[O-]
S1CCC(=0)Nc2ce(cecl12)C(=0)NC[C@H](C=1C[NH+]=C2C=1C=CC=C2)
clceeeel

Clclnc(Oc2ccece(F)c2C#N)eenl

nlc(cc(nc IN\N=C/I\[C@H]2[C@@H](C\1)C=CC2)C)C
Cle1c2¢(NC(OC2=0)=0)cc(Cl)cl
S=C(NC=1CS(=0)(=0)CC=1)N[C@@H]1CS(=0)(=O)C[C@H]INC(=S)N
C=1CS(=0)(=0)CC=1
Clelee(Cl)e(ChHec10CC(=O)N([C@H]1CCS(=0)(=0)C1)cleccccecl
Clclcececl-clnoc(C)e1C(=0)Nclsc2¢(CCCC2)c1C(OC(C)C)=0
O=C(N[C@H]1C[C@H]1CCC)clcc2nc(C)c(nc2ecl)C
O=C(NNC(=0)[C@@H]1[C@H](\C=C(\C)/C)CI(C)C)clcc(N(C)C)cccel
Clclecc(ccl)C(=O)NNAC(=C\C(=O)NC12CC3CC(C1)CC(C2)C3I)N\C
Clelec2e(SC[C@H]2[NH2+]CC)ecl
nlc2c([n-]cl[C@@H]1C[C@H]1C)cncc2
Feleec(ee)[C@@H](C(=0)[C@H]10CCOCI1)C#HN
O=CclIn[n-Inc1C(C)(C)C

O(clcececcINelIncee(C)elN)cleccececl
Cleclee2ne(sc2ecl)S[C@H]1C[C@H](OC1=0)C
Clcleece(ccl[N+](=0)[O-
DIC@@H]1C2=C(N(C(N)=C1C#N)clcc(Cl)cc(Cl)c1)C[C@H](CC2=0)clc
ccecel

Clclce2[nH]c(CO)c(c2eccl)-clnc(ocl)N
slee(nc1CI(INC(OC(C)(C)C)=0)CCCCI)C
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Decoy665
Decoy666

Decoy667
Decoy668

Decoy669

Decoy670
Decoy671
Decoy672

Decoy673

Decoy674
Decoy675
Decoy676
Decoy677
Decoy678
Decoy679
Decoy680

Decoy681
Decoy682
Decoy683
Decoy684
Decoy685

Decoy686
Decoy687

Decoy688
Decoy689

Decoy690

Clelcesc I\C=C(\C#N)/C#N
O=CIN[C@@H](CC1)C(=O)N1[C@@H]2[C@@H](C[C@@H]1C(OC)=0
)CCcce2

[NH2+](CC#C)C12CC3CC(C1)CC(C2)C3

Clelee(Cl)eccl [C@H](P(O[C@@H] 1 C[C@@H](CC[C@H]1C(C)C)C)O[
C@@H]1C[C@@H](CC[C@@H]1C(C)C)C)=0)O
O1[C@H](CO[C@H]20C[C@](O)(CO)[C@H]20)[C@@H](O)[C@H](O)[
C@@H](O[C@H]20C[C@](O)(CO)[C@H]20)[C@@H]10[C@@H](CCc
Icee(O)eel)CCCCelece(O)cecl

Clelec2e([nH]ne2C(INH3+])(C)C)ccl
S1c2e(N(CC[C@@H]1C)C(=0)CScloc(nnl)-clecc(F)ccl)cccc2
FC(F)(F)[C@]1(INH+]=N1)clcce(ccl)C(=0)NC(CO[C@H]1[C@@H](O)[
C@@H](0)[C@H](O[C@H]1CO)O)CO[C@H]I[C@@H](O)[C@@H]O)
C@H](O[C@H]1CO)O
S(C)cleee(S(=0)(=O)NCC(O[C@H](C(C)C)C(=O)NC(=0O)N)=0)cc1[N+](
=0)[O-]
S=C(N(Cclccc(N(C)C)ec1)CICC(INH2+]C(C1)(C)CY)C)C)Neleeee(C)elC
O=Cclcce(ccl[O-])C#HN

Br[C@H]([C@H](C(C)C)C)cleee(Cl)cclCl

Clelcccec IN\C=N/N=C/clccceclCl

O=C(Nclcceecl )NC[C@@H](C)clccceel
S(C)clecc(cc)[C@@H]INC(=O)CC[C@H]1[N+](=0)[O-]
O(C\C=C(\[C@@H](0)C[C@@H](0O)[C@@](O)(CC\C=C(\C)/C)C)/C)C[C
@H](0O)[C@H](O)[C@H](O)[C@H](0)CO
Clelee(Cl)cec1O[C@H]1[C@H]20[C@H]2CCC1
Clcloc(ccl)C[NH2+]C1C2CC3CCICC(C2)C3

slccec1 C=1CCN(CC=1)cInnc([O-])ccl

slceec1S(=0)(=ON\C(=C\c1[nH]cnc 1 \C#N

O=[N+]([O-
Dele(eencIN1IC[C@@H]2[C@H](C1)CINH+](C)[C@@H]2¢1cceec])C
O([C@H](C(=0O)Nc1cc(NC(=0)C)cccl)C)elecc(ccl)C(=0)CC
OC[C@@H](0)[C@@H](O)Cclnce(ne])[C@@H](O)[C@H](O)[C@H](O)
CcO

slc2nc(ne(N(C)C)e2cclC)CC

S(c1nc(F)c(N2CC[NH2+]CC2)c([O-
Dec1F)clec(C(C)(C)C)e(F)e(e1)C(CY(CO)C

slc2c(ncIN=C=0)CCSC2

S O O O o o o

S O O o O

SI 32



Decoy691 Clelcee(ccl)C(O\N=C(/N)\COclccc(cc1)CISCCS1)=0 0
Decoy692 Brelcee(ccl)CSclec2c(ccl)ccec2 0
Decoy693 S(CC#N)clce(F)e(F)ecl 0
Decoy694 Clelsc(cel)/C(=N/[N-]C=1SCC(=0O)N=1)/C 0
Decoy695 Clelsc(cel)C(=0)COC(=0)c1[nH]c2c(c1C)C(=0)CCC2 0
Decoy696 S=CIN=C(N)C2=C(N1)NC1=C([C@H]2c2ccccc2)C(=0)CCCl 0
Decoy697 O=CIC[C@]2([C@@H](CC1)CCCC2)C(=0)[O-] 0
Decoy698 Clelece(ecc)[C@](OC)(C(=0)[O-])C 0
Decoy699 slc2c(nclCelecc(F)ecl)CC(C[C@@H]2[NH2+]C)(C)C 0
Decoy700 Brelec2c(ccl)e(\C=N\c1c3nsnc3ccel)c(O)cc2 0
Decoy701 FC(F)(F)clnn(ccl)Cclonc(c1)C[NH2+]C 0
Decoy702 S(=0)(=0)(NCCO)clcc2e(- 0
c3¢(cc(S(=0)(=0O)NCCO)cc3)C2=C(C#N)C#N)ccl
Decoy703 [nH+]1c[nH]ccl-clcc(\N=C\c2c3c([nH]c2)ccce3)ceecl 0
Decoy704 CIC=1C(O[C@H](O[C@@H]2C[C@@H](CC[C@@H]2C(C)C)C)C=1Cl)= 0
0
Decoy705 OCI(CCC(CCIH)cCceeocro)cee(cenceececce 0
Decoy706 slcc20[C@H]3[C@H](c2c1C=0)CCC3 0
Decoy707 N1C[C@H](Cc2cc(C)c(ccl2)C)CC 0
Decoy708 Cle1c(OCC(C)=C)c(Cl)e(nclC)C 0
Decoy709 O(C(=0)clceecc1 C(OCCCCCCC(C)C)y=0)Cceeecc(ee 0
Decoy710 BrC=1C=C(c2n(C=1)c(CC#N)c(n2)C(C)(C)C)C 0
Decoy711 FC(F)(F)C1CCC(Nc2c3[nH]ncc3cec2)CCl 0
Decoy712 sInc(cc1C=0)[C@H]1C[C@@H](OCCI1)C 0
Decoy713 S1[C@H]2N=CC=C2N(C[C@H]1C(C)C)C 0
Decoy714 [S-]eIn(nc(c1)C(C)(C)C)CCCHN 0
Decoy715 Brelc2c(ceec2)ce(cc1)CC(=0)N\N=C\cloc(ccl)-clcce(Br)ccl 0
Decoy716 S(CC(=0)c1[nH]c(C)e(C(=0)C)c1C)cl[nH]c2c(nl)ccec2 0
Decoy717 slceec [C@H](NC(=O)N[C@@H](Cclce(ee(c1)C)C)C)CCO 0
Decoy718 Clclcececl [C@H](N(C)clee([nH+]ec1)C(=S)N)C 0
Decoy719 Clcleee([nH+]c1CN1C=CC(=0)C=CI1)N 0
Decoy720 sInce(-c2n(C)c(C(=0)[0O-])c(c2)CC)cl1C 0
Decoy721 [NH+]=1CCCNC=1clccccclCnlnnc2clccec2 0
Decoy722 Clclece(ccl)/C(=C/clccc(Clecl)/eleccc(OCCINH+](CC)CC)ccl 0
Decoy723 O=C(N(C)clcc(ccel)CHN)[C@]1([NH2+]CCC1)C 0
Decoy724 Clcleccec1COcInc2e(cc1C[NH2+]CC1(COCT)C)ec(cc2)C 0
Decoy725 Clclee(NC(=0)NC=2SC(=S)C3=C(CC[C@@H](C3)C)C=2C#N)cccl 0
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Decoy726

Decoy727

Decoy728
Decoy729
Decoy730
Decoy731
Decoy732
Decoy733
Decoy734
Decoy735

Decoy736
Decoy737
Decoy738
Decoy739
Decoy740
Decoy741
Decoy742

Decoy743
Decoy744
Decoy745
Decoy746

Decoy747
Decoy748
Decoy749
Decoy750

Decoy751
Decoy752
Decoy753
Decoy754
Decoy755
Decoy756

S(S\C(=C\C\C[C@H](O)N(Cclene(ncIN)C)C=0)\C(=C/C)\C[C@@H](O)
N(Cclene(nclN)C)C=0
S(=0)(=0)(CNC(=0)[C@H](N(CCC)C(=O)\C=C\CCCCC)C(CC)CC)clcce(
ccl)C

O1CCC[C@@H]1CNclnc([nH+]c(N)c1[N+](=0)[O-])NCC(=0)[O-]
slee(ncl [C@@H]([INH3+])[C@H]1CCOCI1)C

O=Cc1[nH]c(C)c(C)c1CC

Fclee(ceel)[C@@H]1O[C@@H](CINH2+]1)C
O=CN[C@H]1[C@H]2CC[C@H](C2)C1(C)C
Iclcee(cel)C1CCC(CCI)CCCC

Clelc(eccclCl)-cloc(cc I \C=C(/C#N)\cIn[nH]c(N)c1C#N
Clelee(Clyee([C@H]2Nc3c([Cao@H4[C@@H]2CC=C4)cc(OCCOC)cc3)c
10

slnce(c])[C@@H]1[NH2+][C@H](CCC1)C(=0)[O-]
S(C(F)(F)F)clcee(N[C@H](C(=O)Nc2cccecc2C#N)C)cecel
Clelee([C@]2(0)CCCC[C@H]2C2CCCCC2)c(ncl)N
N(=Nclceeeel)cle2e(cec1N)ecle(c2)ececl

Fclecceel [C@@H]1O[C@@H](CO1)CC#N
O=CIN([C@@H](CC#N)C)C(=0)CC2(Cl)CCCCC2

cl2cc(cccl-

cle(ce(cel )CHCO)C2(C[C@@H](CCCC)CC)C[C@H](CCCC)CC)CHCC
O=C(C)clc(C)c([nH]c1C)C(=O)N([C@H](C)clce[nH+]ccl)C
O(CC=1IN=C2N(C=CC(=C2)C)C(=0)C=1)cIncnc2clcc(cc2)C
Clelee(ecc20COc12)-clsce(nl)C[NH2+]C(C)C
Clelecc(ccl)C(=O)CSCI=NC=2[C@@H]([C@H]([C@@H]1C#N)clocccl)
C(=O)CCC=2

O=C([O-D[C@@](CC)(C#HN)[C@H]1CCCC=C1
O=CIN=NC(=Cl)clccc(N[C@H]2[ C@@H]3CC[C@H](C2)C3)ccl
S(CC#N)clce(ceel )C(=O)N[C@H](C1CCCCCl)clecc[nH+]cl
SINC(=C\C=2C(C)=C(C#N)C(=O)N(C)C=2N2C[C@@H](C[C@H](C2)C)C
NC(=O)N(C2CCCCC2)CI=S
Clclec2S(=0)(=O)N[C@@H](Nc2cel)C(=0O)Nclece(cecl)C(C)C
Brcleee(Oc2cec(\N=C\3/SSC4=C/3c3cc(ccc3NC4(C)C)C)ec2)ccl
olnc(cc1COcleccecl)CCI1([NH2+]C2CCCCC2)COC1
IC=IN[C@@]2(NC(=O)[C@](CHN)(C=1C#N)C2(C)C)C
O1CCCINH+](C[C@H10O)[C@@H]1C[C@H](CC[C@@H]1C(=0)[O-])C
O-C(N[C@H]![C@@H]2CC[C@@H](C2)[C@@H]1C(=0)[O-

S O O O o o o o ()

S O o O oS O O O S O O O o o O

S O O o o o
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Decoy757
Decoy758
Decoy759
Decoy760

Decoy761
Decoy762
Decoy763
Decoy764
Decoy765
Decoy766
Decoy767
Decoy768

Decoy769
Decoy770
Decoy771
Decoy772
Decoy773
Decoy774
Decoy775
Decoy776
Decoy777
Decoy778

Decoy779
Decoy780

Decoy781

Decoy782
Decoy783
Decoy784
Decoy785
Decoy786
Decoy787

DCI1(INH3+])CCCCl1
O1CCCEO)CIC@@I(O)NC(E=O)O-DIC@H]IC(=0)[O-]
FC(F)(F)C[NH+]1CCC2(OCCO2)CCl1

Iclcc(NCe2cc(Br)cc(Br)c20CC)cecl
S(Cclce(ceel)O)C@@H]1O[C@H](NN1)[C@@H](NC(OC(C)(C)C)=0)C
C=1C[NH+]=C2C=1C=CC=C2
Brcloc(ccl)C(=0)NC=1C(=O)NC(SCC(=0)Nc2scc(n2)C)=NC=IN
O=C([O-]DCI([NH2+]CC#C)CCCC1

Clelsc(cc1 \C=C(/C(=O)Nclccecc \C#HN

N(C)(C)cleee(cc \C=C\C=1CC(C\C(\C=1)=C(/CHN)\C#N)(C)C
slc(ce(C(=S)N)c1CC)-clee(C)e(F)eel

Clelnenc(C2CC2)c1C=0
nlcc(ceel)[C@H]INC2e([C@@H]3[C@@H]1CC=C3)cc(cc2)CH#N
FC(F)(F)C(Oclnc(ne(n1)N\N=C\c1cccc([N+](=O)[O-
Dc10O)N(cleeceel)clecceel)C(F)(F)F

Brc1cc2CN(COc2ccl)elccc(ecl)C
Brcelncc(NC(=O)NC(C)(C)c2cc(cecc2)C(C)=C)ccl
O=C([O-])C[NH+](Cclenc(ncIN)N)C
O=CIN(N=C(CC)C(CC)=C1C#N)C[C@H](O)clcc(C)c(ccl)C
O1C[C@@H](CC1)C(=0O)Nclcec(ncl)N(CC)CC
slee(nel)C[NH2+][C@H](C(C)(C)C)Cnleencl
slce(nel-cleee(ecl)C(=0)N)CSCC(=O)N(CC(C)=C)CC
Clelec(N\C=C\2/N=C(OC/2=0)c2ccc(cc2)CCCC)ccclC
Cleclce(ce(Clel)-clne(ce(n1)N)COC
Brelee([C@@H]2Ne3c(C4=C2C(=0)C[C@@H](C4)c2cccec2)c2e(neec2)ce
3)c(OC)ccl
S1c2e(N(c3cleeee3)C(=0)COC(=0)C(0O)(clcccecl)eleceecl)ecec2
S1¢2¢(C=30C(N)=C(C(OCC)=0)[C@@H](C=3C1=0)clcccccl C(F)(F)F)cc
cc2
O1C(NNC(=0O)CNNCC(=O)NNC=20C(=CC(=0)C=2C(=0)C)C)=C(C(=0)
C)C(=0)C=C1C

S(C)clncee(c1)C(=0O)N1[C@@H](COC[C@H]1C)C
O(CCCCQ)clcc(ceel)[C@H]1n2nnnc2NC2=C1C(=0)CC(C2)(C)C
O=C(Nclcc2c(nel)ceec2)C(=0O)NCclee(NC(=0)C)cecl
Clcle2c(sc1C(=O)NNC(=0)clcccecc10CCCCC)ecec2
0O1Cc2cc(ccc2C1)C(=O)N(C[C@H](C#N)C)C

Iclnc([nH]c1)C

S O O O

S O O O o o o o

S O O O O O o o o o

S O O o o o
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Decoy788

Decoy789
Decoy790
Decoy791
Decoy792
Decoy793
Decoy794
Decoy795

Decoy796

Decoy797
Decoy798
Decoy799
Decoy800

Clelcec(\[NH+]=C\2/N=C(SCC(=0)[O-
DN(C/23CCCCC3)c2cec(cc2)C(=0)[O-])ecl

Fclee(cecl F)[C@@H]1[NH2+][C@H](CC(=0)C1)C(=0)[O-]
O([C@H]1CC[NH2+]C1)C1CCC1
S=CIN[C@@H]2[N-NC(=N/[N+](=O)[O-D\IN-][C@H]2N[N-]1

slceecl [C@@H](\[NH+]=C(/NC(C)C)\NC[C@@H](O)clcc(F)c(F)ccl)C
OI1CCCN(c2ccec(cc2)C(=0)Nc2c3e(cec2)ence3)C1=0
O(C(=0)[C@@H]1CCCc2[nH]c([nH+]c12)C(C)(C)C)C
S=C(Nclcc(ccc)CEN)N[C@@H]1[C@H]20C[C@H](Nc3nc(cen3)-
c3cec(ce3)-c3ccecc3)[C@H]20C1
O=CI1C(=C\C(\C=C1C(C)(C)C)=C\C=C/1\C=CN(C=C\1)cCccccceeeeee
0)C(C)(CO)C

O=C(Nclcc2CCCc2ccl)clcc([N+](=0)[O-])cecl
Cleclece(ecc)[C@HI(INC(=O)N[C@H](CS(=0)(=0)C)C)CC(C)C
Brclee(cecl F)CN1c2¢(C=CC1=0)cccc2
S=CI1[NH+](N[C@@]2(N1)C[C@@H](CCC2)C)CCC(C)C

S O O O o o O

S O o O
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Table S2. Structures of the 260 Compounds (in SMILE format) from the Test set together with Their

activities (1 or 0) for glutamate-induced models.

Name

Structure

Activity

CHEMBL2152545

CHEMBL2069520

CHEMBL33601
CHEMBL33692

CHEMBL478507

CHEMBL2151788

CHEMBL2151789

CHEMBLS595697

CHEMBL1165728
CHEMBL1641656
CHEMBL1641657
CHEMBL1641658
CHEMBL1641659
CHEMBL1641660

CHEMBL1641663

CHEMBL1641665
CHEMBL165

CHEMBL1813354
CHEMBLI1813361

CHEMBL1096008

CHEMBL2425176
CHEMBL2425184
CHEMBLA461922
CHEMBL512570

O(C(=O)NCCCCCCC)clcc2CINH+]3C(N(c2ccl)C)cle(CC3)cccecl
O=CICC[C@@2([C@@H]3[C@H]([C@@H]4CC[C@H](/C(=N/
OC(=O)[C@H]5[NH2+]CCCS5)/C)[C@]J4(CC3)C)CCC2=C1)C
SISCCC1CCCCC(=0O)NCclcecc(NC(=[NH2+])c2sccc2)ecl
SISCCC1CC(=O)NCCclcce(NC(=[NH2+])c2sccc2)ecl
FC(F)(F)clcee(ccl)CINH+](Ccle2e(neec2)c(O)ccl)Cele2e(neec?)
c(O)ccl
Clclee2[nH+]c3¢(CCCC3)c(NCCCNC(=0)\C=C\c3cc(O)c(O)ce3)e
2ccl
Clclee2[nH+]e3c(CCCC3)c(NCCCCCCNC(=0)\C=C\c3cc(0)c(0)
cc3)c2ccl
SISCCCICCCCCNC(=0)C1(0c2c(CC1)c(C)e(O)e(C)c20)C
O1c2¢(CCC1(C)C)c(-clonc(cl)-clec(O)c(O)ccl)c(O)c(C)c2C
Oclc(ce(cc1C(C)(C)C)N\C=C\clec(O)ec(0)c1)C(C)(C)C
Oclcec(cc1C(CC)CO)N\C=C\C=C\clcc(O)ce(O)cl
Oclc(cc(cc1C(CC)CONC=C\C=C\clcc(O)cc(O)cl)C(CO)CC
Oclcee(cc1C(C)(C)C)\C=C\C=C\clcc(O)cc(O)cl
Oclc(ce(cc1C(C)(C)CNC=C\C=C\clcc(O)ce(O)cl)C(C)(C)C
Oclc(ce(cc1C(C)(C)CNC=C\c1ec(C(CYC)C)c(O)c(cH)C(O)(C)C)C(
CO)(C)C
O(C)cle(ce(ececIC(C)C)ONC=C\C=C\clcc(O)cc(O)c1)C(C)(C)C
Oclcc(cc(O)e1)\C=C\clcee(O)cecl
O1c2¢(CCC1(C)C)e(-c1noc(cl)-cleecc(OC)ecl)c(O)e(C)c2C
O1c2¢(CCC1(C)C)c(-clone(cl)-cleee(O)ccl)e(O)e(C)e2C
O1c2¢(CCC1(C(=O)NI1CC[NH+](CC1)CCI1=CC=C(C=C(0)C1=0)
C(O)C)C)e(C)c(O)c(C)e2C
S(=0)(=0)(nlc2c(c3clceee3)ccec2)clecc(ccl)C
S(=0)(=0)(nlc2c(c3clccee3)ccclc2ecccl)elcec(ccl)C
Fclee(cecc10C)C(=0)\C=C\clceee(OC)c10
Fclee(cec10C)C(=0)\C=C\c1cc(O)c(OC)ccl

1
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CHEMBL523763

CHEMBL1215857

CHEMBL122701

CHEMBL1951837

CHEMBL31574

CHEMBL2334464

CHEMBL2334467

CHEMBL2334468

CHEMBL447012

CHEMBL500233

CHEMBLS501132

CHEMBLS503795

CHEMBLS505056

CHEMBLS506966

CHEMBLS500710

CHEMBLS508571

O1C(C(0)COC(=0O)CCCCCNC(=0)cceeeeee=c/ee=c/cce
CO)C([O-])=C(O)C1=0

OCI(CC[NH+](CCHC[C@@H]1 C[C@@]1(C(OC)=0O)clcce(ccl)
C)clcccccl

Olc2c(ceec2)C(=0)C(O)=Clclcc(O)c(O)ccl
Olc2c(cec3c2ecec3)C(=0)C(0)=Clclcece(N(C)C)ecl
Olc2c(cee(0)c2)C(=0)C(0O)=Clclec(O)c(O)ccl
O=Cl1c2c(ccec2)C(=0)C=CINCclceneel
Clcleee(ccl)CNC1=CC(=0)c2c(cccc2)C1=0
Clclee(cecl)CNC1=CC(=0)c2c(ccec2)C1=0
O1[C@H](CO)[C@@H](O)[C@H](O)[C@@H](O)[C@@H]10[C
@@H]10C=C([C@@H]2[C@H]1C(=C[C@H]20C(=0)\C=C\clcc
c(0C)ccl)CO)C(OC)=0
Olc2¢(C(=0)C(O[C@@H]30[C@H](CO)[C@H](O)[C@H](O)[C
@H]30[C@@H]30[C@H](CO)[C@@H](O)[C@H](O)[C@H]30)
=Clclcec(O)ccl)c(O)ec(O)c2
Ol[C@H](CO)[C@@H](O)[C@H)(O)[C@@H](O)[C@@H]10[C
@@H]10C=C([C@@H]2[C@H]1C(=C[C@H]20C(=0)\C=C/clcc
c(0C)ccl)CO)C(OC)=0
Ole2¢(C(=0)C(O[C@@H]30[C@H](CO)[C@@H](O)[C@H](O)]
C@H]30[C@@H]30[C@H](COC(=O)\C=C\c4cc(OC)c(O)cc4)[C
@@H](0)[C@H](0)[C@H]30)=Clclcc(O)c(O)ccl)c(O)cc(O)c2
O1¢2¢(C(=0)C(O[C@@H]30[C@H](CO)[C@H](O)[C@H](O)[C
@H]30[C@@H]30[C@H](COC(=O)\C=C\c4cc(OC)c(O)ccd)[C@
@H](0)[C@H](O)[C@H]30)=Clclccc(O)ccl)c(O)cc(O)c2
Ol[C@H](CO)[C@@H](O)[C@H)(O)[C@@H](O)[C@@H]10[C
@@H]10C=C([C@@H]2[C@H]1C(=C[C@H]20C(=0)\C=C\clcc
¢(0)ccl)CO)C(OC)=0
O(C)clee(cec1O)C(O[C@H][C@H2[C@](CC[C@@H3[C@@]
2(CC[C@H](0)C3(O)0)0)O)[C@R(C@@HI(C@@HBIC@@](
C[C@@H]20C(=0)c2ccecc2)(CC[C@H]3C(C)=C)O)C1)C)=0
O(C)clee(cec1O)C(O[C@H]1[C@H2[C@](CC[C@@H]3[C@@]
2(CC[C@H](O)C3(C)O)O)OC@2([C@@H]([C@@HB3[C@@](
C[C@@H]20C(=0)c2cce(0)cc2)(CC[C@H]3C(C)=C)C)C1)C)=0

—_— e e e e
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CHEMBLA457074

CHEMBL464666

CHEMBL516702

CHEMBL518566

CHEMBL284237
CHEMBL28862

CHEMBL479696

CHEMBLA481656

CHEMBLA404868

CHEMBLA437025

CHEMBL466729

CHEMBL468549

Decoy801
Decoy802

Decoy803

Decoy804

Decoy805
Decoy806

O1[C@H](CO)[C@@H](O)[C@H](O)[C@@H](O)[C@@H]10[C
@@H]10C=C[C@]2(0)[C@H]1[C@@](OC(=O)\C=C\clccc(OC)
ccl)(C[C@H]20)C
Ol[C@H](CO)[C@@H](O)[C@H](O)[C@@H](O)[C@@H]10[C
@@H]10C=C[C@]2(0)[C@H]1[C@@](OC(=O)\C=C/clccc(OC)
ccl)(C[C@H]20)C
O1[C@H](CO)[C@@H](O)[C@H](O)[C@@H](O)[C@@H]10[C
@@H]10C=C[C@]2(0)[C@H]1[C@@](OC(=O)\C=C\clccccecl)(
C[C@H]20)C
O1[C@H](COC(=0)\C=C\c2ccc(OC)cc2)[C@@H](O)[C@H](O)[
C@@H](O)[C@@H10[C@@H]10C=C[C@]2(0)[C@H]l[C@@
1(0)(C[C@H]20)C
[NH2+]1[C@@H]2Cc3c(ccee3)[C@]1(clc2ecec])C
P(=0)([O-([O-])CCCC(INH3+])C(=0)[O-]
O1c2¢(C[C@H](OC(=O)\C(=C\CO)\C)C1(C)C)cc1C=CC(Oclc2)=
0]
O1c2¢(C[C@H](OC(=0)[C@@]3(O[C@@H]3C)C)C1(C)C)cclC=
CC(Oclc2)=0
Ol[C@H]([C@]2(C([C@@H](O)C1=0)=C(C)[C@@H](0)CC2)C
)clccocl
Ol[C@H|([C@]2(C(=C(O)[C@H](O[C@@H]30[C@H](CO)[C@
@H](0)[C@H](O)[C@H]30)CC2)C1=0)C)clccocl
O1[C@H](CO)[C@@H](O)[C@H](O)[C@@H](O)[C@@H]10[C
@H]([C@H](0)c1cc(0OC)c(O)ccl)CO
Ol[C@H](CO)[C@@H](O)[C@H)(O)[C@@H](O)[C@@H]10[C
@H]([C@@H](O)clee(OC)e(O)ccl)CO

olccecl [C@@H](INH+]1CCC(CCI1)C)C#HN
N#CC[C@@H]1CCCC[C@@H]1CC#N
Clclee(N(C(=0)[C@H2[C@@H]3C=C[C@H]([C@@H]2C)C23C
C2)C=0)cccl

sleee(C)el[C@@H] 1 [C@@H]2C(=NC(C)=C1C(=O)Ncl[nH+]cc(
cc1)C)CC(CC2=0)(C)C
[NH2+](C(C#C)(C)O)[C@@H]1CC(C[C@H](C1)C)(C)C
S=P1(OCC(CO1)(C)O)[C@H](Nclcec(OCC)ecl)clcccececl
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Decoy807
Decoy808

Decoy809
Decoy810
Decoy811
Decoy812
Decoy813
Decoy814

Decoy815

Decoy816
Decoy817
Decoy818

Decoy819
Decoy820
Decoy821
Decoy822
Decoy823
Decoy824

Decoy825

Decoy826
Decoy827
Decoy828
Decoy829

Decoy830

Decoy831
Decoy832
Decoy833
Decoy834

slceeel [C@H](INH2+]Celnc(onl)-cleeeecl)elcee(F)ecl
FC(F)(F)cleccecl C[C@@H](NC(=O)NC[C@H]1C[C@@H](O0)C
CCI1)CC

CI[C@H]IN=C(C=CNI1[S-])C
Brclcee(ccl)-cInne(SCc2¢(F)ccec2Cl)ecl
Clclec(OC)e(N[C@H]([C@H](CC)C)C)cclOC
S(C(C)(C)C)clec(Ne2eccee2)cec IN[C@@H](CC(C)C)C
slc(ceclC(=0)C)-clnoc(cl)C

S1c2scec2[NH2+]C[C@H]1C(C)C
s1¢(CC)e(cc1C(=O)NNC(=0O)C[NH+](O)[C@@H]1CCC[C@@H]
1SC)C
O=CIC[C@H](C\C(=[NH+]/CCc2c3cc(ccc3[nH]c2C)C)\[C@H]1C
(=O)CCC)clccecececl
O=C(NC12CC3CC(C1)CC(C2)C3)[N-]\N=C\clcn[nH]c1-clcccecl
Brclecc(NC=2C[C@](O)(O)[C@H](C(=O)O)[Cw@H](C=2C(=0)
C)c2cce(Cl)ee2)cecl
BreIn(c2C[C@H](C[C@@H]3[NH2+]Cc1¢23)CC)C
S1C=C(n2c1c([NH3+])c(C(C)(C)C)c2C(=0)[O-])C

Brclcce(cecl \C=C(/C#N)\clcce(Cl)ecl

Brelec(cecl )\C=C(\C#N)/cInc(nc(nl)N)Nclceeeel
Brelsc(cel)C=1N(\N=C\c2ccc(OCCCC)cc2)/C(/SC=1)=N/CC=C
SI\C(=C/c2cenec2)\C([O-])=NCI1=S
O1[C@@H2[C@@H](OC1(C)C)[C@H]10C(O[C@H]10[C@@
H]2COclcceeclC)(C)C
slnnc(cl)-clcee(ccl)CScl[nH+]c(C)e([nH]1)C
O=C([O-])[C@@H](C(C)C)clcc(cccl)CHN
nlc(Nc2cc3CCCNce3ee2)c(C#N)ce(ee1C)C
slc2ce(nel-clecen3c1OCC3)CINH2+][C@H]2C
S([C@H](CC)C(=O)Nclcee(O)ecl)C=INC(=0)C=C(N=1)CSC(C)
C

Fclee(F)e(F)cc INC(=O)N(CO)C[C@@H](C#N)C
O(C)clee(C)c(ecclOC)[C@@H](Nclnce(ccl)C(=O)NC1CC1)C
CIC=1C=CC=2N(C=1)C(=0)C=C(N=2)C(F)(F)F
O1[C@H](C=CCI1=N)[C@H]1CCCOCI1

S O o o o o

() oS o o O (e} oS O o o o o
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Decoy835
Decoy836
Decoy837
Decoy838
Decoy839
Decoy840
Decoy841
Decoy842
Decoy843
Decoy844

Decoy845

Decoy846

Decoy847
Decoy848
Decoy849
Decoy850
Decoy851
Decoy852
Decoy853

Decoy854

Decoy855
Decoy856
Decoy857
Decoy858
Decoy859
Decoy860
Decoy861
Decoy862
Decoy863
Decoy864
Decoy865

Brclece2[nH]c(ne2nel)[C@H](OC(=0O)CCICCCCI)C
S(CCNC(=0)C)C[C@@H]([NH3+])C(=0O)[O-]
O1C[C@H](CC1)COclce([nH+]ccl)CNC(C)(C)C
F[C@H]1CC(CN(CI1)C(OC(C)(C)C)=0)(C)C
S\ICC(=NN(C)/C/1=N/[C@H](CC)C)C12CC3CC(C1)CC(C2)C3
Brclcec2c(oc(C(=0)c3cece(cee3)C#N)c2C)ecl
Clelcee(ccl)[C@HN[NH+]=C([O-])N=C(C)/C/1=C(/OC)\[O-]
O(CCCCnlc2c(nc1\C=C\clccceecl)eeee2)clece(cel)[C@H](CO)C
O1CC[C@@H](O)C[C@@H]1C1CC1
S([C@H]1CCOC1=0)cloc(nnl)-clc(cc(cclC)C)C
Clclecce(Cl)cICSCI=NN[C@H](NIN)[C@@H]IN=NC2=C1CCC
2
Clclecc(cel)[C@@H](NC(=O)N)CC(OCC(=O)\C(=C(\N)/C)\C#N)
=0

ClelnsncIN1CCCCI1(C)C
s1c2¢c(nc1SCCC/C(/O)=N/cInc3c(n1CCC)cccc3)ccec2
S=CIN=C(NC(C)=CIC#N)C

S1CCc2nc(C=0)c(ccl12)C#HN

01c2CCCCc2ncl1C(=0)[O-]
O(CCNC(=O)\C=C\C(C)(C)C)clcee(cel)C(C)C

O(O)[C@@] 1 (C[C@@H](Nc2nc([nH+]cc2)C)C1(C)C)C
Clelec(eecl)C(=O)NNC(=0)c1oc2c(\C(=N\NS(=0)(=0)c3ccc(F)cc
3INCCC2)clC

O=C([O-])cInnc(ncl[O-])N

Clcle(c2c(occ2CC(=O)N(C)C)eclC)C
S=CINC(=S)N(N=C(C1)C)C
O1[C@@H](INH+](C)C)C(=N)C=CI1C
S1C=2C[C@H](CCC=2n2c1ncc2C=0)C
ClCclcee(O[C@@H]2CCCC[C@H]2C)ncl
CICcl[nH]c2¢c(n1)cc1OCCCOc1c2
O(NC(=0O)cIn[n-Incl)CC(=0)[O-]
s1c(C)c(cclC)[C@@H](INC(=O)C[C@H](NC(OC(C)(C)C)=0)C)C
Olc2n(C=C1[C@@H]([NH3+])CCC)ccn2

Brclcee(ccl)/C(/[O-
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Decoy866
Decoy867
Decoy868
Decoy869

Decoy870

Decoy871

Decoy872

Decoy873

Decoy874

Decoy875

Decoy876
Decoy877
Decoy878
Decoy879
Decoy880
Decoy881
Decoy882
Decoy883
Decoy884
Decoy885
Decoy886
Decoy887
Decoy888
Decoy889
Decoy890
Decoy891
Decoy892

)=C/T\[C@H](N(C(=0O)C\1=0)c1[nH+]ccccl)clececcl
S1IC[C@H](N(CC1)C(=O)clee(cecl F)CHCCO)C
Clelne(ne2sc3CCCc3c12)NCCOC
Clclsc(ccl)CINH+](CC=C)CC(=O)Nclcce(NC(=0)C)ccl
S(C)cInne(N2CCS(=0)[C@@H](C)[C@H]2C)ccl
O(C[C@H](O)C[NH2+]CCNC(=O)Nclcece(O)ccl)cleecc(OCCOCC
2CC2)cclCHN
Brelee([C@@H]2N3NC=NC3=[NH+][C@H](C2)c2ccc(F)cc2)c(O
C(F)F)ccl
Olc2cc(cec20C1)CNelne[nH+]e(N2[C@H]3CC(C[C@](C3)(C2)C
)(C)C)cIN
Brelee(cecl)[C@@H](INH+]1C[C@H](C[C@H](C1)C)C)C=1Sc2
n(nc(n2)C)C=10
O=CIn2c(nnc2N)N=C1[C@@H](C(=0)C)CCCCC[C@H](C(=0)C
)C1=Nc2n(C1=0)c(nn2)N
S=C(N)[N-IN[C@H]1[C@@H]20[C@@H](OC2)\C(=N/[N-
JC(=S)N)\C1

slee(ncl[C@@H](Ncloc2e(nl)ecec2)C1CCT)C
S1(=0)C[C@H](INH3+])[C@H](OCC)CC1
O(C(=0)[C@@H]1CCCN(C1)C(=O)N(C)C)clceee(C)elC
Brclee(ceel)C1CC([INH2+]C2CCC(CC2)C(=O)N)C1
Clelee([O-])enclCl

nlcc(cc(C)cINC)C=C

S(C[C@H]1OCCCI)cInc(nc(C)cIC#N)C
FC(F)(F)CNC(=0O)c1[nH+]cenlC
S=C(N)C=1C=C2C(OC=1Nclcc(cccl)C)=CC(=0)C=C2
S(C)clec(NCCCc2ccc([NH+](CC)CC)cec2)cecl
S=C(NCclccceel)[N-]\N=C\clc2c(n(c1)CCOclcc(cecl)C)ceec2
SOA\C(\Sclceeeel)=C\C(=O)N\N=C\clc2¢([nH]c1)ccee2)cleceeel
Clclee(C#N)ce(Ne2eee(N)ee2)cecel

Brclccee(C#N)cIN=C=0
O=C(N1C[C@H](CC[C@@H]1C)C)clnc(nccl)C1CC1
ClcleccccIN1C(=0)[C@H]2N(CSC2)CI1=S
FC(F)(F)[C@H]10C(OC1)=0
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Decoy893
Decoy894
Decoy895
Decoy896

Decoy897

Decoy898

Decoy899

Decoy900

Decoy901
Decoy902
Decoy903
Decoy904

Decoy905

Decoy906

Decoy907
Decoy908

Decoy909
Decoy910

Decoy911

Decoy912
Decoy913
Decoy914

Decoy915

S1[C@H](C[NH+](C[C@@H]1C)CCC#N)C
FC(F)(F)[C@@]1(O)CC[NH+](C1H)C(O)C
O1[C@@H](CC[C@H]1C[NH2+]CC(C)C)Cnlcencl
S(Oclcccccl[N+](=0)[O-)N(=0)(=0)C=1CCc2c(C=1)cccc2
Olc2c¢(Nce3clceeee3)eclne3e([nt+](clc2)-
clcceecl)ce(Nelceeeeel)ee3

Olc2c(cc3c(oc(C)e3-
c3cceee3)c2C)C(C)=C(CCC(=O)N[C@@H](CC(C)C)C(=0)[O-
C1=0

Clelee2nc3e(ne2ecl Cl)[C@@]1(CC[C@@]3(C(=O)NNC(=0O)c2cc
c(F)cc2)C1(C)O)C
[NH2+](O)[C@@H]1C[C@@H](CC1)[C@@H]1C[C@H](CCC1)
C

S(=0)(=0)(C)clccc(N2Cc3c(cc(F)ee3)C2=[NH2+])ccl
Brclce2e(ceel)[C@@H](NC(=O)[C@H]INC(=0)CC1)CC2
Clclecee(Oc2cccec2Cl)cl/C(=N\O)/N
FC(F)(F)cl[nH]c2cc(cee2n1)[C@H](NC(=O)CC(C)(C)C)cleceecl
O[C@@H]1CC[C@H](C[C@H]I[NH+]([C@H](C(C)C)C)C)C(C)
C
S(N=0)C([C@H](NC(=0)C)C(=O)N[C@@H]1[C@H](O)[C@H](
O)[C@@H](O[C@@H]10)CO)(C)C
Clclee(NC(=0)C2=CC=3CCCCC=3NC2=0)cccIN(C)C
Clclee(cec(OC)e10C)C(=0)Ncelsc(ccICHN)CC
CICC(=0)[C@@H](NC(=0O)[C@H]IN(CCC1)C(=O)[C@H]([NH3
+])Cclccecc])CCC\[NH+]=C(\N)/N

Brclence(nel )N1CC[C@H](CCC1)C(C)(C)C
S1[C@@H](Cc2c3c(sc2[C@@H]1clecceel)[nH+]e(SCCC(OC)=0
)nc3N)clcececl

O(CCICCCCClI)clece(cecl ) CNC(=0O)cI[nH]c(c2¢1CCC2)-
clcceeel
O=CIN(C=NC(=C1)O)C[C@@H](INH2+]CCC)C(C)(C)C
OCC(ON=C/1\C=C2[N+]=3[C@@]4(N=C2C=C\1)[ C@H](CCCC4)
C[C@H]1C=3CCCC1)(C)C
slce(c2eInene2N[C@@H](C(=0)[O-])CO)C(=0)[O-]
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Decoy916
Decoy917
Decoy918

Decoy919

Decoy920
Decoy921
Decoy922

Decoy923

Decoy924
Decoy925
Decoy926
Decoy927
Decoy928
Decoy929
Decoy930
Decoy931
Decoy932
Decoy933
Decoy934
Decoy935
Decoy936
Decoy937

Decoy938

Decoy939
Decoy940
Decoy941
Decoy942
Decoy943
Decoy944
Decoy945

Clelccece(eel)[C@H](N/C(=[NH+]\CC)/NCclcccccINC(=0)C)C
Brclcee(ccl)-cIn(-c2ccc(F)ec2)c(SCC(C)C)ncel
O=C1c2c(N(C=C1C)CC(=0)[O-])cc(cc2C)C

slcee(C) el [C@@H]INC2e([C@H]3[C@H]1CC=C3)cc(NC(=0O)cl
cccecl)ec2

Fclee2[n+]([O-])e3n(CCCC3)c2ccl
SEO)EO)N([C@@H](C[NH3+])C)C)C(C)C
Brc1cc20CCCOc2ccl [C@@H]([INH3+])[C@@H]1CCOC1
O=C([C@@H](NC(=O)[C@H](N(C(=0)[C@@H](NC(=0)[C@@
H]([NH2+]C)CC(C)C)C(C)C)O)[C@H](O)[C@@H](C\C=C\C)C)[
C@H](O)O)cccC

S(Ccl[nH]c2[n+](c1)ccen2)clne(ce(nl)C)C
slc2cc(enc2ecl)[C@@H](Nelcc2CCOc2ccl)C
S(CC(=0O)N)clccecec1 C(=O)NCCSCclccccclF
Brelee(scl)[C@H]1[NH2+][C@H](COC1)C
O=CIN=C[NH+]=C2C1=CCI1=[NH+]C=NC(=0)C1=C2
Clclsc(ce])[C@H]([NH2+]Cclen[nH]c1C)clscecl
S(=0)(=0)(C)c1[n-]c(ccl)CC(F)(F)F
[S-]/C(=[NH+]\C=[N+](\C)/C)/Nclcc(F)ccecl
Clelc2e(sc1C(Ocleccec1Cl)=0)ccee2
FC(F)(F)[C@H](n1nencl)[C@H]([NH3+])C
CleInnc(N[C@@H](C)c2cc[nH+]cc2)ecl
olc2e(ccl[C@H](NC(=O)NC)clcceeel)ceee2
O([C@@H]1CC(C[C@@H](CI)C)C)C)clce(necl )CHN
S\1¢c2¢(N/C/1=C(\C(=0O)CSclInnnnl-clcccccl)/C#N)ccec2
S1(=0)(=0)C[C@H](INH+](O)[C@@H]2C[C@@H]|(CC[C@@H]
2C#N)C)CCl1
O=CIN(C[NH=+](C(c2ccccc2)c2ecccc2)C)C(=O)N[C@H]1CC(C)C
sInnc(C[NH+](C)C2CCOCC2)cINCC
O[C@@H]1CC[C@H](C[C@H]1CC1CCCCI)C
Icloc2ce(Br)enc2cl
Cl[C@@H]1C[C@@H](CC[C@@H]1C(Cclc2c(scl)ccecc2)(C)C)C
CIC(=0)Cclce(sc1C)-clcee(ccl)C(O)C

Clclsc(enl)C(CIH=0
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Decoy946
Decoy947
Decoy948
Decoy949
Decoy950
Decoy951
Decoy952
Decoy953
Decoy954

Decoy955
Decoy956
Decoy957

Decoy958
Decoy959

Decoy960

Decoy961
Decoy962
Decoy963
Decoy964
Decoy965
Decoy966
Decoy967
Decoy968
Decoy969

Decoy970

Decoy971
Decoy972
Decoy973

Decoy974

Clclnc(ne(C)c1C)CC

O=C(N[C@@](C(=0)[O-)(O)CICCHC=C
sle(nncINC(=0)C(=O)NC[C@@](O)(C)clcesc])C(C)(C)C
slee(ce)[C@@H]1C=2[C@H](OC(N)=C1C#N)N=NC=2C
Clclencecl C(O[C@H](C)cleec[nH+]c1)=0

Clelsnnc 1 COC(=0)C=1COc2¢(C=1)cc(Cl)cc2
Iclcecec1OCceloc([N+](=0)[O-])ccl
olc(cccl1CNcelone(nl)CICCH)[C@H]1C[C@@H]1C
S([C@H]1CCN(C)C1=0)clcce([nH+]c1)N
SH{C@@H](CINH+](C[C@@H]1C)C[C@@H]1 C[C@@H](CC[C
@@H]10)C)C

Clclnce(ccl)CN(C(=O)Nclec2oc(nc2ecl)C)C
S\1C=C(N/C/1=N\clccc(OCC)ccl)[C@@]1(OC(=0O)[C@]2(C1)C[
C@H](0C2=0)C)C

O=Cclnc2c(ccl)cccc2CHN

Clcleccec1 CCINH2+]Cclce2c([nH]c1C(=0)[O-])cc(cc2)C
Clcleee(cel)C(=0O)Nclcee(ccl)C(=O)N[C@@H](C)[C@@H]10c2
c(OCl)ccec2

slee(ncl [C@H]([NH3+])clcec(OC(F)(F)F)cel)C(C)C
S1C[C@](NC(=O)CC(F)(F)F)(CC1)C(=0)[O-]
O(C)clnce(N[C@H](CC(C)(C)c2cceec2)C)ecl
O=C(C(C(C)=C)(CCclnc(nc(n1)N)N)CCclnc(ne(nl)N)N)C
FC(F)(F)cInc(N2C[C@H]3[C@H](CC=CC3)C2)c(ccl)C#N
FC(F)(F)/C(/[O-])=N/[C@@H](CC)C#N
S(Cclnc(oclC)-clecc(ccl)C(=O)N[C@H](CC)C)clcee(ccl)C
Fclceeee 1 C(=0O)NC1=Nc2c(N=C(C)[C@@H]1clccc(F)ccl)ceec2
Clclee(NC(=O)N([O-D[C@H]2N(N)C(SC2(C)C)=S)ccclCl
O(C)clccc(ccl [N+](=0)[O-
DIC@@H]INc2c([C@H3[C@@H]1CC=C3)cc(OC)cc20C
S(=0)(=0)(C(CC)(CC)CNC(=0)C(=0O)Nclcc2e([nH]cc2)ccl)C
Clelcceecl-cloc(eel)[C@H]10c2nce(SC)nnc2-c2¢(N1)ceee2
Brelcec(N2N=C([C@H](C2)c2cccec2)c2scec2)cecel
SIC=C(N(CC(=O)NNC(=0)c2ccc(NS(=0)(=0)c3ccc(OCC)cc3)cc2
)C1=0)C
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Decoy975
Decoy976
Decoy977
Decoy978
Decoy979
Decoy980
Decoy981
Decoy982

Decoy983

Decoy984

Decoy985
Decoy986
Decoy987
Decoy988
Decoy989

Decoy990

Decoy991
Decoy992
Decoy993
Decoy994
Decoy995
Decoy996
Decoy997

Decoy998
Decoy999

Decoy1000

Decoy1001

Fcle(F)c(F)cecc1C(Ocleec(NC(OC)=0)ccl)=0
slce(nel)[C@H](NC)cl[nH+]cenlC
Fclcee(F)ccl-clne([nH]c1)[C@]([NH3+])(CCC)C
slce(nel-cleescl)C(=0O)N(C)C
Iclcee(ec1)C(=O)Nclsc(enl)Ccelcec(SC(F)F)ecl
S=C(Nclccc(Oc2ceeec2)ccl )NC(=0)C12CC3CC(C1)CC(C2)C3
Clclec(\N=C/2\S[C@H](CN\2)C)ccc1C#N

slencel [C@@H]1[NH2+][C@H](CCC)C(=0O)NC1
SI[C@H]([C@H]([N+](=0)[O-
DIC@H](C(C#N)=C1N)clccc(ccl)C)clecccecl
Fcleee(cel)C=1N=C(C)[C@@H](C=1)C(=O)NI1C[C@@H](C[C@
H](C1)C)C
FC(F)(F)COCclcc(oc1C(C)(C)C)C(=O)Nclec2oc3e(c2cecl)ecee3
nlcccccIN1[C@@H](C=C(C=Clclcccccl)cleccecl)eleceeel
Breleee(S[C@@H]2C[C@H](CC[C@@H]2C#N)C(CC)(C)C)ncl
S1(=0)(=0)N(CCCl)cleccec1CHCCCO
O=C(N[C@@]1(C[C@@H](CCCI1)C)C(=0)[O-])cIncc([O-])ncl
Oclc2c(ceel)[C@H]([C@H]1C(C2=0)=C([O-
DIC@@H]2[C@H])([C@H](INH+](C)C)C([O-
1)=C(C(=0)N)C2=0)[C@@H]10)C

O=C(NCcl[nH+]ccccl )N1CCC(=CCl)clccccecl
Brcle(n(ncl1C)CC=0)C

S1[C@H](C=CCI1=N)clscc(nl)C
S(=0)(=O)(N(CC(C)=C)CC)clc(n[nH]c1C)C

Clclnccecl C(FO)N[C@@H](C(C)C)C(OC)=0
S=C(N)c1c(C)c(nncINC1CCC(CC1)CC)C
Brclec(C)e(N2NCCCC2=0)ccl
Clclcc(N\C(=[NH+]\c2nc(cc(n2)N)[C@H]([C@@H](C(=0)C)C(O
CC)=0)C(=0O)C)\N)c(OC)ccl
Clcleec(cel)C=1[C@H](N=NC=1C)NC=1CC(CC(=0)C=1)(C)C
s1c2¢c(ccICNC(=O)N1CCS(=O0)[C@@H](C)[C@H]1C)cc(F)cc2
O[C@H]1C[C@H2[C@@H]([C@@H]3CC[C@H]([C@@H](CC
C(=0)[O-
DNO)[C@@]13C)CI(N=N1)C[C@@H]1C[C@H](O)CC[C@@]12C
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Decoy1002
Decoy1003

Decoy1004

Decoy1005

Decoy1006
Decoy1007

Decoy1008

sInc([O-])c2cInc(C)c(C)c2C
O(CCCC[C@](INH2+]C)(C(OCC)=0O)C)ccoceee
S(C[C@@H](0)COclcee(ccl)CHN)c1[nH+]e(Ce2cceec2)c([nH]1)
C
FC(F)(F)Oclccc(ccl)[C@H]I[NH+]2[C@H](C[C@H]([NH2+]C3
CC3)C1)cl[nH]c3c(c1C[C@H]2C(OC)=0)cccc3
O1CCCC[C@H]10[C@@H]/1CCCC\C\1=C\C(C)C
Clclecee(NC2=NN=C(SCc3ccc(F)cc3)N(CC=C)C2=0)c1C
S(=0)(CC[C@H](NC(=0O)[C@H](INH3+])Cclccc(O)ccl)C(=O)N
CC(=O)N[C@@H](Cclccc(F)cel)C(=O)N)C

S147



Table S3. Structures of the 700 Compounds (in SMILE format) from the Training set together with

their activities (1 or 0) for HO,-induced models.

Name Structure Activity
O1C(CO)C(0)C(OC20C(COC3OC(CO)C(0)C(0)C30)C(0)C(0C3
Lentinan OC(CO)C(O)C(OCA0C(COC50C(CO)C(O)C(0)C50)C(O)C(0Cs 1
OC(CO)C(0O)C(OC)C50)C40)C30)C20)C(O)CIC
| Clelee2sc(cc2ecl ) CC(=O)N[C@@H](CCC(=O)NCCCICC[NH+](C |
C1)Cclceeeel)C(OCCCCCC)=0
2 ol[n+]([O-])c(C)e(n] \C=[N+](/[O-D\C(C)(C)C 1
CHEMBL 1080631 O(CCCCCO)C(=O)[C@@H](NC(=0O)clcceecl )CCC(=O)NCCCIC .
C[NH+](CC1)Cclcccecl
CHEMBL1080813 slccecl C(=0)N[C@@H](CCC(=O)NCCCICC[NH+](CC1)Cclccce .
c1)C(OCCCCCC)=0
CHEMBL 1080814 Brclee(sc1)C(=O)N[C@@H](CCC(=O)NCCCICC[NH+](CC1)Ccl .
cceecl)C(OCCCCCC)=0
CHEMBL 1082081 O(CCCCCO)C(EO)[C@@H](NC(OC(O)(C)C)=0)CCC(=0)NCCCl .
CC[NH+](CC1)Cclcceecl
CHEMBL1099213  Clclccee(Cl)e I\C=C\C=10C(=0)C=C(OC)C=1COC 1
CHEMBLI1163570 Clclccce(ccl)-clne(SC)nncl-clcee(Cl)ecl 1
CHEMBL1163571 Clclece(ccl)-clnc(SCC)nncl-cleee(Cl)ecl 1
CHEMBLI1163577 Clclcec(ecl)-clnc(SCCCC)nnel-clece(Cl)ecl 1
CHEMBLI1163600 S(C)clnc(c(nnl)-clcceecl)-clccccecl 1
CHEMBLI1163601 S(CC)clnc(c(nnl)-cleccecl)-cleceecl 1
Ol[C@H](CO)[C@@H](O)[C@H](O)[C@@H](0)[C@@H]10[C
CHEMBL1214705 2@HICE=C(0e3((O)el- |
c4cc(0)c50c6c(C(=0)c5¢40)c(0)cc(0)c6)c(0)c3)C2=0)[C@H](O)
CC1
O1[C@H](CO)[C@@H](0)[C@H](0)[C@@H](0)[C@@H]10clc
CHEMBL1214706  2¢(Oc3c(c(O)c(- 1
c4cc(0)c50c6c(C(=0)c5¢40)c(0O)cc(0)c6H)c(0)e3)C2=0)c(O)ccl
Ol[C@H]([C@H](0)[C@@H](0)[C@H](O)[C@H]1CO)clc(O)c(c
CHEMBLI1214707  20c3c(cc(O)c(0)c3)C(=0)c2c10)- 1

clcc(0)c20c¢3¢(C(=0)c2c10)c(O)cc(0)c3
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CHEMBL127028
CHEMBLI13210

CHEMBL1428

CHEMBLI153
CHEMBL1629795
CHEMBL1629796

CHEMBL1688934

CHEMBL1782110

CHEMBL1782120

CHEMBL1782124

CHEMBL1938397
CHEMBL1938453
CHEMBL1938456
CHEMBL1938461
CHEMBL1938462
CHEMBL1938463
CHEMBL 1938466

CHEMBL1938467

CHEMBL1957559

CHEMBL1983100
CHEMBL2036258
CHEMBL2036259
CHEMBL2036262
CHEMBL2036263
CHEMBL2151787

Oclcc(cec1O)\C=C\C(=0O)CCclcceecl

[O-N\[N+](=C/clcccec] \C(C)(C)C
O(C(=0)C=1C(C(C(OCCOC)=0)=C(NC=1C)C)clecc(IN+](=O)[O-
Jecc)C(C)C

O1c2¢(CCCLH(C(=0)[0-DO)c(C)e(O)c(C)e2C
Clclec2Sc3c(N(NC(=O)CC[NH+](C)C)c2ccl)ceec3
Clclec2Sc3c(N(NC(=0)C[NH+]4CC[NH+](CC4)C)c2ccl)ccee3
O1C[C@H]2[C@H](CO[C@@H]2c2cc30CO0c3cc2)[C@H]1clec(O
)c(O)ccl

O1c2¢(OCl)ccle(-
c3¢(cc(0C)c(0C)c30C)C(=0)[C@@H](C)[C@H](O)[C@@H]10C
(=0)C)c20C

O1c2c(OCl)ccle(-
c3¢(cc(0OC)c(0OC)c30C)[C@H](OC(=O)\C(=C\O)\O)[C@@H](O)[C
@@H](C)[C@H]10C(=0)C)c20C

O1c2c¢(OCl)ccle(-
¢3¢(cc(0OC)c(0OC)c30C)C[C@H](C)[C@H](C)[C@H]10)c20C
Cle1cc2Sce3c(N(NC(=O)CC[NH+]4CC[NH+](CC4)C)c2ccl)ceee3
Cle1cc2Sc3c(N(NC(=O)C[NH+](C)C)c2ccl)ccec3
Clc1cc2N(NC(=O)C[NH+]3CCCCC3)c3c(Sc2ccl)ceec3
Clclec2Sce3c¢(N(NC(=0)C)c2ccl)ceee3
S1c2c(N(NC(=O)CC[NH+]3CCCC3)c3clccec3)cccc2
Clclec2Sc3c(N(NC(=O)CC[NH+]4CCCC4)c2ccl)ceee3
S1c2cc(OC)cce2N(NC(=0O)CC[NH+]2CC[NH+](CC2)C)c2clccec2
S1c2cc([N+](=0)[O-
1)ece2N(NC(=0O)CC[NH+]2CC[NH+](CC2)C)c2clccec2
O(C)clceecc\C=C\C(=0)[C@H]1CC[C@H]2[C@H]3[C@H](CC[
C@]120)[C@@]1(C(C[C@@H](O)CC1)=CC3)C
O=C(NCICCCCCI1)C[NH+]1CC[NH2+]CC1
S(C(=0)C)CCC(=O)NCCCNcl1c2CCCCc2[nH+]c2clccec?
SCCC(=O)NCCCNc1¢2CCCCc2[nH+]c2clccec2
Clelee2[nH+]e3c(CCCC3)e(NCCCCCCNC(=0)CCSC(=0)C)c2ccl
Clelee2[nH+]e3c(CCCC3)c(NCCCCCCNC(=0)CCS)c2ccl
Clclec2[nH+]c3¢c(CCCC3)c(NCCNC(=O)\C=C\c3cc(0)c(O)cc3)c2e
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CHEMBL2180482

CHEMBL2180483

CHEMBL2180484

CHEMBL218693

CHEMBL2312737

CHEMBL2331619

CHEMBL2333074

CHEMBL2336882
CHEMBL2336883
CHEMBL2337285
CHEMBL2337286
CHEMBL2337715
CHEMBL2337716
CHEMBL2337718

CHEMBL2376099

CHEMBL2391354
CHEMBL2391355
CHEMBL2391356
CHEMBL2391357
CHEMBL2391358
CHEMBL2391359
CHEMBL2391361
CHEMBL2391363
CHEMBL2391364
CHEMBL2391366
CHEMBL2391367

cl
O[C@@H]1C[C@@](C[C@@H]2CC=C3[C@H](CCCC3(C)O)[C
@@]12C)([C@@H](0)CO)C
O[C@@H]1C[C@@H]2[C@]3(C[C@@]1(C=C3)CO)[C@@H](O)
C[C@H]1[C@]2(CCCC1(C)C)C
O[C@]1(C[C@@H](O)[C@H2[C@](CCC[C@@]2(CO)C)O)[C@
@H]1CCC(C=C)=C)C
Ol[C@@H]2c3c([Ca@@]4([C@@H](C2)C(CCC4)(C)C)C1=0)c(0)
c(0O)c(c3)C(O)C
O1le2¢(c(0)e(0)c(O[C@@H]30[C@H](CO)[C@H](O)[C@H](O)[C
@H]30)c2)C(=0)C=Clclccc(O)cel
O1[C@]2(0)CCCC[C@]2(C)C(=CC1=0)clccocl
OC1=C2[C@](CCCC2(C)C)(c2c(c(C3=C4C=C(O)C(=0)C=C4[C@
@]4([C@@H](C3=0)C(CCC4)(C)C)C)c(0O)c(0)c2)C1=0)C
SCCNC(=[NH2+])NCC[NH3+]

SCCNC(=[NH2+])NCCC[NH3+]

SCCNC(=[NH2+])NCCCCCO
SCCNC(=[NH2+])NCCCOC(=0)c1cc(OC)c(0)c(OC)cl

olcceel [C@@H]1CC(=0)[C@]2(0)CCCC[C@]12C
olcceclC1=CC(=0)[C@]2(O)CCCC[C@]12C
olcc(ccl)C1=CC(=0)[C@@H]2CCCC[C@]12C
Oclce(ce2e([C@@]3([C@@H](CC2)C(CCC3)(C)C)C=0)c10)C(C)
C

O=C(NCICCCCCI1)C[NH+]1CC2[NH+](CCCC2)CCl1
O=C(NCICCCCCIC[NH+]1[C@H]2C[C@H](INH2+]C2)C1
O=C(NC(C)C)C[NH+]1CC[NH2+]CCl1
O=C(NCICCCCC1)C[NH+]1CCC[NH+](CC1)C
O=C(NCICCCCCIHC(INH+]1CC[NH+](CCI1)C1CCCcer)ce
O=C(N(C)CICCCCI1)C[NH+]1CC(INH+](CC1)CC)C
O=C(NC(CC)CC)C[NH+]1CCC[NH+](CCI)C
O=C(N1CC[NH+](CCI)CCC(=O)NCICCccCcehciccel
O=C(N(CCCC)CCC)C[NH+]1CC[NH2+]CC1
O=C(N1CC[NH+](CCI)CC(=O)NC(CC)CC)CC
O=C(N1CC[NH+](CCI1)CC(=O)NCI1CCCCCl)cC

G G U GHE G G O sy

[a—y
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CHEMBL2391369
CHEMBL2391381
CHEMBL2391540
CHEMBL2397172
CHEMBL2397175
CHEMBL2397177
CHEMBL2397178
CHEMBL2397179
CHEMBL2397181
CHEMBL2397182
CHEMBL2397184

CHEMBL2409143

CHEMBL2413094
CHEMBL2414564
CHEMBL2414566
CHEMBL2414569
CHEMBL2414571
CHEMBL2414572
CHEMBL2414573
CHEMBL2414575
CHEMBL2414577
CHEMBL2414578

CHEMBL2414579

CHEMBL2414582
CHEMBL2414583
CHEMBL2414584

CHEMBL252696

CHEMBL290916
CHEMBL38464

O=C(NCCCICCCCCCC1)C(INH+]ICC[NH2+]CC1)C
O=C(N1CCC[NH+](CCI1)CCC(=O)NC1Ccccceen)e
O=C(N(C)C1CCCCI)C[NH+]1CC[NH2+]CC1
Clclece(cecl)CCC(=0O)\C=C\clcc(O)c(O)ecl
O(C)clce(ceclO)CCC(=0)\C=C\clce(O)c(O)ccl
Oclcc(cec1O)\C=C\C(=0)CCCCclcccecl
O(C(=0)C)clee(cec1OC(=0)C)\C=C\C(=0)CCclcccecl
Clclece(cecl)CCC(=0)\C=C\c1cc(OC(=0)C)c(OC(=0)C)ccl
O(C(=0)C)clce(cec10C(=0)C)\C=C\C(=0)CCclcecc(OC)cc10C
O(C(=0)C)clece(cec10C(=0)C)\C=C\C(=0)CCclcc(OC)c(O)ccl
O(C(=0)C)clee(cec10C(=0)C)\C=C\C(=0)CCCCclccceel
O=CINC2=C(C=C1)[C@@]1(INH3+])C[C@@H](C[C@@H](C2)[
C@H]1C=C)C

S(=0)(=O)(NCclcccecl )\C=C\clce(O)c(O)ecl
S(=0)(=0)(NCCclcccecl )\C=C\clce(O)c(O)ccl
S(=0)(=O)(NCCCCclccceccl )\C=C\clcc(O)c(O)ecl
S(=0)(=0)(NCclccc(F)ccl )\C=C\clcc(O)c(O)ecl
S(=0)(=0)(NCclccc(OC)cc1 )\C=C\clce(O)c(O)ccl
Clcleee(ccl)CCNS(=0)(=0)\C=C\clcc(O)c(O)ccl
S(=0)(=0)(N(CCclcccecl)C)\C=C\clce(O)c(O)ccl
S(=0)(=0)(NCCclcccecl )\C=C\clcc(OC(=0)C)c(OC(=0)C)ccl
S(=0)(=O0)(NCCCCclccceccl \C=C\c1cc(OC(=0)C)c(OC(=0)C)ccl
Clclcee(cel)CNS(=0)(=0)\C=C\c1cc(OC(=0)C)c(OC(=0)C)ccl
S(=0)(=O)(NCclccc(ecl)C(F)(F)F)\C=C\c1cc(OC(=0)C)c(OC(=0)
C)ccl

S(=0)(=0)(NCclccec(OC)ccl )\C=C\c1cc(OC(=0)C)c(OC(=0)C)ccl
Clcleee(ccl)CCNS(=0)(=0)\C=C\c1cc(OC(=0)C)c(OC(=0)C)ccl
S(=0)(=O)(N(CCclcceceel)C)\C=C\c1ec(OC(=0)C)c(OC(=0)C)ccl
OC[C@H](NC(=0)[C@@H](NC(=O)[C@H]IN(CCC1)C(=0)[C@
@H](NC(=0)[C@@H]([NH3+])CC(=O)N[O-
DOCO)O)CEON[C@@H]([C@H](CC)C)C(=O)NICCC[C@H]I
CEON[C@@H](CCC(=O0)N)C(=O)N[O-]
O=CIN(N=C(C1)C)clcccccl
Olc2cc(cec20C(CO)Clelec(OC)e(0)ecl)C=10c2c(C(=0)C=10)c(
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CHEMBL443973
CHEMBLA450611
CHEMBLA451743
CHEMBL452007
CHEMBL453572
CHEMBL455640

CHEMBL456967

CHEMBL461076
CHEMBLA461077

CHEMBL468000

CHEMBL468001

CHEMBL482408

CHEMBLA487805

CHEMBL493072
CHEMBL493073
CHEMBL493279

CHEMBLA494097

CHEMBL494100
CHEMBLS50
CHEMBLS502
CHEMBLS505597
CHEMBL509467
CHEMBLS510656
CHEMBLS512226
CHEMBLS512565

CHEMBLS513161

CHEMBLS538371

0O)cc(0)c2

sInc(nc I\C=[N+](/[O-)D\C1CCCCCl1)-clccececl
O(C(=O)C=1C(C(CH#N)=C(NC=1C)N)clcenccl)CC
O=C1C2=C(NC(N)=C(C#N)C2c2ccncc2)CC(C1)(C)C
O(C)cleee(cel)C1C2=C(NC(N)=C1C#N)CC(CC2=0)(C)C
Fclcee(cel)C1C2=C(NC(N)=C1C#N)CC(CC2=0)(C)C
O=C1C2=C(NC(N)=C(C#N)C2c2ccccc2)CC(C1)(C)C
O(C1Cc2¢(cc(0C)c(0OC)c2)C1=0)clcce(ccl)C(=0)CC[NH+](CC)C
C

Fcleee(cel)C1C(C(OCC)=0)=C(NC(N)=CIC#N)C
FC(F)(F)clceccc1C1C(C(OCC)=0)=C(NC(N)=CIC#N)C
Fclcee(cel)C1C2=C(Nc3[nH+]c4c(CCCC4)c(N)c13)CC(CC2=0)(C
)C
O(C)cleee(cel)C1C2=C(Nc3[nH+]c4c(CCCC4)c(N)c13)CC(CC2=0
NOC

[O-\[N+](=C/c1nc(C)c(nc1 C)C)\C(C)(C)C
O1c2c(c(0O)c(O)c(O[C@@H]30[C@H](C(=0)[O-
DIC@@H](0O)[C@H](O)[C@H]30)c2)C(=0)C=Clclccc(O)ccel
sInc(nc I\C=[N+](/[O-])\Cclcceeel)-cleceeed
Clclcee(eel)-clIne(sn1 )\C=[N+](/[O-D\C(C)(C)C

sInc(nc I\C=[N+](/[O-D\C(C)(C)C)-cleceec(OC)ccl
sInc(nc1\C=[N+](/[O-)\C(C)(C)C)-
clec(C(CYC)O)c(O)c(c)C(C)(C)C

ol[n+]([O-])c2ce(cee2n1 \C=[N+](/[O-D\C(C)(C)C
O1c2¢(C(=0)C(0)=Clclecc(0O)c(O)ccl)e(O)ce(0)c2
O(C)clec2e(CC(CC3CCINH+](CC3)Cc3ceccec3)C2=0)ccl1O0C
sInc(ncl-clccecec] )\C=[N+](/[O-D\C(C)(C)C
O(C(=0)C=1C(C(CHN)=C(NC=1C)N)clccc(ccl)-clceeecl)CC
O(C)cleee(cecl)CIC(C(OCC)=0)=C(NC(N)=C1C#N)C
OCI=C2[C@](CCCC2(C)C)(c2c(cc(0)c(0)c2)C1=0)C
O(C(=0)C=1C(C(CHN)=C(NC=1C)N)clccc(ccl)C)CC
O=C1C2=C(Nc3[nH+]c4c(CCCC4)c(N)c3C2c2ccc(cc2)C)CC(C)(C
)C

O1c2c¢(OCl)ccle(-
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CHEMBLS553164

CHEMBLS559796

CHEMBL561908

CHEMBLS566961

CHEMBLS567663

CHEMBLS570886

CHEMBLS571128

CHEMBLS571588

CHEMBL571723

CHEMBLS571752

CHEMBLS571753

CHEMBLS571975

CHEMBLS572707

CHEMBLS572941

CHEMBLS574682

CHEMBLS575787

CHEMBL600

c3¢(cc(0OC)c(0OC)c300)[C@H](C(=O))\C(=C\C)\O)[C@H](O)[C@@
H](C)[C@H]10C(=0)CC)c20C
O(C)clcee(cc])[C@H](O)[C@w@H](O)C

O1c2c¢(OCl)ccle(-
c3¢(cc(0C)c(0C)c30C)C[C@@H](C)[C@@H](C)[C@H]10C(=0)
C)c20C
Ol[C@I2([C@@]3(CCI=0)[C@](0)(CC)[C@@]1(COC(=0)[C@
@J1(O)[C@H]30)C)C
O1[C@@H](COCCOCc2cc(0)c3c(OC(=CC3=0)c3cc(0)c(O)cc3)c2)[
C@H](0)[C@@H](O)[C@H](O)C10
Fclcee(eel)[C@H]1OCC2(INH+]1[C@@H](OC2)clece(F)ccl)CO
Olc2cc(cec20C(CO)Clelec(OC)e(OCC=C)ccl)C=10c2c(C(=0)C=
10)c(O)cc(OCC=C)c2
Olc2cc(ccc20C(CO)Clelec(OC)c(OC\C=C(\C)/C)ccl)C=10c2c(C(
=0)C=10)c(0O)cc(OC\C=C(\C)/C)c2
Clclee(Cl)cecINC(=0)COclcec(cc10C)C10c2cc(ccc20C1CO)C=1
0c2c(C(=0)C=10)c(O)cc(OCC(=0O)Nclcee(Cl)cclCl)c2
Olc2cc(cec20C(CO)Clelec(OC)ec(OCC(=O)N2CCCC2)ccl)C=10c
2¢(C(=0)C=10)c(0)cc(OCC(=0)N1CCCCl)c2
Olc2cc(cec20C(CO)Clelec(OC)e(0)ecl)C=10c2c(C(=0)C=10)c(
0)cc(OCC(=O)N(CC)CC)c2
O1lc2cc(ccc20C(CO)Clelec(OC)e(OCCC=C)ccl)C=10c2¢(C(=0)C
=10)c(0)cc(OCCC=C)c2
Clelce(ceel)C(OCC10c2¢(0OC1clec(OC)e(O)ecl)ec(ec2)C=10c2¢(
C(=0)C=10)c(0)cc(0)c2)=0
O1[C@@H](COCCOCc2cc(0)c3c(OC(=C(OC)C3=0)c3cc(O)c(O)ce
3)c2)[C@H](0)[C@@H](O)[C@H](O)C10
O1[C@@H](COC(=0)COc2cc(0)c3c(OC(=C(0C)C3=0)c3cc(O)c(
0)ce3)c2)[C@H](0)[C@@H](O)[C@H](O)C10
O1[C@@H](CO)[C@H](0)[C@@H](O)[C@H](O)C10c1cc(O)c2c(
OC(=C(0C)C2=0)c2cc(0O)c(O)cc2)cl
O1[C@@H](COC(=0)COc2cc(0)c3c(OC(=CC3=0)c3cc(0)c(O)ce3
)c2)[C@H](O)[C@@H](O)[C@H](0)C10
SCIC@H](NC(=0)C)C(=0)[O-]
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Decoy001
Decoy002

Decoy003
Decoy004
Decoy005
Decoy006

Decoy007

Decoy008
Decoy009
Decoy010

Decoy011
Decoy012

Decoy013

Decoy014

Decoy015

Decoy016

Decoy017
Decoy018
Decoy019
Decoy020
Decoy021

Decoy022

Decoy023
Decoy024

slc(nnel S[C@H](C(=0O)Nclcee(F)c(F)clF)C)N
O(Cclcceeel)C[C@](O)([C@H](OCclecceel)[C@@H](OCcleccce
D[C@H](OCclecccecl)C=C)C=C

Br[C@H](CDH[N+](=0)[O-]
O(C(=O)N1[C@@H]2CC=CC[C@]12C)C
S=C=NC(=0)[C@H]1CCOCl1

Fcl1c2C=C(C#N)C(Oc2cccl)=0
P(OCCCC)(OCCCC)(=0)C(NCC[NH2+]C(P(OCCCC)(OCCCe)=0
OO

[NH2+]1CCN(CCl)clec2ce(ccl)cenc2

nlc(CC#N)c(C)e(nclC)CC

olnc(ccl[C@@H](C#N)C)CICC1
S1(=0)(=0)N(CC=C)C(C(=0)c2ccccc2)=C(OC(=0O)c2ccc([N+](=0)
[O-])cc2)c2clecec2
O(C)clec(O[C@H]([C@@H](INH3+])C)c2cc(cec2)C)ccecl
Clclcce(ceel)[C@H]1 [C@@H]2C(=CC[C@@H](C2)C)C(C#N)=C(][
NH3+])C1(C#N)C#N
S([C@H](C(=O)NC(=O)NC12CC3CC(C1)CC(C2)C3)O)[C@@H]([
C@H](0)O)C

S\I[C@](CS/C/1=N\C(C)C)(\C=N\O)C

O=C([O-
)CCC=1C2=[NH+]C(=Cc3[nH]c(C=C4[NH+]=C(C=c5[nH]c(=C2)c
(C)c5SCCC(=0)[0-])C(C)=C4CCC(=0)[O-])c(C)ec3CCC(=0)[O-
DC=1C

Clcle(ceeclCl)-cloc(ccl)C[NH2+]CCO
O1[C@H](CC[C@]120[C@@H](OC)CC2)C
Br[C@H](\C(=N\OC(=O)clcccccl)\cleececl)elcccecel
slcc(nc1CCCC)CS(=0)[C@@H](C)clonc(nl)CCCC
FC(F)(F)clocc(c1)[C@H]10C=CC1=N
O1[C@@H]([C@H](N=[N+]=IN-
DCOCEO)C(O)CO)O)[C@@H](OC=O)C(CYC)O)[C@H](OC(=0)
COO)O)C@@H]IOC(=0)C(C)(O)C
Clclece(ceel)[C@H](O)clnenccl
Brclece(S(=0)(=O)N[C@@H]2CCCCC[C@H]2[NH3+])ccl

S O o o O
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Decoy025
Decoy026
Decoy027
Decoy028
Decoy029
Decoy030
Decoy031
Decoy032
Decoy033
Decoy034
Decoy035
Decoy036
Decoy037

Decoy038

Decoy039

Decoy040
Decoy041

Decoy042

Decoy043
Decoy044
Decoy045
Decoy046

Decoy047

Decoy048
Decoy049
Decoy050

Decoy051

Decoy052

Fcleece(N(C)C)e(C#N)c1C=0
S=C(Nclccc(OCC)ccl)NCclcececcC[NH+](C(C)C)C
CICC1=C2C[C@H](CCC2=NNCI1=0)C
Brelece(ce(Br)cINC(=[NH2+])C1CCCC1)C
slc(C)e(ncl[C@H]1¢2¢(OC1)c(0c2)C=0)C
O(C(=O)CI(CCCCI)CNC(=0O)C1(CCC1)CHN)C
nlnn(c2clccec2)C=C=C
O=C(NC(C)C)clcccccINC(=0O)CNclcece(ceel)CHC
CIC(CI)(CD)/C(=[NH+]/P(=S)(Nclcccecl)Ncleeeeel)/Nelceececel
O(Cclccccel)clne(cc(-c2ceeec2)c1C#N)-clcccecl
Iclcec(ce)[C@H]([INH3+])clcc(oclC)C
slc(ceclCnleencl)CHCCO
OCIC[NH+](C[NH+](CDHC(C)(C)O)C(C)(C)C
O1[C@@H](\C=C\C(=C\[C@@H](C\C=C\C(=C\[C@@H](C(=0)[
C@H]([C@H](O)[C@H](C\C(=C\C(=0)[O-
PC)C)C)ONC)CON\CO)[C@H](C=CC1=0)C
Brclcee(Ne2nenc(NC3CC([NH2+]C(C3)(C)C)(C)C)e2[N+](=0)[O-
Decl

Oclce(cecl)C(=O)NNC(=0O)[C@@H]1C[C@H]1clccceclC
Clelnne(nl[C@@H](C)[C@@H]10CCC1)C1CC1

Clelee(ce(Cl)c 10CCCCCC)C(=0)C=1C(C)=C(C#N)C(=O)N(CCC
OC(C)O)C=1[0O-]

slce(nel-clneceecl)CHEN

N(N1C=C(CC=CIC#N)CC)(C)C

slceecl [C@@H](N(C(=O)clocecl)C)CH#N
Clecloc(cel)C[C@@H]1CCS(=0)(=0)CCI1=0
O(\N=C\1/C[C@@H]2CC[C@@]/1(C)C2(C)C)Cclccc(cel)-
clcceec1CHN

S1[C@@H](C)C(=CC1=N)c1n(C)c(nc1C)C

slc(encl CCN/C(=[NH+\[C@@H](C)clscccl)/NC(C)C)CC
S(=0)(=O)(CC[NH+](CC(OC)=0)CICClI)clecc(cecl)C(C)(C)C
FC(F)(F)[C@@]1(O)N2NC(=CC2=[NH+][C@](O)(C1)C(F)(F)F)cl
cceecel

O=C(clcc(n2cl-clc(C=C2)ccccl)C(=0)clcececl)cleccecd

S O O O O O o o o o o o o

oS o o O
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Decoy053
Decoy054

Decoy055
Decoy056
Decoy057
Decoy058

Decoy059

Decoy060
Decoy061
Decoy062

Decoy063

Decoy064
Decoy065
Decoy066
Decoy067

Decoy068

Decoy069

Decoy070

Decoy071

Decoy072

Decoy073
Decoy074
Decoy075

Decoy076

Decoy077
Decoy078

CIC(C)(CH[C@@H](O)N1CCCC1=0
S1[C@H]2C(=NC(=NC2=0)C[NH+]2C[C@@H](C[C@H](C2)C)C
)C=C1

Clcleece(Cl)el [C@@H](INH2+]CC(C)C)C(=0)[O-]
sle(C)e(ncl[C@]1(INH2+]C)CCCOCI)C
O=C(N[C@H](CCC(C)C)C)clecc([nH+]ccl)N(C)C

slceeel [C@@H]1CC(=0)c2¢([nH]nc2)C1
olc(ceclC(cloc(ccl)-clec([N+](=0)[O-])cccl)cloc(ccl)-
clce([N+](=0)[O-])cccl)-clec([N+](=0)[O-])cccl
FC(F)Oclccece(ccl)CNC(=O)NC[C@@H]1C[C@H](O)CCC1
Iclcec(ce)[C@H]([INH3+])c1cc2NC(=0)COc2ccl
CICC#Cclce(OCc2cnoc2)encl
Clclee2nce(cec2ecl)CCelec(cec])[C@H](SCC1(CC1)CC(=0)[O-
DCCcleceecec1C(O)(C)C
Brcleec(OC\C=N\NC(=[NH2+])c2ccccc20CC)ccl
O(C)clcee(ccl)C[C@@H](INH2+]Cclen(ncl)C)C
Brelcc2c(ne(nc2-c2ccccc2)NCe2ccc[nH+]c2)ccl
Clclcc(ceel)CN/C(=[NH+]/CC=C)/NCC1(SC)CCOCC1
Oclc2c(ceel)C([C@@H]1C(=C(O-
DIC@@]3(O)[C@H]([C@@H](INH+](C)C)C(=0)/C(=C(/[O-
D\N)/C3=0)[C@@H]10)C2=0)=C
O1CCCC[C@H]1CO[C@H]1COCC[C@@H]1[NH2+]CCC
S(CCCOclcee(ccl)CHN)cl [nH+]cc[nH]1
S(EO)([C@H]10[C@@H]2[C@H](O[C@H](OC2)c2ccecc2)[C@@
H](OCc2ccc(OC)cc2)[Ca@wH]10Cclcec(OC)ccl)eleee(ccl)C
olccecl1C(Oclcec(eel)C(=0)COC(=0)clece(N2C(=0)[C@@H]3[C
@H]([C@@H]4C=C[C@H]3C4)C2=0)ccl)=0
Cl[C@@H](C)cloc(cc)C(=O)N[C@H](C(OC)=0)C
01c2CC[C@@H](Cc2nc1C=0)C
[NH+](C[C@]([INH3+])(C#N)clcceeel)(C)CICCC(CCI)CC
S=C(N)[N-]\N=C/1\c2c(oc(C(=O)NNC(=O)c3ccc([N+](=O)[O-
1)ec3)c2C)CCC\

O=C(C)clen(nclC)C(C)(O)C
S(=0)(=0)(C)clc2nc(n(c2cecl)C(C)C)C
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Decoy079
Decoy080
Decoy081
Decoy082
Decoy083
Decoy084
Decoy085
Decoy086
Decoy087
Decoy088

Decoy089

Decoy090
Decoy091

Decoy092

Decoy093

Decoy094
Decoy095
Decoy096

Decoy097

Decoy098
Decoy099
Decoy100
Decoy101

Decoy102
Decoy103

BrC(CNC(=0O)Nclcc(cec1CHC(=O)NC)=C
FC(F)(F)COclceececc1OCC(OC[C@H]10CCCC1)=0
S1(=0)(=0)NC[C@]23[C@H]1C[C@H](CC2)C3(C)C
Brclee([nH]c1)C(=O)NN\C=C(\C#N)/C#N
S(clcccec1C#N)clccececc C(OCC(=O)N[C@@H](COC)C)=0
FC(F)(F)[C@H]1c2¢(COCI)c[nH]c2C=0
0lc(ccc1CN(C(=0)C[NH2+]C(C)C)O)[C@@H]1C[C@H]1C
S=C(NC(C)(C)O)[N-INC(=0O)\C=C\clnc2c(ccl)ccee2
Brclcee2ne(sc2cecl)-cInc([nH]c1)CI([NH3+])CCC1
S1C[C@@H](CCI)C(=0)Nclcce(ccl)CHN

[S-
JC=1[NH+]=C(C[C@H](INH+]=1)c1cc20COc2cc1)C12CC3CC(C1
)CC(C2)C3
O(clcee(cecl)C(OC)=0)clnc(Oc2ecc(cc2)C(OC)=0)nc(Oc2cee(cc?)
C(OC)=0O)nl

olnc(ncl[C@@H]([NH3+])CICCCCC1)CICCCC1
Oclc2e([C@@H]3[C@H]([C@@H]4CC[C@H](O)[C@]4(CC3)C)
CC2)c(-[nt]2c3nc[nH]c3c(nc2)N)ccl1[O-]
slceecl/C(=N/NI1C[NH+](P(N=CIN)Nc1[nH]ncnl)[C@@H](C(=0)
[0-DC)/C
S(C)clecc(eel)[C@@H](INC(=O)N[C@@H]1CCCCNC1=0)C
Clcleee(NC(=0)CCC(=0)CCC(=0)c2scec2)ccl C(=0)N(C)C
S1/C(=C\C=C\c2occc2)/C(=O)[N-]C1=S
Clelce(Ne2[nH+]enc(Ne3cee(OC)ee3)e2N)c(cel [C@@H](C#N)clc
cc(Cleel)C
O(C(=O)O)CI[C@@H](OC(=0)C(CYC)O)C@H](OC(=O)C(C)(C)
C)C(OC(FO)O)[C@HJ(OC(=0)C(CHO)OC@H]10C(=0)C(C)(C)
C

S=C(N)clcc2CCCc2nclO[C@H](CC(C)C)C
slc2c(nenc2SCe2cccec2)c2ce3c(CCC3)c(ncl2)C(C)C

Oclccccc \C=N\[C@H]([C@@H](\[NH+]=C\clcccec1O)cleeeec1O
)clceeeelO

Fclecceel [C@](Neleee(OC)ecel)(CO)C
O=CI1C=C(NC(=C1)O)[C@@H]1[NH+](CCC1)C(C)C
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Decoy104
Decoy105
Decoy106

Decoy107

Decoy108
Decoy109

Decoy110

Decoyl11

Decoyl112

Decoyl113

Decoyl14
Decoyl15
Decoyl16
Decoyl117
Decoy118
Decoyl119
Decoy120
Decoyl21
Decoy122
Decoyl123
Decoy124
Decoy125
Decoy126
Decoy127
Decoy128

Decoy129

Decoy130

slee(nel [C@@H](OCC)C)CINH+]([C@H](C(OC)=0)clcccecclF)C
CIC(CI)(CH[C@@H](P(OCC)(OCC)=0O)NS(=0)(=O)N(C)C
slcee(C)elC[C@@]1(NC(=NC1=0)N)clccc(OC)ccl
Olc2[nH]nc(c2[C@H](C(C#N)=C1[NH3+])clccc(N(CC)CC)ccl)-
clcee(ecl)CC(C)C
O=CIN(CC=C)C(=0O)NC(=0)C1(CCclnccccl)CCclnccccl
s1c(C[NH3+])e(ncIN(CC1CCCCCI1)C)C1CC1
O(CCCC)cleec(cel)/C(=N\O)/CCCCCCC\C(=N\O)\clecec(OCCC)cc
1
OIN=C([C@@H]2C[C@H]3[C@H]4[C@@H](CC[C@]3(C)[C@]1
2/C(=N/OC(=0)C)/O)[C@@]1(C(C[C@@H](OC(=0)C)CC1)=CC4
)C)C(OC)=0
Clcleec(OP(Oc2cecc(Cl)ec2)(=O)N2CCN(CC2)c2cce([N+](=0)[O-
Dee2)ecl
Clelee(ceel)[C@@H]IN[C@@H](CC=2[C@H]1[NH+]=C1C=2C=
CC=C1)C(0C)=0
S(CC(=0O)NCclocccl)C=1NC(=0O)C(NC(=0)c2occc2)=C(N=I1)N
S(=0)(=O)(\N=C(\N)/N)clccc(NC(=S)NC(=0O)c2ccncc2)ccl
S1c2n(C=C1C[NH3+])c(nc2)Cclocccl

Ic1[nH+]ccec1C(=0)[O-]
O=CIN(c2c(cc(ce2)[Cw@H](0)C(C)C)[C@H]1C)C

olccccl CINH2+][C@@H](C#N)cleecc(OCC)cecl
O(C(OO)[C@@H](INH2+][C@H](C)clc(ce(ne1C)C)C)C)C
S=CIN(C=N[N-]1)clec(OCC)c(OCC)ccl
olnc(cc1C)C[NH+]1C[C@@](CC1)(CCC)C(=0)[O-]
Brelnee(OC)ncl

0lc(C)e(cc1O)[C@@H](N=C=0)C
Brelcec(ceel)[C@H]([INH2+][C@@H]1CCc2clccec20)C
Brclcee(Br)cc INC(=0)[C@@]1(CC[NH2+]C1)C
slc2n(nc(c2cc1C(=O)N(C)CICC1)C)C
S1c¢2n(N=C1C1CCl)c(nn2)-clecescl
O1[C@H2[C@H](OC[C@@H]2NC(=0)Nc2c3c(cec2)ccee3)[C@
@H](Nc2nc(cen2)-c2ccc([NH+](C)C)ec2)C1
FC(F)(C(F)(F)C(F)(F)C(F)(F)F)C(F)(F)C(F)(F)[ C@H](\C=N\Nclcc
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Decoyl131
Decoy132
Decoy133
Decoy134

Decoy135
Decoy136
Decoy137

Decoy138
Decoy139

Decoy140

Decoyl41

Decoy142

Decoy143
Decoy144
Decoy145

Decoy146
Decoy147
Decoy148
Decoy149

Decoy150

Decoyl51

Decoy152

¢([N+](=O)[O-])ecl [N+](=O)[O-NCC
Brelcec(eel)[C@H]1[NH+]=C([O-])c2c3CC[C@H](Cc3sc2N1)C
Clelsnnc1C[NH+]1CCC[NH+]2[C@H](CCC2)C1
Fclc(N[N-]C(=O)NCCC(F)(F)F)c(F)c(F)[nH+]c1F
Brelsc(ccl)C[NH+]([C@H](C(=O)NC(=O)N)clcccecl)C
FC(F)(F)C[NH+]1C[C@@H](CCI)CN/C(=[NH+]\C1CC1)/NCCI1C
CCCCl1

slccecl [C@H](NC(=O)Nclccee(ccl)CH#N)CCO

O=C([O-
DIC@@H](C[NH2+][C@H](C)C12CC3CC(C1)CC(C2)C3)C
S=C=NCclnc(nccl)C

Fcleccecl [C@H]1O[C@H]2N=CC=C2NCl1
O(clc(Oc2ec(CH#N)e(cc2)CHN)ccec1Oclec(C#N)e(ccl)C#N)elee(C
#N)c(ccl)CH#N

Fclcee(cel)-cle(CO[C@H]20[C@@H](C(=0)[O-
DIC@@H](0)[C@@H](0)[C@@H]20)c([nH+]c(C(C)C)e NC=C\[
C@@H](0)C[C@@H](0)CC(=0)[O-NC(CO)C
Ol[C@@H](O)[C@@H](0)[C@@H](O)[C@@H](0)[C@@H]INc
lee(N[C@H]20[C@@H](O)[C@@H](0)[C@@H](0)[C@H]20)cc
clC

Fclee2n(CCC#N)ce(nc2cecl)C([NH3+])(C)C
Brelcc(OCCO\N=C/2\c3c(-c4c\2ccecd)ccee3)eccl
O=C(N[C@@H](C(=O)NC(C)(C)C)C)CCclec2cc(cec2[nH]cl)C
S(=0)(=O)(C(S(=0)(=0)CCCC)=C(Nclccc(OCCCC)ccl)Nceleee(O
CCCC)ccl)CCCC

olccccl1 C[NH2+]Ccelccee(ncl)-nlneecl
O=C(N([C@H](C(=O)NCCCC)clccc(N(C)C)ecl)CCCCCC)elee([N
+](F0)O-Dec(INF](=O0)[O-])cl
S=C(N)[N-]\N=C(\clccc(N(C)C)ccl)/clccc(N(C)C)ccl

slee(nc INCC=C)[C@]1(OC(=0O)[C@@]2(C1)C[C@H](0C2=0)CO
CC(O)O)C
S1c¢2n(nc(n2)C)C(O)=C1[C@@H]([NH+]1CCC2(OCCO2)CCl)clc
cc(ccl)C(O)C

Brcle(n(ncl C(F)(F)F)[C@@H](C(=O)N[C@H](C(=O)N(CC=C)CC
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Decoyl153

Decoy154

Decoyl155
Decoy156

Decoy157
Decoy158

Decoy159

Decoy160

Decoyl61
Decoy162
Decoy163

Decoy164

Decoy165

Decoy166

Decoy167

Decoy168
Decoy169
Decoy170

Decoyl171

Decoy172
Decoy173

Decoy174

=C)C)C)C
S(CC(C)=C)C1=NC(=0)[C@H]2C(=N1)clc(C[C@]2(CC)C2CCCC
C2)ccccl
O([C@H]([C@H](C\C=C\C=C)O)[C@H](N(C(=0)[C@@H](NC(=
0)[C@@H]([INH2+]C)CC(C)C)C(C)C)C)C(=O)CCCCCCO)C(=0)C
slcnnel1SCclec(necl)/C(=N\O)/N
Clelsc(S(=0)(=O)N(CCCOCC)CC(F)(F)F)enl
O(C)clcee(ccl)C(=0)[C@H](CCCC[C@@H](C(=0)clcec(OC)ccl)
C[NH2+]C(C)(C)C)C[NH2+]C(C)(C)C
olc2[C@@H]3[C@H](OCc2cc1C=0)CCC3
Oclcee(ccl)[C@@H]INc2e([C@@H]3[C@@H]1CC=C3)cc(cc2)C(
=0)NCC[NH+](CC)CC
Clclec2e([nH+]cc(C(=O)NNC(=0)C3=CNc4c(cccc4C(F)(F)F)C3=0
)c2N)cel

Fcleee(N2CCN(CC2)C(=0)[C@@H]20CCC2)ccl
[nH]1cc(ncl)-clcecc(NCe2cceec2CC)cecl
01nc(C)c(C(=0)NC[C@H](OC)C(C)(C)C)c1C
F[C@@12[C@H]([C@@H]3C[C@@H](C)[C@](OC(=0)CCCCC)
(C(=0)COC(=0)CCCCO)[C@3(C[C@@H]10C(=0)CCccco)O)C
CC1=CC(=0)C=C[C@@]12C

slcc(ecl)-clne(C)e(ccl)C(=O)NC
S(=0)(=0)(N(OC)C)clee(ceel)C(=O)N[C@@H](CC)clcec(OC)ccl
O=C1[C@@H](O)[C@H](INH2+][C@H]([C@H]1C)clccc(N(C)C)
ccl)cleece(N(C)C)ecl
CICclnc([nH]cl)[C@H]1[C@H]20[C@@H](C1)CC2
Brelcc(N)c2once(c2cl)CC(=O)NCC=C
O=C(Nclccce(ccl)[C@H](NC(=O)N[C@H](C(C)C)C)O)CICCl
O(O)[C@@H][C@@]2(0)C[C@@H3[C@@H]([C@@](O)[C@
@H]J4[C@H]5[NH+](C[C@]6([C@H]([C@@]35[C@@H](OC)C[C
@H]60)[C@H]40C)COC)CO)[C@H]10)[C@H]20
S(CC(=O)N(CO)CICCCCI)cl[nH]nc(n1)C
Clelnc(c2C[C@H](Oc2n1)C)C

Clclcee(ecl[N+](=0)[O-
DIC@H]1C2C(N=C(C)C1C(OCCOC)=0)=C[C@H](C)[C@H](C(O
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Decoy175

Decoy176

Decoyl177

Decoy178
Decoy179

Decoy180

Decoy181
Decoy182
Decoy183

Decoy184

Decoy185
Decoy186
Decoy187

Decoy188
Decoy189

Decoy190
Decoy191
Decoy192
Decoy193
Decoy194

Decoy195
Decoy196
Decoy197
Decoy198

C)=0)C2=0

CIC(CI)(CHC(=O)Ncleee(ncl )NC(CO)(C)C

O(CCNC=1[N-
JC2=NNC(=[NH2+])C2=C2C=1C[NH+](CC2)C1CCCCC1)CCO
O=CIN(N=C(C=C1)C(=O)N[C@@H](CC(OC)=0)clccc(ccl)C(C)
o) ccC

slececcl [C@@H]([NH2+]Cclen[nH]c1C)C1CCCC1
slcenc1Ocleec(OC(=0)CCOCC(F)(F)F)ccl
OC/1=Nc2c(cccc2)\C\I=N\NC(=0)COC[C@H](O)N\N=C/1\c2¢c(N=
C\10)ccec2

Oclcccccl [C@H](INC(=O)N[C@H](C(C)C)clncceel)CC
01c2C[C@H](CCc2c2c1CC[NH+](C2)C)CO
Brclcecec(C[NH2+]CC)cl1O[C@@H](C(=O)N[C@H](CC)C)C
O=C(\N=C(\Nclccc(ccl)C(C)C)/NCCC=1C[NH+]=C2C=1C=CC=C
2)clcecc(NC(=0)C)ccl

Clclcee([N+](=0)[O-

Decl [C@H](N(C(=0)c1c(O)cecec1O)Cceloceel)C(=O)NC(C)(C)C
Clclccec(F)eI\C=N/nlc(nncl1C)C
O(CCO)clec(cec10CC)-cle-2n(CCe3ec(OCC)c(OCC)cce-
23)c2clec(OCCHC)cle2cecececl
S=CIN([C@H](CC(C)C)C[NH+](C)C)C(=N[N-]1)C(C)C
Brelec(oc1Br)[C@H](NICCCCCCCI)C[NH3+]
S(=0)(=O)(N[C@]1(C2=C(NC1=0)N(C)C(=O)NC2=0)C(F)(F)F)cl
ccc(N)cel

O=C([O-)[C@@H](CN(CC)cIn[nH+]cc2clccec2)C
sInc(C(=O)N)c(N)c1C(=O)N([C@@H](C(=O)NC[C@H]10CCCl)
C)clece(cecl)C

Clelcecc(F)cl[C@H]1O[C@H](CO1)CO
Clcleee(ce)[C@@H](O)[C@H](NC(=O)N[C@H](C1CCl)clscenl
)C

Clelcee(eel)[C@H](N(C)clee([nH+]eel)/C(=N/O)/N)C
S(CCINH=+](C)C)clcce(NC(=0O)CNc2cec(F)cee2)ecel
CICclnc(onl)[C@@H]1C[C@H]1C
Brelcee(Sc2c3c(ncc2C(=[NH2+])N)ccee3)ncl
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Decoy199

Decoy200
Decoy201
Decoy202
Decoy203

Decoy204

Decoy205
Decoy206
Decoy207
Decoy208
Decoy209
Decoy210
Decoy211
Decoy212
Decoy213
Decoy214
Decoy215
Decoy216

Decoy217

Decoy218
Decoy219
Decoy220
Decoy221
Decoy222

Decoy223

Decoy224

Decoy225

Decoy226

slccec1C1=C2C(SC1)=NC(=NC2=0)[C@H](S[C@@H]INN=C(N1
[NH3+])C1CCCCC1)C
olccec1C(=0O)Nclec(cec1C)C(=0O)Nclcecc(NC(=O)N)cel
S(O)[C@H]INC(=[NH2+])C(=C1)Ccloc(C)c(nl)C

olccecl [C@@H](INH2+][C@H](C(C)C)CC)clncenlC
O1C[C@H](INH+](C[C@@H]1C)Cclcc(ncecl)CH#N)CC
S1c2c(ccec2F)[C@@H](NC(=O)NC2CC([NH2+]C(C2)(C)C)(C)C)
CC1

Brelsc(cel)[C@@H]([INH3+])c1cc20CCOc2cclCl
S((C@@H]([C@@H]([NH3+])CC)clec(ceel)C)clnc(cenl)C
Brelc2e(c(N)eec20C)c(ncl )NC[C@@H]10CCC1
FC(F)(F)Oclccc(OCC[NH+](C[C@H]2CCOC2)CCC#N)ccl
SO\C(=N\C#N)\N1CCCCCI1)C

FC(F)(F)clccccc INNC(=0)[C@@H](NC(=0)C(C)(C)C)C
[NH2+](Cclnc(ne(cl)C)Celeenccl)CC(C)C
O(C)clnene(OC)c1C[NH2+]C1CCC(CC1)C
0=Cclc2n(CCC2)c2clencc2
O[C@@H]1c2¢(CCC[C@H]1nlnceel)ceec2
[nH+]1cce(ccIN)CN(C)eleee(cel)CHN
S=CINC(=0)C=CNIclcccc(F)cl1F
slccecIC\C(=C/c1n(Cc2cce(cc2)C(O[Cw@H]20[Cw@H](C(OC)=
0)[C@@H](0)[C@@H](0)[C@H]20)=0)c(nc1)CCCONC(=0)[O-]
S(C)clecc(NC(=0)[C@@H](Nc2cc(cee2)C(=0)NC)C)cecl
S(C[C@@H](NC(=0)[N-]NC(=O)clcc(cccl)C)clecceel)C
slc2cc(\N=C\c3ccc(N(C)cdeeceed)cc3)cee2nel SC
Clelcec(ceelCl)-clsc2ec(cee2nl)C(OCCHC)=0

Fclee(cecc 1 C)CN\C(=[NH+]/CC(C)=C)\NCCclccencl
S1(=0)(=0)C[C@@H](CC1)Cclnc2c(nl C[C@@H](O)COCcloccc
I)ccee2
IcInc(N)c2nen(e2nl)[C@@H]10[C@H](C(=O)NCCO)[C@H](O)[C
@H]10
[NH+]=1[C@@H]2C(=C3C=1C=CC=C3)CCN(C\C(=C\C)\C)[C@H
R[C@@H]1Nc2c¢(N1C)ccec2
Clclsc(en])C[NH+]1C[C@@H](O)CCC1

S O O O )
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Decoy227
Decoy228
Decoy229

Decoy230

Decoy231
Decoy232
Decoy233
Decoy234
Decoy235

Decoy236

Decoy237

Decoy238

Decoy239
Decoy240
Decoy241
Decoy242
Decoy243
Decoy244
Decoy245

Decoy246

Decoy247
Decoy248
Decoy249
Decoy250
Decoy251
Decoy252
Decoy253
Decoy254
Decoy255

O([C@H](C)cInc2e(nl1Celec3ce(ccl)ccee3)ceec2)cleceecl
slce(nclC)-clee([nH]c1)C(=O)NCcl[nH]cenl
Brclee([nH]c1)C(Oclce(cecl)C(=0)N)=0
Clcleccec1S(=0)Ccloc(ccl)C(=O)NCCC[NH+]1CC[NH+](CC1)C
C

Fclee(cecc1C(=O)N\N=C\clcc(n(c1C)-c1cc20COc2cc1)C)CH#N
slce(nel-clsce(nl)-clecc(OC)cecl)-clece(cc1C)C
Fclee(F)e(F)ccINC(=O)NC[C@](O)(C)clce(oc1C)C
S\IC=C(N(\N=C\c2ccc(SC)cc2)/C/1=N/CC=C)clccccclF
sleenc1C=1C(OCC=1C(C)(C)C)=N
S(Ccl[nH+]c2¢([nH]1)ccee2)[C@H]1[NH+](Cc2occc2)[C@@H](N
N1)clcee(OC)cececl

Fclcee(cclC)-
cl[nH+]c2n(C=C(C=C2)C)c1CC(=0)Nclccc(ccl)C(=0)N
O[C@@H]1CC[C@]2([C@H](C1)CC[C@H]1[C@H]3CC[C@@H]
(INH2+]CC#N)[C@]3(CC[C@H]12)C)C

slceecl [C@@H]IN2NC=[NH+]C2=NC(=Cl1)clccc(ccl)-cleececl
slce(nc1C)Celoc(SC[C@H](O)COCc2cccec2F)nnl
S1(=0)(=0)c2c(cc(cc2C)C)[C@H]([INH2+]C)CCCl1
s1c20[C@@H](CNc2ccl)clncceecl
O(C(=O)C\N=C(/[O-D\[C@H](INH+]1CC(C)([O)C1(O)O)O)C
Brelee(Cl)e(-n2¢3c¢([nH+]c2N)ce(cc3)C)ecl
sle(encIN=S(=0)([O-])N(C(C)C)C)CH#CC[NH3+]
SEO)EO)C(O)OC@@H]I[NH+](CCC(C)O)[C@H(C=N1)C[N
H+]([C@@H](C)C=1[C@H](N=NC=1C)C)C
Brelee([C@H](INH3+])c2sc(C)c(n2)CC)c(F)ecl
Brelee(Cl)e(cel)[C@@H]([NH3+])clc(F)ec(OC)cclF
O=C(N1C[C@H](CCC1)cIn[nH]c(c1)C(=O)N)C1CCC1
O=C(Nclccc(ccl)C(=O)N)clece(N(C(C)C)CC)ccl
S=C(N(CCOC)CICCN(CC1)C(OCC)=0O)Nclce(F)cecl
FC(F)(F)C=10c2c(cc(C[NH+](C)C)c(0)c2C)C(=0)C=IclccceclC
olc(nncl [C@H]([NH3+])clcec(ecl)C(C)(C)C)C
Clclec(\[NH+]=C\2/0Oc3¢(C=C/2C(=S)N)c(cnc3C)CO)cccl
FC(F)(F)clceeccl [C@@H](INH2+][C@@H](C(=O)Nclcee(OC)ccl
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Decoy256
Decoy257

Decoy258

Decoy259
Decoy260

Decoy261

Decoy262

Decoy263
Decoy264

Decoy265

Decoy266
Decoy267
Decoy268
Decoy269

Decoy270
Decoy271
Decoy272

Decoy273
Decoy274
Decoy275

Decoy276

Decoy277
Decoy278

Decoy279

Decoy280

00)0)C

O=Ccl[nH]cc2cl [C@@H](C[NH+](CC2)C)C(C)C
OIN2[C@](CCC2(C)C)CO)[C@H](C1)C#N

Fclcee(F)ec [C@H](NC(=O)N1C[C@H]2[C@H](CCCC2)Cl)clec|
nH+]ccl

S([C@@H]1CCS(=0)(=0)CI)clnncc2eclccec2
O=C(Nclccc(NC[C@@H]2CCC=CC2)ccl)C1CC1
O=CINc2cc(ccc2C=C1CN(C(=0O)clcc([N+](=0)[O-
]eecl)cleceecl)C
sle(cecclCCCO)[C@H]1[C@H]2C(=CCCC2)[C@@H](CHN)C(=[N
H2+])CI(C#N)C#N

FC(F)(F)clnc(nccl)[C@H]1[NH2+]CCC1
Oclcce(ecl)C(=O)N1CC[C@H](C[C@@H]1C)C
S=CINC(=O)C(/C(=N\[N-]C(=S)[N-
IN)/C(=0)Nc2cc(O)cec2)C(=0)N1
slcc(N)cclS(=0)(=O)NC[C@H]10c2c(C1)ccec2
FC(F)(F)[C@@](O)(CCNC(=0)clcc2[nH]cnc2ccl)cleceeel
[S-\C(=[NH+]/Cclcenccl)\WNclcceec1 C(C)C
O=C(NCCNC(=O)N[C@H](C)C12CC3CC(CI)CC(C2)C3)c1cCl
s1c(C(=O)N[C@H](CC(C)C)CINH+](C)C)c(cc INC(=O)C(C)(C)C)
C

Scln(nc(c1)C)-cleeneel
slccec1C1=NN(C(=0)COC(=0)c2cc([N+](=0)[O-
ece2N(C)O)[C@@H](Cl)clscecel
Clclee(Ne2ne[nH+]e(Ne3cee(S(=0)(=O)N(CC)CC)cc3)c2N)ceclC
Brelec(ccc10CCCCCC)C(=0)NC(=S)Nclec(OCCOCC)ccecl
Felcee(eel)C[C@@]1(CCCN(C1)clnc(N)eenl)CO
O=C(N[C@@H](CC)C)clcc(NC(=0O)CCCCCCCC(=0O)Nc2cece(cec2)
CEON[C@@H](CC)C)ccecl
Brelce(ce(Br)c1[O-])\C=N\[NH+]=C(/N)\cInoncIN
Iclc[nH+]n(cIN)C1CCC(CCI1)C(C)C
O=C(Nclcc(N(C)C)eecl)[C@H]1c2c(cc(cc2)C(C)(C)C)CINH+](C1
)C
FC(F)(F)Oclcceec1C[NH2+]C[C@@H](O)CO[C@@H](C)clccece
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Decoy281
Decoy282

Decoy283
Decoy284
Decoy285

Decoy286

Decoy287

Decoy288
Decoy289
Decoy290

Decoy291

Decoy292

Decoy293
Decoy294

Decoy295

Decoy296
Decoy297
Decoy298

Decoy299

Decoy300

Decoy301
Decoy302
Decoy303
Decoy304

1

S=C(N)clc[nH+]c2c(ccec2)c IN(C[C@H](CC)C)C
S1C=C(N(CCCC(O[C@H](C(=0)c2[nH]c(C)c(C(=0)C)c2C)C)=0)
C1=0)C
O(CO)clece(N(C(=O)COC(=0)Cc2ccc(OC)cc2)CCCHN)ecl
slc(ccc1 CCNC(=0)C)C(=0)COC(=0)Cclc2c(ocl)cc1CCCclc2
O1CC[C@@H](Nc2cce(cc2)CCO)C[C@H]1C(C)C
Clcleee(cel)[C@@H]1[NH+](CO)[C@@](C[C@@H]1C[NH2+]Cc
Iccc(OCC)ecl)(CO)C
Ol[C@H2[C@@H](OCI(C)C)O[C@H]([C@@H](O)CO[C@@H]
10[C@H](COC(=0)O)[C@@H](OC(=0)C)[C@H](OC(=0)O)[C@
H]INC(=0)C)[C@@H]20CCCCC
Clclcee(F)ec2cl[nH+]cc(C#N)e2NC
s1¢(C)c(CC)e(C(=O)N)cINC(=0O)clcec(0OCC)ccl
Clclcc(ceel)C(=O)N[N-]C(=S)Nclcce(OC)ccl

Clelee(cecl CHCI=N[C@@H]2NC(=O)NC(=O)[C@H2[Cw@H]1][
C@@H]1C(=NC(=0)NC1=0)N

O(C)clc(0OC)cc(cclOC)CI[C@] 1 (CINH+]2C[C@H]3C=4N(C[C@H]
(C3)C2)C(=0)C=CC=4)C(=0O)N(c2ccc(cc2)CC)C(=0)N=C1[O-]
slceecl [C@@](O)(CNC(=0O)C(=0O)Nclcce(ccl)C)CICC1
O1CCC(0Oc2c3c(cec2)[C@H](0)CC3)CC1
S1C2(SC(C(OC)=0)=C1C(OC)=0)C1=C(SC(C(OC)=0)=C2C(0C)
=0)C(N(c2cc(OC)cccl12)C(=0)clece(F)eel)(C)C
Brelee([C@@H]2N(CCC[C@H]2[NH3+])CC(C)C)c(F)ccl
Clclee([N+](=0)[O-])ccc1C(=O)Nclcc(cecl)-c1nc2SCCn2cl
olnc(nc1CC)-clcee(-n2nc(C)e(c2)C(=0O)Nce2cee(C)e(cc2)C)ecl
S(=0)([O-])(=Nc1nc(nc(OCCO)c10clcccec1OC)-clee(necl)-
clnnn[n-]1)cl[nH+]cc(ccl)C(C)C

Cleleee(cel O)[C@@]1(NC(=O)N(C[C@@H]([NH3+])CC)C1=0)C
C

slc2cc(cee2ncl Nelne[nH+]c(N(Cc2cccec2)e2neccc2)cIN)C
FC(F)(F)clce(N(C)C)ecc INC(=O)NC1CCC(O)CC1
Brclec\2¢(NC(=0)/C/2=N/c2ccc(cc2)Ce2cc[nH+]cc2)ecl
S(C(F)(F)F)clcee(ee1)C(=O)Nclee(NC(=O)NCc2cc[nH+]cc2)cecl
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Decoy305
Decoy306

Decoy307

Decoy308
Decoy309
Decoy310
Decoy311
Decoy312
Decoy313

Decoy314

Decoy315

Decoy316
Decoy317
Decoy318
Decoy319
Decoy320
Decoy321

Decoy322

Decoy323
Decoy324
Decoy325
Decoy326
Decoy327
Decoy328
Decoy329
Decoy330
Decoy331

Decoy332

Decoy333

s1c2c(CC[NH2+]C2)c(C#N)cINC(=0)CC1CC1
Clelc(cceclCl)-cloc(eel)[C@H]1[NH2+]CCc2[nH]cnc12
Clclcee(eel)COclece(cecl)C=INN[C@@H](C=1)C(=O)N\N=C\C=
1C[NH+]=C2C=1C=CC=C2
S1(=0)(=0)C[C@H](N(C)c2ccc(cc2F)C#N)CC1
Oclcee(ccl)[C@@H](NclceceecIN(C)C)CC
n1n(CC)c(C)c(/C(=C/C#N)/C)c1C

01¢c(C)e(cc1 CO[C@@H]1C[C@H](OC)CCCI1)C[NH2+]C
Clclnenc(N2CCC2)cl
slcc2e(CINH+](C[C@H]2c2ncoc2)C)c1C=0
O(CC)clec(ececclOCC)[C@H]IINC(=0)[C@@H]1C[C@@H]1clen(n
c)O)C(C)C

olnc(/C(=[NH+]\N=C/c2cc([N+](=0)[O-
De(N3CC[NH+](CC3)C)cc2)/N)e(nl)N
O([C@H]1CCCC[C@H]1[NH+](CC)CC)clcceecIN
S(CC1=NC(=0)c2¢c(NT1)ccec2)cl[nH+]c2c(ce(cc2C)C)e(cl)C
Fclcee(cclC)[C@H](O)cl[nH+]c(c[nH]1)-clc2¢(ceel)ccec2
S((C@@H]([C@@H]([INH3+])C)cloccecl)clnenc2[n-]ecncl2
O=CINC[C@@H](INH2+][C@@H]1CCC)clcc([nH+]ccl)C
S1Cc2¢(CSCC[NH2+][C@H](CC(INH2+]CC1)(C)C)C)cccc2
FC(F)(F)clcce(ecc)[C@H](N(CCCCCO)C(=0)[C@@H](CCCC)CC
)C(=O)NC(CC(C)(C)C)O)C
S(=O0)(=O)(CCN(C(=O)N[C@@H](C(C)C)C)C)C
Clelee(Clhecel [C@@H](N(C(=0O)c1[nH]c([nH+]c1)C(C)C)C)C
BrCCCCN1c2c(ccee2)\C(=N/[N-]C(=S)N)\C1=0
O(C[C@](INH3+])(C#N)clcceeel)cleccec1 C(C)C
slcee(C)eINC=C\1/0c2c(ccc(OCe3cceec3C)c2C)C/1=0
S1C[C@@H](CCI)C(=0O)N(C)cleec(O)ccl
O(C)clee2nec3CCINH2+]Cc3c2ccl

Brclenc(necl)NCC(OC)OC
slcceccC\[NH+]=C(/NCC1(CCl)clecccec10C)\NC(C)C
S(CC[C@H](NC(=O)[C@@H](N1C(=0O)c2c(N=C1[O-
Decec2)Celeccec])C(=O)N[C@H](Ccleccecl)C(=0)[O-])C
slceecl [C@@H](NC(=O)N[C@H](C)clcc2CC(=0O)Nc2ccl)C
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Decoy334
Decoy335
Decoy336

Decoy337

Decoy338

Decoy339
Decoy340
Decoy341
Decoy342

Decoy343

Decoy344
Decoy345
Decoy346
Decoy347
Decoy348

Decoy349

Decoy350
Decoy351
Decoy352
Decoy353
Decoy354
Decoy355

Decoy356

Decoy357

Decoy358

Decoy359

slccccICNC(=0)COclcce2N=CN(CC=C)C(=0)c2c1CC=C
O(C)clece(NC(=0)c2cec(ce(NC(=0)c3cee([N+](=0)[O-
]ecce3)c2)C(=0)Nc2cec(OC)ec2)ccl
Olc2ce(cce2N(CCHC)C(=0)[C@@H]1C(C)C)C[NH3+]
Brclccc(ccl)C=1N=C2N(N=CN2)[C@H](C=1)clcc([N+](=O)[O-
]cecel

S(=0)(=O)(C(F)(F)F)clee([N+](=0)[O-
DNe(NC[C@]2(CC(C[C@@H](INH3+])C2)(C)C)C)ccl
slcencINC(=O)C[NH+]([C@@H](C)clocccl)C
Clele(C)e([C@H](0O)[C@@H](INH2+]C(C)C)C)c(OC)cclC
S1ICCN(S(=0)(=0)N2C[C@@H](CCC2)C)CC1
Fclcecee(F)cl1C[C@@H](NC(=O)Nclcc(NC(=0O)C)ccclF)C
O=C(NC(=O)NCC=0O)[C@H](INH2+][C@@H](C)clc2c(cccl)ccce
2)C

slce(nel)Celoc(en])[C@@H]1CCC[C@@H]1[NH3+]
O=C([O-])CC1(CCCCI)Cclnc(nn1C)C(C)C
O1CC[C@@](INH+](C)C)C[C@@H]1CC)C#N
Clelne(nc(NCCc2scc(n2)C(F)(F)F)c1)N
slc(ccc1C[NH2+]CCNC(=O)clocccl)-clcce(F)eel
FC(F)(F)CNI1C[C@@H](CC1=0)C(O[C@@H](CC[NH+](C)C)clcc
cccl)=0

slc(cec1CC)-cloc(nnl)C[NH2+]CCC
O=CI1[NH+]=C(C)C(CC(=0)[O-])=C(N1CCC(C)C)C
Brcloc(cc1)\C=N\NcInc2n(c3c(c2nnl)cccc3)CCC
Brc1lec(OCCC(=0O)Nc2cec(C(=0O)N)c(cc2)C)cecl
slc2nc(nc(NN)c2ecl)COclccce(F)clF
O[C@H](clcee(ccl)C(C)C)elne(ce2necccl2)-clec[nH+]ccl
O1CC[C@@H](\[NH+]=C(\NC2CC2)/NCCc2ccc(N(C)C)cc2)c2clc
cce2
O1CCC(CCI)(CINH2+][C@@H](C(=O)NC[C@H](C)clcceeel)C)e
leeeecel
Olc2c(cec(OC[C@@H](O)C[NH+](Ce3ocee3)C[C@H](O)COc3ccc
4¢c(OC(=0)C=C4c4cceecd)c3C)c2C)C(=CC1=0)clcccccl
slce(ne1C)COclceec(ecl)CINH2+][C@H](CO)C1CCCCClI
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Decoy360

Decoy361

Decoy362

Decoy363

Decoy364
Decoy365
Decoy366
Decoy367

Decoy368

Decoy369
Decoy370

Decoy371

Decoy372
Decoy373
Decoy374
Decoy375
Decoy376

Decoy377
Decoy378

Decoy379

Decoy380
Decoy381

Decoy382

slce(nel-cleceecl F)CS\C(=[NH+]/[C@H](COC)C)\N

slececl [C@@H]1O[C@@H](C)C(=N1)CS[C@H]1[NH+]=C2C(=[
NH+]1)C=[NH+]C=C2
S(=0)(=O0)(Nclcc(ceel)[C@H]1[NH+]=C2C(=C1)C=CC=C2)clccc
cclF
Oclcc(O)ec(O)cl[Ca@H](N(C(=O)[C@H]INC(=0)CCI1)C)C(=O)N
C(O)(O)C

Fclee(cecl F)C=1INC=C(C#N)C(=0)C=1
O1[C@@H](CINH+](C[C@H]1C)C[C@H](O)Cnlnc(C)c(N)c1C)C
S(=0)(=O)(NC=1C=CC(=O)N(C=1)CC)cleccccc1C(=O)N(CCCC)C
S1C[C@H](CCl)cl[nH]c2¢(nl)ncecec2C

P(=0)([O-]([O-
PDNIN=C(NC1=0)C[NH+]1CCO[C@H](O[C@H](C)c2cc(cc(c2)C(
F)(F)F)C(F)(F)F)[C@@H]1clcce(F)cel
Fclee(OCc2cc(N)eecc20CC)ccclF
Clclee(Cl)ec2eInenc20Cclecc(ccl)C(C)(C)C
O1[C@@H](C[C@@H](OC(=0)c2ccccc2)COC(=0)c2ccece2)[C@,
H](OC(=0)c2ccccc2)[C@H](OC(=0)c2cccec2)[ C@@H]10C(=0)c
leeeecel

O1CC[NH+](CCl)[C@H]1CCCCCC[C@@H]10
O1CCC(CCI)(C[NH+]1CC[C@H](CCC1)C(C)C)C[NH2+]C
O=C(NNclnenc(NC(c2cccec2)c2eccec2)c1N)clneeeel
O(C)clee(N2C[C@H](INH3+])CCC2)cc(OC)cl
S1C=Cn2c1nc(N(CC)C[C@H](C#N)C)c2CO

Oclcceecl CINH+H]1C[C@@H](CCC1)CI=NN=C[C@@H]1clc2c(c
ccl)ceec2

slceeel [C@@H](INH+](C)C)CNC(=O)Nclec(OCC(F)(F)F)ccecel
Brclce(O)ce(ce(Br)c10)[C@@H](C=1[C@H](N=NC=10)C)clc([nH]
nclO)C
O=C(N[C@@H](Ccl[nH]nc(c1)C)C)[C@H]1[NH2+][C@@H]2C(C
=C(C=C2)C)=CIC

S=C(N(Cclcc(OC)cccl OC)C[C@H]1OCCCI)NCcloccel
s1c2¢(CC[C@H](C2)C(C)(C)C)c(C(OCC)=0)cINC(=O)cInn2c(N[
C@H](C[C@H]2C(F)(F)F)c2sccc2)cl
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Decoy383

Decoy384
Decoy385
Decoy386
Decoy387
Decoy388

Decoy389

Decoy390

Decoy391

Decoy392
Decoy393

Decoy394

Decoy395

Decoy396

Decoy397

Decoy398
Decoy399
Decoy400
Decoy401

Decoy402
Decoy403

Decoy404

O[C@@(CO)O)C@IO)NOC@](ONOC@IO)ONC@]1(OC]
C@@]1(O[C@@H](0)[C@@](O)O[C@@](O)O)[C@@]1(O)C)
o) C

O=C(N[C@H](CCC(C)C)C)clInc2n(c1)C=CC=N2
olc(enclC(C)C)-clcenccl
S=CI1O\C(=C\c2ccc(N(C)C)cc2)\C(=O)N1C

Clclee(Cle2nsnc2¢c INC(=0)C1CCC([NH3+])CC1
Clclsc(ccl)CN(C(=0)clcec(OCCOC)ncl)CC=C
01c2c(\C(=N\NC(=0)c3cc(OC)ccc3)\CCC2)c(C)c1C(Ocleee(ccl)-
clcee(ecl)CH#N)=0

Cleleccccl [C@H](CNC(=S)NC[C@@H]10CCC1)C=1C[NH+]=C2
C=1C=CC=C2
O=CIN[C@@H](Cc2ccccc2)C(=O)N[C@H](C[C@]2([NH3+])c3c(
N[C@@H]2[NH3+])ccee3)C(=O)N[C@@H]1Cclcccecel
O(C)clcee(ccl)C(NOCcelnc-2n(n1)C=NcIn(Cc3cceee3)c(c(cl-2)-
clcceecl)-cleccecl)=C
S(=0)(=0)(C)clcccccINCICC[NH+](CCl)clee(F)ccecl
S=CINC([O-
1)=C(C[NH2+]\C=C/C=2CCCCC=2)C(=O)N1[C@@H](CC)C
Clcleec(cel)[C@@H](INH2+][C@H](C)C1=NC(=0)C=2C(S[C@H
J(C)C=2C)=N1)C
CIC=1C=CC2=[NH+][C@@H]3C(=C2C=1)CCN[C@@]13c2c(N(C
C=C)C1=0)cccc2

slc2cc(cee2nel-clececc(NC(=0O)CSce2nc(ce(-
c3ccec(OC)c30C)c2CHN)-c2cccec2)ccl)C
O(C(=0)clecencINC(C)C)CC(=0O)N(Ccleee(N(C)C)ecel)C
Fclce(ceel F)[C@@H](O)C\[NH+]=C\clcce(N(CC)CC)cclO
O=CIN(C=CN=CINCC(INH+](C)C)(O)O)C(C)(O)C
Clelece(NC(FON[C@@H]([C@H](CO)C)C)ceccIN(C)C
0~C1[C@Q@H2[C@@)(C[C@@H](O)[C@H](C(C(OC)=0)=0)[C
@@H]20)(O)[C@@H](0)CCl
[NH3+]Cclece(nc2cleccc2)N(CC1CC1)C(C)C
Brclec(\C=N\Nc2[nH]nc(SCC(=O)Nc3cee(ce3)[C@@H](CC)C)n2)
¢(O)ccl
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Decoy405
Decoy406

Decoy407

Decoy408
Decoy409
Decoy410

Decoy411
Decoy412
Decoy413

Decoy414
Decoy415
Decoy416

Decoy417
Decoy418

Decoy419

Decoy420

Decoy421
Decoy422
Decoy423

Decoy424

Decoy425

Decoy426

Decoy427

S1(=0)(=0)C[C@](NC(=0)c2n(cc(N)c2)C2CC2)(CC1)C
O([C@H]([C@H](INH3+])C)clnccccl)cleee(ccl)C(C)C)C
Brclceee(cc[N+](=0)[O-
]))CINH2+][C@H]1CC[C@@H](C[C@H]1C)C
FC(F)Oclcee(ce)[C@@H](O)CN1c2c(ccec2)[C@wH](C[C@@H]1
C)C(=O)N
[NH+]=1[C@@H](CCc2ccccc2)C(=N)N(CC#C)C=1C(C)C
O1[C@@H](COC1(O)O)[C@@H]10[C@H]20C(O[C@H]2[C@@
H]1OC(=0O)clccc(N=Nc2cce(N(C)C)ec2)ecl)(C)C
S1CC[C@@H](C(=O)[O-D[C@]12C[C@H]([NH+](CC2)C)C
O=CINC(=O)C[C@H]1[NH2+]Cclccc(ccl)-cIn[nH]ccl
Brclecc(cel)/C(=N/NC(=0)CC=1C[NH+]=C2C=1C=CC=C2)/C
Clclee2[nH]e(ne2nel)C[C@@H]1 C[C@@H](C(C)O)[C@@H](C=
CIC)CNC(=0)[C@@H](OC(=0)O)[C@H](OC(=0)C)C(=0)[O-]
FC(F)(F)cInn(ccl)C[C@]([NH2+]CCC)(C#N)C
S(C/C(/[O-])=C\1/[C@H]([NH3+])N(C2CC2)C([O-
1)=NC/1=0)c1[nH+]c(c([nH]1)-clcceecl)-clcccecl
Brclec(cecIN)C(=O)N[C@H]([C@@H](CC)C)C(OC)=0
FC(F)(F)Oclccc(NC(=0)c2c3c(c[nH+]c2)c(ccc3)C)ecl
slc2c(ncIN[C@](P(OCCC(C)C)(OCCC(C)C)=0)(C(OC)=0O)C(F)(F
)F)ccec2
S(CCOclcce(F)ecl)C1=N\C(=C\c2ccc(OC(C)C)ecec2)\C(=0O)Nlclcce
(OCC)ccl
Oclc2c(cec)[C@H](INC(=0)c1ccc(NC(=0)C3CC3)ccl)CC2
olcccc1C[NH2+][C@H]([C@@H](O)clec2CCCCe2ccl)C
Clelsc(Cl)eclS(=0)(=O)N[C@@H]([C@@H](CC)C)C(=O)N
Clcleceec1CC(=O)NCCCCCcelnc2e(n1CCCCOclee(C)e(eel)C)ecce
2
OCC[C@H](CNC(=O)N([C@H](C(C)C)cleee[nH+]c1)CC)clccece
1

O=C(N1CCC[C@@H]1cIn[nH]ccl1-

clnc(nccl )N(C)C)[C@H](C)cleee(ccl)C
FC(F)(F)COCCC[NH+]1CC[NH+](CCH[C@H](C)clonc(n1)C(C)(
o) C
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Decoy428

Decoy429

Decoy430

Decoy431

Decoy432
Decoy433
Decoy434

Decoy435

Decoy436
Decoy437
Decoy438
Decoy439
Decoy440
Decoy441
Decoy442
Decoy443
Decoy444
Decoy445
Decoy446
Decoy447
Decoy448
Decoy449
Decoy450
Decoy451
Decoy452
Decoy453
Decoy454

Oclccc(ccl [N+](=0)[O-
DCIC@H](NC(=O)CO\N=C/1\CC[C@@]2([C@H]3[C@H]([Ce@
H]4CC[C@H](O)[C@]4(CC3)C)CCC2=C\1)C)C(OC)=0
FC(F)(F)Oclccc(NC(=O)N[C@@H]2C=C(C[C@@H](O)[C@@H]
20)C(=O)N[C@@H](C(=O)N)C)ccl
S(CC(=0O)Nclcecencl)C1=NC(=O)N(C2=C1CCC2)CC[NH+](CC)C
C
S=C(NCI1C[C@@H]2[NH+]([C@H](C1)CC2)Cclocccl)Nclcee(ee
1)CC

S1C=CN2C1=NCI1=C(CCC1)C2=0

slececl [C@H](O)CNC(=O)NC1=CC=CN(C)C1=0
FC(F)(F)clee(enel-clnoc(cl)C)CHN

slc2c([nH+]cl-
cleese])[C@@H](CC(=O)Nclceeeel)[C@@]1([C@H|(C2)[C@@]
(CO)O)C@H](O)CC)C

s1c2c(NC(=S)N(CCC)C2=0)ccl
S(CC(C)C)C1=N[N-]C(=O)NIC[C@H]10CCC1
slcceccC(=O)NC(=S)Nclccecc(NC(=0)C2CC2)c1C
Brc1cc2NC(=O)Nc2ccl [C@H]([NH2+]C)cloc(Br)ccl
Ic1c(ne(SC)nc10)N[C@@H]10C[C@@H](O)[C@H](O)[C@H]10
Fclee(C#N)c(N=C=0O)ccl
Breloc(ccl)[C@@H]([NH3+])clcc2c3c(oc2ecl)ecec3
Clclsc(Cl)ecc1C(=O)Ncloc(nnl)-clcc(OC)ec(OC)cl
Brclec(oc1Br)CNcelcc20COc2cecl [N+](=0)[O-]
S(CC#C)cln2¢(nnl)C=CC=C2
sle(C)e(cclC(=0)NI1C[C@H](O)CC1)C
S1(=0)(=0)C[C@@H](NC(=0)COC(=0)c2ccc(OCC(C)C)cc2)CC1
FC(F)clc2ce(nc(cl)-cleec(ecl)CCn(nc2C)Celcecccecl
[NH2+]1C[C@H](CCCI)[C@@H](Nclnc(ccc1C#N)C)C
Olc2cce(ccc20CH[C@H](NCC)CINH+](C(C)O)C
S(=0)(=O)(C(F)F)c1cc(NC(=0O)CCCc2onc(n2)CCC)cccl
[NH2+](Cclnnnnl-clcecec1 C(C)C)CICCI
Iclce(cecl[O-D\C=C(/CH#N)\C1[NH+]=C2C(=[NH+]1)C=CC=C2
O=C(N(C)C1CC1)clce2nc(C)e(ne2cecl)C

S O O O O O O O O o o o o o o o o o o©o
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Decoy455
Decoy456

Decoy457

Decoy458

Decoy459
Decoy460
Decoy461
Decoy462

Decoy463
Decoy464
Decoy465

Decoy466
Decoy467
Decoy468
Decoy469
Decoy470

Decoy471

Decoy472

Decoy473
Decoy474

Decoy475

Decoy476
Decoy477
Decoy478
Decoy479
Decoy480
Decoy481

Clcleceec 1 C1=NN(C[NH+](CCC)C)C(=S)N1CCCOC

slc(ccc ICNC(=0)C)C(=0)COC(=0)Cnlnc(ccl)C(F)(F)F
Fclcee(cel)[C@@H]IN(C)C(=O)CO[C@@H]1C(=O)N[C@H](C(=
O)N(CC=C)CC=C)C

Brc1cc20CCOc2cc IN[C@@H]1C[C@@H](INH+](C[C@H]1C)C)
C

slccec1C\[NH+]=C(/N[C@H]1C[C@H](SC)CC1)\NCCclocccl
S1c2cc(OCC)cec2-n2cc(nel2)[C@@H]([NH3+])C
Clcleccec1Cele(ne(SC)ncIN1CC[NH2+]CC1)C
CleIn(nc(C)c1CN1C(C)=C(SC1=0)C)C
S(=0)(=O)(Nclcee(cel)C(O[C@@H](C(=O)NC(=0)Nclcceecl)C)
=0)clccec(F)clC
S1CCn2cc([nH+]c12)-c1cc(NC(=0)c2ccee(cc2)C(C)(C)C)eccl
sleececl [C@H]1CC(=0)C2C(=NC(=C)C(C(OCCSCC)=0)[C@@H]
2¢2cc(0C)c(0OC)c(0OC)e2)C1

Fclecceel [C@@H](O)CNC(=0)C(=O)Nclcee(ecl)-cleceeel
O=C(N(CCI1CCCCI1)C)NCCnlcencl

slceeel [C@@H](NC(=O)N)CC(=O)N1CCC(=CCl)cleccccl
Clelcec(O[C@@H]([C@@H](INH3+])CC)c2occc2)cclC
Clclec(ecec1CI)COclccec(ecel)-clnc2e(ncl)ccec2
Clcleec(ece)[C@@H]([C@@]1(OC(=0)c2clccec2)C)cleccecIN(C
)C

S(Ocleccecl [C@H]IN(O[C@H2[C@@H]1C(=O)N(clcec(OCCC)
ccl)C2=0)clcccecl)(=0)(=0O)clcceccl
O1CCC[C@@H]1Cnlcc[nH+]cl-clcce(N)cel
O(CC#N)cleccecICINH2+][C@@H]1CCC[C@@H]10C
O1CCC(CC1)[C@@H](O)CNC(=O)N[C@H]1C[C@H]1clccc(ccl)
c(o)C
Clcleee(ce])[C@H](NC(=O)C[NH2+][C@@](CC)(C)clscenl)CC
O=CIN(C[NH+]2C[C@@H](CCC2)C)C(=0)CC12CCCC2
S(=0)(=0)([C@H](C)cleccecc10OC)CCCCCnlnee(cl)C
O1CCCOc2clce(cc2)-cInn(ccC[NH2+]CCCOCCOC)C
s1c(SCCOc2ccc(F)cc2)e(ncIN)C
O(C)clcee(ccl)[C@@H](Nelceeecl [C@H](O)C)C

oS o o O

S O O O O

S O o o o o
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Decoy482

Decoy483

Decoy484

Decoy485

Decoy486

Decoy487
Decoy488
Decoy489
Decoy490
Decoy491

Decoy492

Decoy493

Decoy494

Decoy495

Decoy496

Decoy497
Decoy498
Decoy499

Decoy500
Decoy501
Decoy502
Decoy503

SI\C(=C/c2ccccc2F)\C(=O)N(CCNC(=0)CSCC(OCC)=0)C1=0
CIC=1C=CC2=[NH+]CC(=C2C=1)CC|N-
J/C(=EN\C(=O)CS[C@H]1S[C@H](NN1)C)/Nclnc(ce(nl)C)C
[NH+]1(CCN(N=C/C(=C/c2ccccc2)/C)CCI1)Cle2ce(-
c3clceee3)ccec2
S\1¢c2n(nc(n2)\C=C\c2ccc(OCC=C)cc2)C(=0)/C/1=C/clcn(ncl-
clocecl)-cleceeel

slc(C)c(cclC)-
c1[nH]c2N(C)C(=O)NC(=0)c2c1C=1C(=0O)NC(=O)N(C)C=IN
slc2cc(cee2ncl[C@H]1[NH2+]CCC1)C#N
[NH3+]C[C@@H]1CCCC[NH+](C(C)C)[C@H]1clen(ncl)C
O=C(N1C[C@]2(CCC=CC2)CCCI)[C@@H]1[NH2+]CCCl1
slcencl [C@](NC(=0)Cclnoccl)(CC)C
S=C(N)clcce(ccl)C(=O)NCclnncnlC
S(cle(n(nclC)C(=O0)[C@@H]IN(S(=0)(=0O)c2cee(cc2)C)CCCI)C)e
Icceecl[N+](=0)[O-]
S(CC(=0)clcc(OC)cccl)[C@H]/1CC[NH+](C\C\1=C/C(OCC)=0)[
C@H](C(=0O)C1CCl)clccecclF
O=C/INc2c(N=C(\C\1=C\[C@@H](O)[C@H](O)[C@H](O)[C@H](
0)CO)clcececl)ccec2
O=CINC(=NC(=C1)CC)clee(NC(=O)C[C@H](NC(=O)N)c2cceec2
C)cccl
O1C[C@@](O)O)[C@@H]N(C(OC(C)(C)C)=0)O)[C@@H](O)[C
@H]10[C@H]1[C@@H](0)[C@H](0)[C@@H]INC(OC(C)(C)C)=
O)C[C@H]INC(OC(C)(C)C)=0

Brelcee(ccl \C=N\NC(=O)[C@@H](NC(=O)clcccccl)CI1=NNC(=
O)c2clceec2

Clclcceecl-clnne(SCe2cc(cec2)C)n1C(C)(C)C
O(C(=0O)clcccecl-cleccec1 C(OCC(=0)clcec([N+](=0)[O-
Deccl)=0)CC(=0)clccc([N+](=0)[O-])ccl
OCI1C2(C[NH+](CCI(C[NH+](C2)CC)C)CO)C
Cle1cc(NC(=O)N(Cc2cc(F)cee2)C2CC2)cec1C(=0)N
Fclecce(NC(=O)N([C@@H](c2cee(cc2)C)c2[nH+]ccec2)C)elC
Brclcc20CCOc2cc1CO

oS o o O
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Decoy504

Decoy505

Decoy506

Decoy507

Decoy508
Decoy509

Decoy510

Decoy511
Decoy512
Decoy513

Decoy514

Decoy515

Decoy516

Decoy517
Decoy518

Decoy519

Decoy520

Decoy521
Decoy522
Decoy523
Decoy524

Decoy525

Decoy526

olc2c(cc(cc2)C(=0)[C@@H]2CCC[NH2+]C2)ccl
Cleleec(ccINC(=O)CS[C@H]INN[C@@H](NIN)[C@@H]1IN=NC
(=C1)clcce(ccl)C)C(F)(F)F

O1CCOc2clcc1 C=C(CINH+]([C@@H](C(C)C)c3nnnn3Cc3ccc(OC
)ce3)Cce3cec(OC)cc3)C(=0)Nclc2

O(C)clcc2e(cec(cc2)-
c2n[nH]cc2C[NH2+][C@H](C(C)C)c2[nH]c3c(n2)cc(cc3)C)cecl
O=C(N(CC(C)C)CICCI)C[NH+](CCICCN(CCl)clnccecl)CC
S(C)clnce(ccl)C(=O)N[N-]C(=S)N[C@H]1CCCC[C@@H]1C
olccccICN([C@H](C(=O)NC(CC(CY(C)CYC)CO)clee(OC)eccl)C(=
O)C[C@H](C)cleccececl
O(C[C@H](O)C[NH+](Cclcceec)CCO)C12CC3CC(C1)CC(C2)C3
Iclcec(ee])[C@H](Nele([nH][nH+]c1C)C)C
FC(F)(F)[C@@H]1CCCN(C1)C(=O)clnce(ncl)C
Fclcee(cel)-cln(CC[C@@H](O)C[C@@H](O)CC(=0)[O-
De(C(C)C)e(C(=0O)Nc2cceec2)cl-cleceecel
S1C=C(N2C1=NC(=CC2=0)CNI1C(=0)[C@@](NC1=0)(C)clccc(c
c)C(C)(C)O)C

Clelcceecl [C@@H]1n2ne([nH+]c2N=C(C1)clcce(ccl)C)N=S(=0)(
[0-DC
S=C(Nclcc(ccel)C(=O)NC)NC(=0)C12CC3CC(C1)CC(C2)C3
O(C(=0)CI(CCCI)C(=0O)NO)[C@H]IC[C@@H](OC)CCC1
S(C)clecc(cel)[C@H](NC(=O)N1CCCCC[C@@H]1clcc[nH+]ccl)
C
S(O[C@@H]10[C@H]([C@H](NC(=0)[C@H]2[NH+](C[C@@H]
(C2)CCO)O)[C@H](O)O)[C@H](O)[C@@H](O)[C@@H]10
Brelsc(cel)[C@@H](INH+]1CCC2(CCCC2)CCH[C@@H](N)C
S(CC[C@H](NC(=O)clce(cecl)C)C(=O)N(Cclen(nel)C)CC)C
O=C(Nclccc(NC(=0O)[C@@H](n2ncnc2)C)ccl)clececc(NC(=O)N)cel
CleInc2SC=Cn2c1\C=C\C(=0)[C@@H](C(=O)NCCCOC(C)C)C#N
S(CC(=0O)Nclcee(eccl)C(OCC)=0)cloc(nnl)CCCCCNI1C(=0)c2c3c
(cceec3eec2)C1=0
Brclee(Cle(S(=0)(=0)N2[C@@H]3[C@@H](C[C@@H]2C)C[NH
2+]C3)ccl
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Decoy527
Decoy528
Decoy529

Decoy530
Decoy531
Decoy532
Decoy533
Decoy534

Decoy535
Decoy536
Decoy537
Decoy538

Decoy539

Decoy540

Decoy541
Decoy542
Decoy543
Decoy544
Decoy545

Decoy546

Decoy547

Decoy548
Decoy549
Decoy550

Decoy551

Decoy552

S(=0)(=O)(NICCC(CCI1)CO)clcce(ncl)N
Clclec2e([nH]e(C)e2CCN(Ce2cc[nH~+]cc2)C(=S)NC(C)(C)C)ccl
Fclcc2ee(n(c2ecl)C)[C@H]10C=CC1=N
S(CC(=O)NC(clcccecl)cleccecl)clnne(nl-cleceecl)-
nlnnc2clcecc2
olccec1CNele2ce3c(noc3-c3c(ceee3)C2=0)c(N2CCOCC2)cl
S(=0)(=O)(CNC(=0)[C@@H](N(Ccloc(ccl)C)C(=0)[C@@H](CC
CC)CC)\C=C\CCC)clcee(ccl)C
olc2c(ceec2C)e(C)cl1C(=O)N[C@@H](clcccecl)cleec[nH+]cl
S(=0)(=O)(\N=C\1/Nc2c(N=C/1Nclccccc1 C(O[C@H]1C[C@H](C
C[C@@H]1C(C)C)C)=0)ccec2)clccc(ecl)C
FC(F)(F)C1CCC(CC1)CNC(=O)NCC[NH+](CC(F)(F)F)C
Clclen(nel C)[C@@H](C[NH3+])cloc(ccl)C
O(O)[C@@H]1CCC[C@H]1Inlc2c(ccl)[C@@H](O)CCC2
Clclcce(ecc1[N+](=0)[O-])-cInc([nH]c1)[C@@H]([NH3+])C
Brclecee(cel)C(=0)C=1[C@@H](N(CCC[NH+](CCCC)CCCC)C(=
0)C=1[O-])clocccl
FC(F)(F)clee(N2C3=C([C@@H](C(C#N)=C2N)c2cc(COc4ccc(ccd|
N+](=0)[O-])C)c(0C)cc2)C(=0)CCC3)ccecl
S(=0)(=O)(N)clcc(CHN)e(N[C@@H](C)c2ccee(C)e2C)ecl
Clclecee(Chel [C@@H](O)CNcelnee(cel)C(=O)NCICC1
S(C)clcce(eel)[C@H](NC(=O)N(Cclcc(ceel)C(=0)N)C)C
sle(cecl [C@H](N(C(=O)cIn[nH]c(C(C)C)cIN)C)C)C
S\ICC(=NN/C/1=[NH+]\C1CCl)clcc(n(c1C)-clcc(C)c(ccl)C)C
S(Ccl[nH+]c(Nc2eee(OC)cc2)c(C)e(N)c1C)C=1n2nc(C)c(c2N=C(C
=1)C)-clcceecl
S(=0)(=0)(clcc2nc(oc2ecl)-clecc(N)ce(N)el)clee2ne(oc2cecl)-
clcc(N)ce(N)el

s1e(C)e(ncINC(=0)[C@@H]1[NH2+]CSC1)CC
O1CC[NH2+]CCOc2c(NCCCCCNc3clccee3)ecec2
Brelcee(eel)[C@H](nlc2c([nH+]c1CO)cc(N)ee2)C
S(=0)(=0)(nlcc(c2cleccc2)\C=C(/NC(=0)clcceccc1F)\C(=O)NCCc
1c2cc(OC)cec2[nH]c1)N(C)C
Clclee(e2NC(=0)[C@@]3(INH2+][C@H](C[C@@H]3C(=0)Nc3c
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¢(0OC)ccc30C)CCSC)c2cl)C

Decoy553 S(C)clcee(ccl)C(=0)COC(=O)CNS(=0)(=0O)clccc(ccl )CHN 0
Decoy554 Brclec2e([nH]ec2C(=O)NCC(=O)NCC)ccl 0
Decoy555 Clclcc(encINel[nH+]enc(N(CC(C)C)CC(C)C)eIN)C(F)(F)F 0
Decoy556 S\1¢c2¢(N(C)/C/1=C/C=C/C=N\clcc(OC)cccl)clc(cc2)ceecl 0
Decoy557 Brclee(Cl)e(Cce2sc([nH+]c2)N)c(Cl)cl 0
Decoy558 Fclcececc10OCCINH+](Cclnnnnl-cleec(OC(F)F)ccl)C 0
S(=0)(=0)(CCC)clc(n2c(c1S(=0)(=0)CCC)C(=CC(=C2)C)C)C(=0
Decoy559 0

)clcee([N+](=0)[O-])ccl

Clelcc(cec1CI)C1=Nec2n(nc(c2)C(=0O)Nc2cc([N+](=0)[O-
Decoy560 0
Dec(Oc3cee(Cl)ee3C3CCCCC3)c2)C(=C1)C(F)(F)F

Table S4. Structures of the 200 Compounds (in SMILE format) from the Test set together with their

activities (1 or 0) for HO,-induced models.

Name Structure Activity

CHEMBL1080274  slc2scec2cel C(=0)N[C@@H](CCC(=0)NCCC1CC[NH+](CC1)Cc 1
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CHEMBL1082082

CHEMBLI1163575

CHEMBL1782114

CHEMBL1938457
CHEMBL1938460

CHEMBL2012545

CHEMBL2012547

CHEMBL2036260
CHEMBL2036261

CHEMBL2151788

CHEMBL2151789

CHEMBL2312738

CHEMBL2312739

CHEMBL2337717
CHEMBL2337719
CHEMBL2391350
CHEMBL2391360
CHEMBL2391362
CHEMBL2397176
CHEMBL2397180
CHEMBL2397183
CHEMBL2414565

Ieceee]l)C(OCCCCCC)=0
O(CCCCCO)C(=O)[C@@H](NC(OCcleecccl)=0)CCC(=O)NCCC
ICC[NH+](CC1)Cclccececl
Clcleee(cel)-cInc(SCCC)nnel-cleee(Cl)ecl

O1c2¢(OCl)ccle(-
c3¢(cc(0C)c(0C)c300)[C@H](OC(=0)C)[C@@H](C)[C@@H](C)
[C@H]10C(=0)C)c20C
Clclec2Sc3c(N(NC(=O)C[NH+]4CCCCC4)c2ccl)ccec3
Clclec2Sc3c(N(NC(=O)C[NH+]4CCCC4)c2ccl)ceec3
O1c2c(OCl)ccle(-
c3¢(cc(0C)c(0C)c300)[C@H](OC(=0)C)[C@@H](C)[C@@H](C)
[C@H]10C(=0)\C(=C\C)\C)c20C

O1c2c¢(OCl)ccle(-
c3¢(cc(OC)c(0OC)c300)[C@H](OC(=O)\C=C\c3cccee3)[C@@H](C
)NC@@H](C)[C@H]1OC(=O)\C(=C/C)\C)c20C
S(C(=0)C)CCC(=O)NCCCCNc1c2CCCCe2[nH+]c2c1ccec2
SCCC(=O)NCCCCNc1c2CCCCc2[nH+]c2clccec2
Clelee2[nH+]e3¢(CCCC3)e(NCCCNC(=0O)\C=C\c3cc(O)c(O)ce3)e
2ccl
Clclee2[nH+]c3¢(CCCC3)c(NCCCCCCNC(=0O)\C=C\c3cc(0)c(O)c
c3)c2ccl
Olc2¢(c(0)e(0)e(O[C@@H]30[C@H](CO)[C@@H](0O)[C@H](O)
[C@@H]30)c2)C(=0)C=Clclccc(O)ccl
Ole2¢(c(0)e(0)e(O[C@@H]30[C@H](CO)[C@@H](0)[C@H](O)
[C@H]30)c2)C(=0)C=Clclccc(O)ccl
olcc(cc])[C@@H]1CC(=0)[C@]2(0)CCCC[C@]12C
olcc(ccl)CI1=CC(=0)[C@]2(0)CCCC[C@]12C
O=C(NCICCCCC1)CC[NH+]1[C@H]2C[C@H](INH2+]C2)C1
O=C(N1CC[NH+](CC1)CC(=O)NCC(CC)O)CC
O=C(N(CCCC)CCC)CINHH]1C[C@@H](INH2+]C[C@H]1C)C
Oclce(cec1O)\C=C\C(=0)CCCclcceecl
O(C(=0)C)clee(cecc10C(=0)CNC=C\C(=0)CCclcc(OC)c(OC)ccl
O(C(=0)C)clcc(cec10C(=0)C)\C=C\C(=0)CCCclcceecl
S(=0)(=0)(NCCCclcccec] )\C=C\clce(O)c(O)ecl
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CHEMBL2414567
CHEMBL2414568
CHEMBL2414570
CHEMBL2414574
CHEMBL2414576
CHEMBL2414580
CHEMBL2414581
CHEMBL290916

CHEMBL468002

CHEMBL493074

CHEMBL506792

CHEMBLS508313
CHEMBLS512096

CHEMBLS571751

CHEMBLS571754

CHEMBL574683

CHEMBLS585388

Decoy561

Decoy562

Decoy563
Decoy564
Decoy565
Decoy566

Decoy567

Decoy568

Clcleee(ccl)CNS(=0)(=0)\C=C\clcc(O)c(O)ccl
S(=0)(=0)(NCclcce(ccl)C(F)(F)F)\C=C\clcc(O)c(O)ccl
S(=0)(=0O)(NCclcce(ecl)C)\C=C\clee(O)e(O)ceel
S(=0)(=0)(NCclcccecc] )\C=C\c1cc(OC(=0)C)c(OC(=0)C)ccl
S(=0)(=0)(NCCCclcccecc] )\C=C\c1cc(OC(=0)C)c(OC(=0)C)ccl
S(=0)(=0)(NCclccc(F)ccl )\C=C\c1cc(OC(=0)C)c(OC(=0)C)ccl
S(=0)(=O)(NCclccc(cc)C)\C=C\c1cc(OC(=0)C)c(OC(=0)C)ccl
O=CIN(N=C(CI1)C)clcccccl
O=C1C2=C(Nc3[nH+]c4c(CCCC4)c(N)c3C2c2ccnec2)CC(C1)(C)C
sInc(nc I\C=[N+](/[O-D\C(C)(C)C)-clceeecd

O1c2¢(OCl)ccle(-
c3¢(cc(0C)c(0C)c30C)C[C@@H](C)[C@@H](C)[C@H]10)c20C
O(C(=0)C=1C(C(CH#N)=C(NC=1C)N)clccencl)CC
O=C1C2=C(Nc3[nH+]c4c(CCCC4)c(N)c3C2c2ccccc2)CC(C1)(O)C
O1lc2ce(ccc20C(CO)Clclec(OC)e(OCC(=O)N(CC)CC)ecl)C=10c
2¢(C(=0)C=10)c(0)cc(OCC(=O)N(CC)CC)c2
Olc2cec(ccc20C(CO)C1elec(OC)e(OCCC=C)ccl)C=10c2c¢(C(=0)
C=10CCC=C)c(O)cc(OCCC=C)c2
O1[C@@H](CO)[C@H](O)[C@@H](O)[C@H](0O)C10clcc(O)c2c
(OC(=CC2=0)c2cc(0)c(O)cc2)cl
Olc2cc(ccc20C(CO)Clelec(OC)e(0)ccl)C=10c2c(C(=0)C=10)c(
0)cc(OC\C=C(\C)/C)c2
S(=0)(=O)(N[C@H]1C[C@@H]1[NH3+])clcc2C=CC(Oc2ccl)=0
S(=0)(=O)(N(C)clnc(-
c2ccc(F)ee2)c(\C=C\[C@@H](O)C[C@@H](O)CC(O[C@@H]20[
C@H](C(=0)[O-
DIC@@H](0)[C@H](0)[C@H]20)=0)c(n1)C(C)C)C
O=C(N)clcc(C)c(NCC(=O)N2C[C@H](C[C@H](C2)C)C)ccl
[NH+]1(CCCCCC[C@H](C)clnc2c(nl1Cclcc(cecl1C)C)eccec2
Brcloc(ccl)C(=O)Nclcee(ccl)[C@H]1[NH+]=C2C(=C1)C=CC=C2
O(C)clce(ce(OC)cl)CHN
O1CCC[C@H]1CN\IC=2N=C3N(C=CC=C3C)C(=0)C=2C=C(C(O
CC)=0)/C/1=N/C(=O)clcc(ce(cl)C)C
O1[C@@H]20[C@H](C1)[C@@H](NC(=O)Nclccc(OC)ccl)[C@
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Decoy569
Decoy570

Decoy571

Decoy572

Decoy573

Decoy574
Decoy575
Decoy576

Decoy577

Decoy578
Decoy579

Decoy580

Decoy581
Decoy582
Decoy583

Decoy584
Decoy585
Decoy586
Decoy587

Decoy588

Decoy589

Decoy590

H](O)[C@H]2[NH+]1CCC(CC1)C(=O)N
Fclee(ce(NC(=0)[C@@H]2[NH2+]CCC2)c1C)C(=O)N[C@@H](C
)clceceecel
O(CCCO)cleec(OCCINH+]2CC[NH+](CC2)CC[NH+]2CCCC2)ccl
Clcleee(ccIN(C(=0O)clccecec [N+](=0)[O-

DC(=0)clceccec [N+](=0)[O-])C(F)(F)F
O=C([C@@H](INH2+]CCN(C)C)clcceceel)clc2e([nH]cl)e(cee2)C
C
Ol[C@@H2[C@@H](INH+](CC1)CC[C@@H]([INH2+]CCC)C#
N)CCCC2

olccecl CC[C@H](NC(=0O)clnce(ncl)C)C
S1C(=S)N(N=C1S[C@@H](C(=0)C)C(OCC)=0)CCOclccc(ccl)C
S(C[C@H](0)COclcce(ccl)CH#N)eInne(n1C1CC1)-cleencel
S=CINC(=0)C([C@](O)(C(OC)=0)C(F)(F)F)=C(N)N1CCclc2¢([n
H]cl)ccece2

O(Cclce(necl)C[NH3+])clce(C)e(ccl)C(O)C
O(CC(OCC(=O)clece(n([C@@H](COC)C)c1C)C)=0O)clecec(OC)ccl
S=C(NC1CC([NH2+]C(C1)(C)C)(C)C)N(Ccleec(OC)ecl)C[C@
H]10CCC1
O=C(NCC(C)C)C1=C[NH+](CC(C(=O)NCC2[NH+]=C3C(=[NH+]
2)C=CC=C3)=CI1[O-])C(C)C
Brclece(N)ccc1COcle2[nH+]c(ceec2eccl)C
Fcleee(cel)C=INN2[C@@H](C=1)c1c(OC23CC[NH+](CC3)CCC)
cceel

Brclceee(ncl)CNclecee(eel)-c1[nH]nc(O)cl
FC(F)(F)C[NH+]1CCN(CCl1)clcee(cc[NH3+])C(=0)[O-]
Brclec(C(=0)[O-])c(NC(=0O)CC[NH2+]C(C)(C)C)ccl
S1ICCC(NC(=O)Nc2cc(C(=O)NC(C)C)c(cc2)C)CC1
Ol[C@@H](COC(=0)O)[C@@H](OC(=0)C)[C@H](OC(=0)O)[C
@H](OC(=0)O)[C@@H]10[C@HNNOC=C[C@@H]2[C@H]1C(=
C[C@H]20C(=0)C)COC(=0)C

Brclec(cec 1 C(C)(C)C)C(=O)NC(=S)[N-INC(=O)clecc([N+](=O)[O-
]e(Cl)eel

S(C)clce2ne(-
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Decoy591

Decoy592
Decoy593

Decoy594
Decoy595

Decoy596

Decoy597

Decoy598
Decoy599
Decoy600

Decoy601

Decoy602

Decoy603
Decoy604
Decoy605
Decoy606
Decoy607

Decoy608

Decoy609
Decoy610
Decoy611

Decoy612
Decoy613
Decoy614

c3cc(cec3)C)e(cc2ecl )CN(C(=0)clcecec(0C)ec10C)CCCOC
S=CINC(=N[N-
J1HNC(=O)\C(=N/NC(C)(C)CNC@H]1S(=0)c2c(NC1=0)cccc2
S(CCCNcl[nH+]cc(ccl)C=INC(=CC(=0O)N=1)CC)clccc(F)ccl
s1c2C[C@H](CCc2c2cIN=C(NCC[NH3+])N(C)C2=0)C(C)(C)C
FC(F)(F)C1=NN(C(=0)c2ccc([N+](=0)[O-
Dee2)[C@](O)(Cl)cleee(ccl)CC
O=CICCCc2clcc(NC(=O)N[C@H](CO)clcceecl)cc2
O[C@@H]1[C@H]2[C@H](C)[C@@H](NC(=0)C3CC3)CC[C@
@J12(CC[C@@H]1[C@@H](C(=O)NC(C)C)C)C
Fcleee(NC(=0O)[C@@H](NC(=0)c2[nH]c3c(occ3-
c3ccc[nH+]e3)c2)CC(C)C)ccl
O=C(Nclccee(C)c1C)[C@H](INH2+][C@H](C(C)C)C)C
SIC[C@H](N(CCI)clne(cccl)CO)C

Brelene(Sc2ncen2C)ncel
Clelee([C@@H]2N=C(0O)c3c4CC[NH+](Cc4sc3N2)C(C)C)c(O)c(O
C)cl
S(cloc(ccl)C[NH+](Cclnceeel))C[C@@H]1[NH+](CCC1)CC)clnc
cenl

slcceccICN(C(=O)C[NH+](Cclen(ncl)-cleccecl)C)CC=C
olc(C)e(cclC)-cl[nH]c(necl)CC1CC[NH2+]CC1
0lc(C[NH3+])c(ccIC[NH+]1C[C@@H](OCCCI1)C)C
Brelee(NC(=0O)[C@@H]2C[C@H]([NH3+])CCC2)c(N(C)C)ccl
slceeccl [C@H]IN(S(=0)(=0)c2ccee(cc2)C(C)(C)C)CCCCCI
01C2=C([C@H](C[C@H](CCCC(C)C)C)C(CHN)=CI[NH3+])C(=
O)N(O)C(=C2)CCC
FC(F)(C(F)(F)C(F)(F)F)C(=O)N\N=C/1\c2c(oc(C(=O)N[NH2+]C(C
)(C)C)c2C)CCC\

FC(F)(F)cIn(nc(C)c1C#N)C
[nH+]1c-2n(c3clccee3)[C@@H](Nclc-
2ccecl)elec(n(c1C)C1CCI)C
[NH+]12[C@H](CCCC1)[C@H](NCcle(n[nH]c1C)C)CC2
Brelee2ne(n(c2ccl)C1CCH[C@]1([INH3+])C[C@@H](CCC1)C
SICC(=NN=CINclc(cccc1C)C)clsc(ccl)CC(=O)N
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Decoy615
Decoy616

Decoy617
Decoy618
Decoy619

Decoy620

Decoy621
Decoy622

Decoy623
Decoy624
Decoy625
Decoy626
Decoy627

Decoy628
Decoy629
Decoy630
Decoy631

Decoy632

Decoy633
Decoy634
Decoy635

Decoy636

Decoy637

Decoy638
Decoy639
Decoy640

S(cInccec INC(=O)NC[C@H](O)C1CCl)clecccecl
sInnc(c])[C@@H](N(Cclececcl F)C(=O)CN1C(=0)c2c(ccec2)Cl=
0)C(=O)Nclecee(OC)cc10C
O=CI1c2¢(N(CC[NH+](C)C)C1=0)cc(cc2C)C
O1CCCC[C@H]IC[NH+]1CCC[C@H]1clcn(nel)C
ClelcceecINC(=0)[C@@H](S(=0)Cclnnnn1 CCCC)C
slc(nnc1CScl[nH+]c2sc3C[C@@H](CCc3c2c(n1)N)C)C(=0O)Ncle
cc(OC)ccl

S(=0)(=O)(N(C)C)clce(ceel)CS(=0)(=O)C(CCC)CCC
Cleleec(\N=C\2/SC=C(N/2C[C@@H]20CCC2)c2ccccc2)ccl
FC(F)(F)clccecec INC(=O)Nclcec(cecl)C(=O)NCC(OCC)(OCC)cl[n
H+]cceel

O=C1C=2CC[NH2+]CC=2N(c2clcc(cc2)CC)C
S(=O0)(=O)(N([C@H](Ccleec(OS(=0)(=0)c2c3c(cec2)enee3)ecl)C(
=0)N1CCN(CCl)cleccecl)C)elc2e(cecl)enec2
S\IC[C@H](N/C/1=N/c1ce(S(=0)(=0O)N)cccl)CC(C)C
Clclee(encINCCNI1C[C@H](C(=[NH2+])N)C([O-
1)=NC1=0)C(F)(F)F
S(=0)(=0)(N)clccc(-n2cccc2\C=N\N=C(/N)\c2nonc2N)ccl
Fclcee(ccl)[C@H](O)clne(C)e(n1C)C
Clelne(ne(Cl)el)C[NH+]1CCOCCI1
S(=0)(=0)(Cclnc(ocl)-clccc(OC)cecl)CCCOCC(F)(F)F
Brclec(\C=N\Nc2nc(nc(n2)N2CCCCC2)N2CCCCC2)c(OCc2ccc(Cl
)ee2)ecel

Fclee2e(cc1C)CCINH2+][C@H]2cInceenl
Brelcee2c(ce(Oc3nec(ne3)C(=[NH2+])N)ce2)ccl
S(=0)(=O)(N(CC)CC)clcc(cccl F)C(OCC(=0)NC1CC1)=0
Clelccee(Cl)el [C@@H]IN2NC=NC2=[NH+][C@H](C1)clccc(Cl)
ccl
FC(F)(F)Oclcce(NC(=0)[C@H]2[NH+]=C3C(=C2)C(=CC(=C3)C)
C)ccl

O=C([O-])[C@@H](n1c2c(nc1C[NH+](C)C)ceec2)CC
Clc1sc(S(=0)(=0)c2c[nH+]c(SCC(=0O)Nc3cecee3)nc2N)ccel
O=C(N1CCC(CC1)cInn2¢c(N=C3C(C[NH+](CC3)C3CCCC3)=C2[
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Decoy641

Decoy642
Decoy643
Decoy644

Decoy645

Decoy646
Decoy647
Decoy648
Decoy649
Decoy650
Decoy651

Decoy652

Decoy653

Decoy654
Decoy655
Decoy656
Decoy657

Decoy658

Decoy659

Decoy660

Decoy661
Decoy662
Decoy663
Decoy664

Decoy665

O-DcHC(C)O)C
O=C(NC[C@@H](O)clcc2e(ccl)cccc2)N[C@@H](C(C)C)elcence
1

Brclcee(cel)[C@@H](NC(=O)NCcln[nH]ccl)C
S1(=0)(=0)c2cc(F)c(F)cc2[ C@H]([NH2+]C)[C@H]1C

0lc(C)e(cc CINHH](C[C@@H]10CCCC1)C)C(=0)[O-]
S=CINc2¢([nH]c3c2cc(OC)ec3)C(=0O)N1Ccleee(ccl)C(=O)NCclcc
c(OC)ccl

s1c2N=C(NC(=0)c2c(C)c1C)[C@@H](Nclcc(cecl)CO)C
S=C(Nclccce(C)clC)[N-INC(=0)[C@@H]1CCOc2clccec2
s1c(CCC)e(cc1C(=0)N(CCCH#N)CC[NH+]1CCOCCI)CC
FC(F)(F)clccecec1\N=C(/[O-])\C[NH+](C(C)C)CC(=O)N(CCC#N)C
S\1c2¢(N(CC=C)/C/1=N/C(=O)clcc(cccl)C(F)(F)F)c(F)ccc2
OICCC(INH+]2CCC(CC2)C(=0O)Nc2cee(cc2)-c2ee(cec2)C)CCl
O1CCC(INH+](CCC(OC)=0)CC(=O)N(C2CCC(Cce2)o)ce2)ce
1

O([C@@H](CC[NH+](C)C)clcececeel ) C(=0)[C@@H](Ccle(n(nclC
)C)C)C

FC(F)Oclcc(cecl)CN/C(=[NH+\C1CCOCCI1)/NC1CCCC1
Brclcee(ccl)-cloc(ccl)C[NH+](CC(=O)Ncleee(ccl)C(=O)N)C
olccec1C(=0O)Ncleee(eel)/C(=N/NC(=0)clcc(0)c(0)c(O)cl)/C
S1[C@@H](CN(C[C@@H]1C)cln(nc(C)c1C=0)C)C
S(CC(=O)Ncleee(S(=0)(=O)N)ccl)C1=NN[C@@H](NIN)[C@H]1
N=NC2=C1CCC2
O(C)cleccc([C@H]2Nc3c([C@@H]4[C@H]2CC=C4)cccc3C(=O)N
CCC)clO

Clclee(Cl)eec 10CCCC(=0)Nclse(C(OCCOC)=0)c(C)c1C(OCC)=
O

FC(F)(F)clcc(OC/C(=[NH+]/NC(=0)c2ccenc20c2ccccc2)/N)eeel
S([C@H](C#N)C)clncc(enl)C

nlc(c2CCCCe2nclC)CCHN
Clcleee(cel)C(=O)N(CCC(OCC)=0)CCcCcoce)C
O=CI1[C@H](CN(C[C@@H]I\C=N\OCclccc(ccl)C)clecc([N+](=
0)[O-])ccI)\C=N/OCclcce(ccl)C

oS o o O

SI 82



Decoy666
Decoy667

Decoy668

Decoy669

Decoy670
Decoy671

Decoy672

Decoy673

Decoy674
Decoy675
Decoy676

Decoy677

Decoy678
Decoy679
Decoy680
Decoy681

Decoy682

Decoy683
Decoy684
Decoy685
Decoy686
Decoy687

Decoy688

Decoy689

Oclc(ccccI\C=[NH+]\NC(=0O)c1[nH]nc(c1)C12CC3CC(C1)CC(C2)
C3)CC=C

Clelnc(OC)ncclC
S(CC(=O)N(Cclcee(OC)ecl)CICCT)eIne(C)e(n1C[C@H]10CCC1
)C
S\IC=2N([C@H](C(C(OC)=0)=C(N=2)C)c2ccc(OC(=0)c3occc3)cc
2)C(=0)/C/1=C/clccc(OCC=C)ccl
Fclcee(eel)[C@@H]IN(CCC=2[C@H]1[NH+]=C1C=2C=CC=C1)
Ccloc(ccl)CO
slc2ne(ce(c2¢(N)c1C(OCC(=0O)Nclsc2c(CCC2)c1C(=0)N)=0)C)C
S(Cclcceecl)C=1N=C2N(C=CC=C2C)C(=0)C=I\C=N\NC(=O)clc
c2nc(n(c2ccl)CC)C

Brc1ec(OC(C)C)e(OCC)cc IN\C=C(\C(=O)Nclcc([N+](=0)[O-
]ecccl1Cl)/C#HN

slee(ncl [C@H]([NH3+])clceeecl1C)-clc2e(cecl)ecec2
slc(nnclS(=0)(=0)[C@H](C(=O)N(CC)CC)C)NCC(F)(F)F
S(=0)(=0)(N(Ccloc(cc1)C)CC[NH+](C)C)clcc(OC(F)(F)F)cccl
Ol[C@@H](C(OC)=0)[C@H](OC(=0)O)[C@@H](OC(=0)O)[C@
@H](OC(=0)C)[C@H]10c1c20[C@@H]3[C@]45CC[NH+]([C@
H](Cc(c24)cc)[C@]5(0)CCC3=0)CC1CC1
Brclee(C(=O)N)c(NC(=0)c2oc(cc2)CC)ecl
Br[C@@H](CC1=NC=Cn2c1nnc2C)C
Brclcee(F)ce(F)cINC(=O)clcc(N)c[nH+]c1C
Fclce(eeel)[C@H]1[NH2+]Cc2c(-n3clcee3)n(nc2C)-cleceecl
s1c(C(=O)Nc2cee(cc2)-
c2[nH+]c3c([nH]2)ccee3)c(ccINC(=O)clocecl)C
Cleloc(ccl)C[NH2+]C[C@@H](N(C)C)cloccecl
FCCNI1C[C@](N(c2clee(N)ec2)CCC)(CC)C
[NH3+][C@@H]1CCN(C1)clnc(nc(cl)C(C)C)CC
s1c(C)e(ncINC(=O)Nclcce(eecl)[C@H](O)C)CC
Brclec(OC)e(OC)cc ICNCC([NH2+][C@H](C)clcceeel)(C)C
FC(F)(F)C(OC[C@@H](O)C[NH+]1CC[NH+](CC1)Cclcc20COc2
cc1)C(F)(F)F

slc(cccl C)CINH+](C(C)C)CC(=O)N(Ccloc(C)e(c1)C(OC)=0)C
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Decoy690
Decoy691
Decoy692
Decoy693
Decoy694
Decoy695

Decoy696

Decoy697

Decoy698

Decoy699

Decoy700

Decoy701

Decoy702

Decoy703

Decoy704

Decoy705

Decoy706

Decoy707

Decoy708
Decoy709
Decoy710

Fclceeeel C[C@@H](CNcelne([nH+]c(c1)CC)-clceneel)CO
ClcInc(N)ce(c1)C(=O)NC[C@@H]10CCOCl1
olc2c([C@@H]([NH+]3CCOCC3)CC2)c(C)c1C(=0)C
Fclec(N2CCCC2)ecc(NC(=O)NCC(C[C@H](0O)C)(C)C)cl
O(CCO)cleee(ccl)C(=0)CCC(=O)N[C@@H](C)clcce(-n2cenc2)ccl
O(CC)clecccccl CINH+](CC(=0O)Ncleeee(C)cl1C)C[C@@H](0)C
Brelsc(cel)[C@@H](SC1=N[N-
JC(=O)N1CO)[C@@H]([INH3+])CC
slcc(ncINC(=0)C1=CC=CNCI1=0)CCC(=0O)Nclccc(ccl)C(=O)N
Ol[C@@H]20[C@@]3(00[C@]24[C@@H](CC[C@H]|([C@@H]
4CC3)0O)[C@@H](C)[C@@H]10C(=O)CCC(=O)N[C@@H](CC(C
)OCEON[C@@H]([C@H](CC)C)C(=0)[0-])C
S=C(Nclccc(F)cc1F)NC[C@@H](INH+]1CCCCl)clcceec1OC
O(CC(C)C)cleee(cel)C(=O)NICCNC(=0O)[C@@H]1CC(OCCC)=
O

Olc2c¢(cc3c(oc(C)e3-
c3cceec3)c2C)C(C)=C(CCC(=O)N[C@@H](Cc2cccec2)C(=O)NCC
(©)O)C1=0
Clclee(N2C(C)=C(C(OC)=0)\C(=C/c30c(cc3)CNC(=0)C(=0O)Nc3c
cc(ce3)C(OCC)=0)\C2=0)ccclC
O=CI1[C@H](C(OC)=0)C(CC(N2CCN(CC2)C=2CCc(C)(C)Cc(cocC
)=0)=C([O-])C=2C(=0)CCC)=CIC(=0)CCC)(C)C
O=CICCIC@@IA([C@@HB[C@H]([C@@H]4CC[C@](OC(=0)C
)(C(=0)COC(=0)CCC(=O)NSCCC[C@H]5C(=0)[O-
DIC@]4(CC3)C)CCC2=C1)C
S([C@H](C(=0)c1cc2NC(=0)COc2ccl)C)cln-2¢(nnl)C=C(clc-
2ccecl)C

S=C(Nclcc2nn(nc2cclC)-
clcee([NH+](CC)CC)ecl)NC(=O)clcececl [N+](=0)[O-]
S(Cclonc(nl)-
clee(F)ceel)C1=Nc2c(cc30CO0c3c2)C(=0)N1C[C@H]10CCC1
Brclec(C)e(NCC(=O)NC(=O)NC(C)C)ccl
Fclceee(F)cl[C@@H](O)CNC(=O)NC[C@H]1Cc2¢(OCl)ccec2
Oclccee(ccl)C=1CCN(CC=1)C(=O)N[C@@H](CCCO)clcccecl

S O O o o O
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Decoy711 Clcle(n(nclC)-cleec(ccl)C(=O)NCCSCCC(OC)=0)C 0
O(CCOC)clcee(ecl)CINH+]1CCC[C@@H]1C=INC(=0)C=C(N=1

Decoy712 0
)cInceeel
Clclee(N([C@@H](C(=O)NC(CC(C)(C)CY)(C)C)c2cc(OC)ccc2)C(=

Decoy713 0
O)[C@H](CCCC)CC)cccl
Fclee(cecl)-

Decoy714 cl[nH]c([nH+]c1)[C@@H]IN(CCCC1)C(=O)C[C@H]1C[C@H](C 0
CCI1)C
O1c2¢(C=C(C(OCC(=O)N3N=C/4[C@@H](CCC\C\4=C/c4occc4)[

Decoy715 0

C@@H]3c30ccc3)=0)C1=0)cccc2
O(CC)clece(NC2=Nc3c(N4C2=Nc2n(nc(c2[C@H]4c2cce(cc2)C(O

Decoy716 0
C)=0)C)-c2cceec2)ceec3)ecl

0=C(Nclccceel)C=1[C@H](N2NC=C(C2=[NH+]C=1C)C(=0O)Ncl

Decoy717 0
cccecl)CC(C)C

Decoy718 O(clcec(cc10C)[C@H](INH2+]Cclcc(O)eecl)C)C1CCCCI 0

Decoy719 O=CINc2cc(cce2ND)[C@@H](NC(=0)clccececc INC(=O)NC(C)C)C 0

Decoy720 O(C)clcec(eccl)[C@@H]1[NH+](CCC[NH2+]C1)C 0

Table S5. The detailed performance of 24 single classification models for the training set and test set

using different combinational of molecular properties.

NO Model Descriptors  Training set (5-fold cross validation) Test set

TP FN FP ™ TP FN FP ™
1 NN-al 12 139 61 27 773 41 11 8 200
2 NN-bl 23 151 49 36 764 46 6 3 205
3 NN-cl1* 26 155 45 36 764 48 4 4 204
4 kNN-al 12 161 39 71 729 51 1 11 197
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10

11

12

13

14

15

16

17

18

19

20

21

22

23

24

kNN-bl
kNN-c1*
CT-al
CT-bl
CT-cl*
RF-al
RF-bl
RF-c1*
NN-a2
NN-b2*
NN-c2
kNN-a2
KNN-b2*
kNN-c2
CT-a2
CT-b2*
CT-c2
RF-a2
RF-b2*

RF-c2

23

26

12

23

26

12

23

26

12

26

24

12

26

24

12

26

24

12

26

24

170
174
132
140
147
83

123
138
73

108
100
100
120
116
85

101
109
52

108

99

30

26

68

60

53

117

77

62

67

32

40

40

20

24

55

39

31

88

32

41

66

65

83

78

82

23

22

41

23

14

19

48

38

43

63

38

55

20

30

26

734
735
717
722
718
777
778
759
537
546
541
512
522
517
497
522
505
540
530

534

52

52

43

48

47

28

47

47

29

35

37

38

40

40

36

36

38

21

36

34

21

14

14

15

14

10

18

14

18

187
194
194
193
194
205
203
203
155
156
158
151
150
156
142
146
142
157
152

153

1-12: neuroprotective models against glutamate induced neurotoxicity (NGN models); 13-24: neuroprotective models

against H202 induced neurotoxicity (NHN models); a: models built by DS 2D descriptors; b: models built by
MOE_2D descriptors; c: models built by DS MOE 2D descriptors

Table S6. The detailed performance of the 26 Bayesian classification models for the training set and

test set using different combinational of output probabilities and fingerprints.

NO Model Training set(5-fold cross validation) Test set

TP FN FP TN TP FN FP TN
1 NB 175 25 36 764 40 0 0 160
2 NB+ECFP4 188 12 11 789 40 0 6 154
3 NB+ECFP6 190 10 2 798 40 0 6 154
4 NB+EPFP4 185 15 48 752 37 3 15 145
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Nl N )

10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26

NB+EPFP6
NB+FCFP4
NB+FCFP6
NB+FPFP4
NB+FPFP6
NB+LCFP4
NB+LCFP6
NB+LPFP4
NB+LPFP6
NB

NB-+ECFP4
NB+ECFP6
NB+EPFP4
NB+EPFP6
NB+FCFP4
NB-+FCFP6
NB+FPFP4
NB+FPFP6
NB+LCFP4
NB+LCFP6
NB+LPFP4
NB+LPFP6

193
179
194
188
194
192
193
197
196
118
131
130
130
135
139
132
136
128
138
138
138
136

21

12

22

10
10

AN DN

54

21
40
30
18
15

41
39
42
5

65
17
11
8

20
8

746
791
779
760
770
782
785
794
796
546
558
560
519
521
518
555
495
543
549
552
540
552

39
40
40
39
39
40
40
40
40
40
40
40
37
39
40
40
39
39
40
40
40
40

—_— = O O

S O o o o o o

—_ W

—_ = O O

o o o O

14

16
13

15
14

16
13
4
4
10
7

146
155
158
144
147
156
156
150
153
160
154
154
145
146
155
158
144
147
156
156
150
153

1-13:

combined naive Bayesian models for neuroprotection against glutamate-induced neurotoxicity; 14-26:
combined NB models for neuroprotection against HO,-induced neurotoxicity
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Table S7. Structures of the 70 virtual hits (in SMILE format) for neuroprotective assay.

Number Cluster ~ Structure

J10216%* 9 O1CC2C(COC2c2¢c30C0c3cc2)Clclec20COc2cecl

J10233* 14 O1C(C)C(O)C(OC)C(O)CI0CICC2CCC3C(CCC4(O)c(Ccees340)c3=Ccc(ocs)
=0)C2(CC1)C

J10244 13 O(C(=0)C)CICCLC2(C(CCC34C2C(OC(=0O)O)CC(C3)C(ca)=O) oo

J11759 14 OCIC2=CC(O)CCC2(C2C(C3CCC(Cc(Ccce(coocoocsceenoene

J11762%* 2 O1c2¢(C(=0)C(=Clclecec(O)ccl)c1e30C(CC(=0)c3c(0O)cclO)clecc(O)ecl)c(O)
cc(O)c2

J11788 12 O1C2C(OC(=0)c3cc(O)c(O)cdoc5c(c(cc(0)c50)C(0C2)=0)c34)C(O)C(O)C10c
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J12115

J12129

J12144

J12146%*

J14153

J14156*

J14157

J14171

J14572*

J14576

J14581*

J14590*

J14591*

J14593*

J14599

J14600

J14656

J14658

J14664

J14691*

J14699

J16037

17

17

17

17

17

17

12
12

Icceee1CO
O1C(C(=0)[O0-])C(0)C(O)C(0)C10c1cc20C(=CC(=0)c2¢(0)c10)clecc(O)ccl
O1C(CO)C(0O)C(0)C(0)C10c1c20C(=0)C=Cc2ccclO
O1c2¢(C(=0)C(OC30CC(O)C(0)C30)=Clclce(O)c(O)ccl)c(O)ec(O)e2
O1C(CO)C(0)C(0O)C10CT=C(0Oc2c(C1=0)c(O)cc(0)c2)clec(0)c(O)ccl
O1C(COc2cc(cc(0)c20)C=20c3c(C(=0)C=20)c(0)cc(0)c3)C(0)C(O)C10
O1c2¢(C(=0)C(OC[C@H]30[C@@H](0)[C@H](0)[C@@H](O)[C@@H]30)=
Clclce(O)c(O)eel)c(O)ec(O)c2
O1C(COc2c30C(=0)C=Cc3cc(0OC)c20)C(0)C(0O)C(O)C10
O1C(CO)C(O)C(0)C(O)C10c1cec(0)ce(0)c1C(=0)CCclecc(O)eel
O1c2¢(OC1)e(OC)cc(C(=O)NICC[NH+](CCT)Cclc3e(ceee3)c(OC)ccl)e2-
c1c20CO0c2c(0OC)ccl1C(OC)=0
01¢2¢(OC1)ec(OC)cc(C(=O)N1CC[NH+](CC1)Cclee(OC)c(OC)c(OC)c1)c2-
c1c20CO0c2¢(0OC)ccl1C(OC)=0
01c2¢(OCT)c(OC)ecc(C(=O)NITCCINH+](CC1)Cclec(OC)e(OC)ccl)c2-
c1c20CO0c2¢(0C)cc1C(OCC)=0
0O1c2¢(OC1)c(OC)cc(C(=O)NICC[NH+](CCT)Cclece(Oc3ccecee3)cecl )e2-
c1c20CO0c2¢(0C)cc1C(OCC)=0
01c2¢(OC1)e(OC)cc(C(=O)N1CC[NH+](CCI)C\C=C\clccceel)c2-
c1c20CO0c2¢(0C)cc1C(OCC)=0
O1c2¢(OC1)c(OC)cc(C(=O)NICC[NH+](CCT1)Cclee(OC)c(OC)ccl)c2-
c1c20CO0c2¢(0OC)cc1 C(OCCC)=0
01c2¢(OC1)c(OC)ec(C(=O)NTCCINH+](CCI1)Ccleeec(OC)ecl)c2-
c1c20C0c2¢(0C)cc1C(OCCC)=0
01¢2¢(OC1)e(OC)cc(C(=O)N1CC[NH+](CC1)Cclee(OC)c(OC)c(OC)c1)c2-
c1c20CO0c2¢(0OC)cc1 C(OCCC)=0
01c2¢(c(0)c(0C)c(0)c20C)C(=0)C=Clclccc(OC)ccl
O1C(C(0)C(OC(=0)C)C(0O)C1CO0)c1c20C(=CC(=0)c2¢(0O)cclO)clecc(O)ecl
O1C(C)C(O)C(0)C(O)C10CTI=C(Oc2c(C1=0)c(O)cc(0O)c2)clec(0)c(O)ccl
O(C(=0)\C=C\clcc(0)c(0)ccl)CICCC2(C(CCC3(C2CcC(cacc(cee4(cce=c
23)C(=0)[O-])C)C)C)C1(C)C)C
O1C(CO)C(0)C(0)C(O)C10c1cc2e-3¢(OC(=0)cacc(0)c(OC)e(0C2=0)c-
34)c10
O1C(C)C(0)C(OC)C(0)C10CICC2=CCC3C(CCC=4C5C(0C3=0)COC5(0C=4
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)C)C2(CC1)C
J16040 12 O1CC(0O)C(O)C(0)C10clee(cc(O)c1) \C=C\cleee(O)cecl
J16048 2 01c2¢(CC(OC(=0)c3cc(0)c(0)c(0)ce3)Cleclec(O)e(O)ecl)c(O)ec(O)c2
J18461 6 O=C(CC[NH+](C)C)clcce(ccl)-clcee(ccl)C(=O)CCINH+](C)C
J18803 13 FC(F)(F)clee(NC=2n3ncc(c3N=C(C=2)COCC[NH+]2CCNCC2)C#N)cccl
J18811* 15 Fclceee(NC=2n3ncc(c3N=C(C=2)COCC[NH+]2CCNCC2)C#N)cc1C(F)(F)F

J18836%* 7 O(CC1=Nec2n(ncc2C#N)C(Nc2ce(cee2)C)=C1)CC[NH+]1CCNCCl1
J18842* 7 Fclcee(NC=2n3ncc(c3N=C(C=2)COCC[NH+]2CCNCC2)C#N)ccl

J18848 7 FclceceeINC=1n2ncc(c2N=C(C=1)COCC[NH+]ICCNCCI1)C#N

J18854 11 Clelec(NC=2n3ncc(c3N=C(C=2)COCC[NH+]2CCNCC2)C#N)cccl
J18879* 6 OICC[NH+](CC1)CC1=Nc2n(ncc2C#N)C(Nc2cec30COc3cc2)=Cl1

J18911 6 O(C)clcec(ccl)CNC=1n2ncc(c2N=C(C=1)C[NH+]1CCCC1)C#N

127111 4 01¢2¢(c(0)c(0O)c(0)c2CN2CC[NH+](CC2)CCO)C(=0)C=Clclcccecl
127114%* 4 01c2¢(c(0)c(0O)c(O)c2C[NH+]2CCCC2)C(=0)C=Clclcccecl

27115*% 4 0O1c¢2¢c(c(0)c(0O)c(0O)c2C[NH+]2CC(CCC2)C)C(=0)C=Clclcceecl

J27118* 4 O1c2¢(c(0)c(0O)c(O)c2CN2CCINH+](CC2)Cc2ccccc2)C(=0)C=Clclcccecl
J27139 8 O1C=C(C(=0)c2clcc(OCC[NH+]1CCCCCl)cc2)clcec(OC)cecl

127140 8 OICC[NH+](CCI1)CCOclce(0)c2c(OC=C(C2=0)c2ccc(OC)cc2)cl

J27143 8 O1C=C(C(=0)c2clcc(OCC[NH+]1CCC(0O)CC1)cc2)clecc(OC)ccl

27151 4 O1c2¢(C(=0)C=Clclcc(0)c(O)cel)e(O)ec(O)c2C[NH+]1CCC(CC1)CO
J27152%* 4 O1c2¢(C(=0)C=Clclcc(O)c(O)ccl)c(O)ec(0O)c2CINH+]1CCOCCI

J27153* 4 O1c2c(C(=0)C=Clclcc(O)c(O)ccl)e(O)cc(0O)c2CNICC[NH+](CC1)C
J27155 4 O1c2¢(C(=0)C=Clclcc(0)c(O)cel)e(O)ec(O)c2C[NH+]1CCCCC1C
127162 4 O1c2c(C(=0)C=Clclccc(O)ccl)c(O)ec(0)c2CN1CCINH+](CCI)Cclecccecl
J27166 8 O1C=C(C(=0)c2c1c(CN1CC[NH+](CC1)Cclccceel)c(O)ec20)clcec(O)ecl
J27167* 8 O1C=C(C(=0)c2cl1c(CN1CC[NH+](CC1)CCO)c(O)cc20)clcec(O)cel
J27197 8 OICC(INH+](Cc2c30C=C(C(=0)c3ccc20)c2cec(0OC)cc2)C(C1HO)C
J27198* 8 O1C=C(C(=0)c2clc(C[NH+]1CCC(CC1)CO)c(O)cc2)clecec(OC)ccl
J27200 8 O1C=C(C(=0)c2c1c(C[NH+]1CCC(CC1)Cclcceccel)c(O)cc2)cleec(OC)ccl
J27201 8 O1C=C(C(=0)c2c1c(C[NH+]1CCCCC1C)c(O)cc2)clecec(OC)ccl

J27203 8 O1C=C(C(=0)c2c1c(CN1CC[NH+](CC1)Cclcccecl)e(O)ec2)clecc(OC)ccl
J27706* 9 01c2¢(OC1)ecl CCIN+]3(C(Ce4c(C3)c(0OC)c(0OC)ccd)c1c2)CC(OCC)=0
J27709* 9 O1c2¢(OCT)cc1CCIN+]3(C(Ccdc(C3)c(OC)c(OC)ccd)clc2)Celece(ccl)C(OC)=

O
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127724 9 O(C)clc2¢(CC3[N+](C2)(CCc2ec(OC)c(OC)cc23)Cc2eec(cc2)C(OC)=0O)cccl O
C

127727 9 O(C)cle2c(CC3[N+](C2)(CCc2cc(0OC)c(OC)ec23)CCCC(OCC)=0)cecec10C

J32886 15 O1c2¢(OC1)c(OC(=O)\C=C\clcceeel)ec(C(OC)=0)c2-
c1c20C0c2c(0OC)ccl1C(OC)=0

J32899* 17 01c2¢(OC1)e(OC)ec(\C=C\C(=O)CCCCC[NH3+])c2-
c1c20C0c2c(0C)cc1\C=C\C(=0)CCCCC[NH3+]

J32900 17 01c2¢(OC1)c(OC)ec(C(=O)CCCCC[NH3+])c2-
c1c20CO0c2¢(0C)cc1C(=0)CCCCC[NH3+]

J39065 16 O1c2¢(OCl)ce-1c(CC[n+]3c-1ccle(c3)c(OC(=O)\C=C\c3ceeee3)c(OC)ccl)e2

J39067 16 O1c2¢(OCl)ce-1c(CC[n+]3c-
Iccle(e3)c(OC(=0)c3ccececc30C(=0)C)c(OC)ccl)c2

J39068 16 O1c2¢(OCl)cc-1¢(CCn+]3c-
Icele(e3)c(OC(=0)\C=C\c3cc(OC)c(OC(=0)C)cc3)c(OC)ecl)c2

J39069 16 O1c2c¢(OCT)ce-1c(CCn+]3c-1ccle(c3)c(OCc3nc(C)e(nc3C)C)c(OC)ecl)c2

J100313* 19 O(CC(C)C)clce(O)c2c(c1)C(=0)clc(C2=0)c(O)cc(cl)C

*represented that the compound showed neuroprotective activity against glutamate-induced and
H,0;-induced neurotoxicity simultaneously in the preliminary assay.

Table S8. The preliminary assay result for 70 virtual hits on monosodium glutamate or H,O,-induced

neurotoxicity on PC12 Cell.

Monosodium glutamate

Number H,0, (300 uM)

(40mM)
J10216* 101.97 116.13
J10233* 61.26 83.58
110244 3.18 <0
J11759 5.84 <0
J11762* 122.07 114.13
J11788 24.83 30.19
J12115 33.61 39.77
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J12129
J12144
J12146*
J14153
J14156*
J14157
J14171
J14572*
J14576
J14581*
J14590*
J14591*
J14593*
J14599
J14600
J14691*
J14699
J16037
J16040
J16048
J18461
J18803
J18811*
J18854
J18836*
J18842*
J18848
J18879*
J18911
J27111
J27114%*
J27115%*
J27118*
J27139

16.13
13.64
95.11
31.76
66.14
<0
<0
127.88
12.84
52.76
57.66
96.39
85.26
25.21
23.77
112.56
2.08
5.20
1.28
15.20
6.76
32.06
73.73
32.82
88.01
105.99
28.41
69.09
38.92
34.03
92.64
81.28
82.46
21.66

13.69
<0
84.65
13.13
50.05
7.30
22.95
91.33
<0
67.77
87.02
97.59
63.80
<0
<0
50.61
<0
<0
<0
1.82
<0
44.48
95.00
26.70
80.57
69.10
<0
91.35
26.16
26.77
108.19
98.16
87.76
<0
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J27140 15.97 2.18

J27143 13.18 <0
J27151* 124.71 96.18
J27152%* 93.63 64.09
J27153* 115.35 89.62
J27155% 129.36 92.22
J27162 10.69 <0
J27166 <0 14.24
J27167* 59.14 69.31
J27197 31.23 40.15
J27198* 94.49 54.33
J27200 8.24 <0
J27201 35.59 4.56
J27203 20.06 19.58
J27706* 80.02 59.98
J27709* 67.51 86.47
J27724 15.46 <0
J27727 48.00 6.31
J32886 6.82 41.24
J32899* 110.32 58.82
J32900 30.43 19.38
J39065 5.88 45.56
J39067 0.25 14.87
J39068 36.77 28.78
J39069 <0 42.34
J100313* 67.72 89.49

*represented that the compound showed neuroprotective activity against glutamate-induced and
H,02-induced neurotoxicity simultaneously in the preliminary assay.

The data (cell damage inhibition rate, measured by MTT assay) were expressed as the following
formula.

(treatment group OD570 - model group OD570) 1
(control group OD570 - model group OD570)

cell damage inhibition rate= 00%
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