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Figure S1. The RMSF monitored by desmond. (A-D) The RMSF of
protein Ca of apo state of the CA IX (A), and CA IX complexed with co-
ligand overlapped with (B) 3-pyridinemethanol, (C) Procodazole, (D)

Pamidronic acid. in the same frame, respectively.
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Figure S2. 2D interaction diagrams of the complexes of CA IX with co-
ligand, 3-pyridinemethanol, procodazole and pamidronic acid after 100 ns’

MD simulations. (A) Co-ligand, (B) 3-pyridinemethanol, (C) Procodazole,

(D) Pamidronic acid.
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Figure S3. The interactions between protein and the ligand were monitored
across the MD simulation, which are categorized into four types: hydrogen
bonds (green), hydrophobic (purple), ionic (red) and water bridges (Blue)
and normalized into stacked bar charts over the course of the trajectory.
The normalized stacked bar chart of CA IX with co-ligand, 3-
pyridinemethanol, procodazole and pamidronic acid after 100 ns’ MD
simulations. (A) Co-ligand, (B) 3-pyridinemethanol, (C) Procodazole, (D)

Pamidronic acid.
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Figure S4. Total energy curves of the CA IX complexed with co-ligand
overlapped with 3-pyridinemethanol, procodazole and pamidronic acid

during 100 ns MD simulations.
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Figure S5. The mean total energy values of CA IX complexed with co-
ligand, 3-pyridinemethanol, procodazole and pamidronic acid during 100

ns MD simulations.
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Figure S6. The RMSD values of ligands monitored by desmond. (A-D)
The RMSD values of ligands calculated for the systems including CA IX
complexed with co-ligand, 3-pyridinemethanol, procodazole and

pamidronic acid during the simulation of 100 ns.
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Figure S7. Ligand-Protein contacts of CA IX with co-ligand, 3-
pyridinemethanol, procodazole and pamidronic acid complexes during the

simulation of 100 ns.



Figure S8. The Superimposition of complexes’ binding poses before
(green) and after (cyan) 100ns” MD simulations. The complexes consist
of CA IX with (A) co-ligand, (B) 3-pyridinemethanol, (C) procodazole

and (D) pamidronic acid. The pictures were produced using PyMol.



Table S1. The results of cross-docking study.

Receptor Scal %Docked %RefDocked AveRMSD %RefCorrect
S5FL4 0.8 100 100 0.94 100
S5FLS 0.8 100 100 0.97 100
SULN 0.8 100 100 1.31 100
6FEI 0.8 100 100 1.56 100

Table S2. The decoy set generated by DUDE.

Zinc ID Smile
ZINC49871821 CCOC(=0)clsc2¢(c1C)e(=0)n(CCO)c(=0)n2CC(=0)0
ZINC43702114 C[C@@]12CCC(=0)N1[C@H](C(=O)N1CCO[C@H](C(=0)0)C1)CS2
ZINC42690308 CCN(CC(=0)0)C(=0)N1CCCN(C(C)=0)CC1
ZINC08296731 0=C(0)CCC(=0)N[C@H]1CCN2C(=0)c3cc(-c4cces4)cccINC(=0)[C@H]12
ZINC50421638 C[C@@H](NC(=0)N1CSC[C@@H]1C(=0)O)clnncn1C
ZINC20548403 CCCCNIC(=0)[C@@H]2[C@H](CCC(=0)O)N[C@@]3(C(=0)Nc4c(CC)ccce43)[C@@H]2C1=0
ZINC43702646 0=C(0)[C@@H]1CN(C(=0)C[C@@H]2CCS(=0)(=0)C2)CCO1
ZINC65347481 0=C(O)clenc(O)e(-c2cc(O)cc(F)c2)cl
ZINC13019120 C[C@H](Sc1nc2ec(C(=0)0)cec2e(=0)n1C)C(=O0)Nclee(F)eeclF
ZINC13272312 CCNC(=0)NC(=0)[C@H](C)Sclnc2cc(C(=0)O)cce2e(=0)n1Celeccec]Cl
ZINC50376502 CO[C@H]1CCC[C@@H]INC(=0)N1CCO[C@H](C(=0)0)C1
ZINC20588256 Nnlc(SCC(=0)O)nncl-clec2e(s1)CCCC2
ZINC34002497 Nelnc2e(ne(Sc3cee(Cl)ee3)n2[C@@H]20[C@@H]3CO[P@](0)(=S)O[C@H]3[C@H]20)c(=0)[nH]1
ZINC13049550 CC(C)Cnle(S[C@H](C)C(=0)Nc2ce(F)cec2F)ne2ec(C(=0)0O)ccc2e1=0
ZINC43414178 Cclese(NC(=0)NCC2(CC(=0)0)CCCCC2)nl
ZINC39465523 CC(C)S(=0)(=0)clec2e(cclCeleceee])[C@@H]1 CO[P@](=O)(O)NN1CC2
ZINC62925916 C[C@]1(C(=0)O)CCN(C(=0)NC[C@H]2COCCO2)C1
ZINC13231774 CCNC(=0)NC(=0)CSclnc2ec(C(=0)0)cec2e(=0)n1CC(C)C
ZINC36865857 Cnle(SCC(=0)0)nncIN1CCS(=0)(=0)CC1
ZINC16021948 CCCCNIC(=0)[C@@H]2[C@H](CCC(=0)O)N[C@]3(C(=O)Nc4c(CC)cceed3)[C@@H]2C1=0
ZINC03097414 0=C(O)clInc2nce(-n3cc([N+](=0)[O-])en3)en2nl
ZINC22000495 CCCCclnee(C(=0)O)ncIN
ZINC37030336 C[C@H](NS(=0)(=O)cl¢c[nH]c(C(=0)O)cl)clcee(Cl)s1
ZINC44218213 N[C@@H](CC(=0)O)clccc2oc(C(=0)c3cec(Br)ec3)ec2el
ZINC61593834 0=C(O)clcce(Sc2n[nH]c(=0)n2C2CC2)nn1

ZINC03911303 COclcec(NC(=0)C(=0)c2¢(O)[nH]c3ccece23)ecc10C



ZINC32501315

ZINC63074746

ZINC37931598

ZINC43703101

ZINC49080522

ZINC13256143

ZINC43701077

ZINC62832103

ZINC12384893

ZINC05853788

ZINC44931730

ZINC13462231

ZINC06955176

ZINC05734475

ZINC62828877

ZINC43701705

ZINC20596650

ZINC40557135

ZINC13272514

ZINC62118415

ZINC41606403

ZINC43414105

ZINC62339875

ZINC41073491

ZINC63215707

ZINC57934824

ZINC27531874

ZINC37834521

ZINC41049355

ZINC61770464

ZINC62100900

ZINC43503541

ZINC62925708

ZINC58158061

ZINC20304047

ZINC54054898

ZINC46088389

ZINC49850976

ZINC54054697

ZINC52884990

ZINC41116141

ZINC67588578

ZINC41049361

ZINC42696421

Celo(C(=0)0)oc2ecc(N)cel2
CCI(C)CCCNIcleee(N)ec1 C(=0)0
Ccloc2nc[nH]c(=0)c2¢1C(=0)N(C)CCC(=0)0
Celn[nH]e(C)e1S(=0)(=0)N1CCO[C@H](C(=0)0)C1
0=C(NCCnlccenl)Nelee(Brieee] C(=0)0
C[C@H](Sc1nc2ec(C(=0)0)ccc2e(=0)n1-clcce(F)ee1)C(=0)Nelceeec 1 F
0=C(0)[C@H]1CN(C(=0)CCN2CCSC2=0)CCOl
CCIC@H](CHN)N(C)elcce(N)eel C(=0)0
CCI1(C)Ce25¢3nc(SCC(=0)0)nc(N)c3¢2CO1
Celen([C@H2C[C@@H](N=[N+]=[N-D[C@H](C(=0)0)02)c(=0)[nH]c1=0
Celnne(SCC(=0)0)n1[C@]1(C)CCS(=0)(=0)C1
COclce(O)cee] [C@H]1C=C(c2ccc(O[C@H](C)C(=0)0)cc2)Nc2nnnn2 1
COclce(/C(C)=N/NC(=0)CNe2c(C)ec(C)ec2C)ecc10CC(=0)0
CCI1(C)CCC(C)(C)CIC(=0N[C@@H](0)C(=0)0
0=C(Nclsceel C(=0)0)NC1CCC1
Celnn(C)e(C)e1 CC(=0)N1CCO[C@@H](C(=0)0)C1
0=C(0)c1en(CCN2C(=0)NC3(CCCC3)C2=0)nnl
C[C@@H](CC(=0)0)NC(=0)N[C@@H]1 CCC[C@@H](C)[C@H]1C
N#Cclo(N)sc2¢1 CON(cleeo(S(=0)(=0)N3CCC(C(=0)0)CC3)ec [N+](=0)[0-])C2
CCI(C)NC(=0)N(CC(=0)N2CC[C@H](C(=0)0)C2)C1=0
CC(C)elcec(-c2ecc(C(=0)0)c(=0)n2CC(N)=O0)cc
CNC(=0)NCC1(CC(=0)0)CCCCCl
Celee(C)e2e(CNC(=0)[C@@H]3CCCO3)c(C(=0)0)[nH]c2c1
0=C(0)COCC(=0)N1CCC(N2CCNC2=0)CCl
0=C(CN1CSCC1=0)Nclncencl C(=0)0
C[C@H](C(=0)0)N1C(=0)C(C)(C)Ne2ce3e(cc21)0CO3
CCOC(=0)Cnlc(=0)n(CCO)c(=0)c2c(C)e(C(=0)0)sc21
CN(Celen(C)e(=0)n(C)c1=0)C(=0)[C@H] 1 C[C@@H] 1C(=0)0
C[C@H](CC(=0)0)SclncceeIN
Celnn(-c2ncen(C(C)C)c2=0)c(C)c1CC(=0)0
0=C(0)C[C@H]1CCCN(C(=0)N2CCNC(=0)CC2)C1
0=C(N[C@]1(C(=0)0)CCSC1)clcee(IN+](=0)[O-])ol
CCIC@]1(C(=0)0)CCN(C(=0)Ne2cen(C)n2)Cl
Cel¢(C(=0)0)[nH]c2¢1/C(=N/N1CC(=0)NC1=0)CC(C)(C)C2
CNC(=0)NC(=0)[C@H](C)Ocl cce(Br)ec1C(=0)0
C[C@H](C(=0)O)N(C)cInc2c([nH]1)c(=0)n(C)c(=0)n2C
CC1(C)0c2cce(NC(=0)[C@H]3CCCC[C@@H]3C(=0)0)cc2NC1=0
C[C@H])(OC(=0)ccc(F)ecc IN)C(=0)0
C[C@@H](C(=0)O)N(C)cInc2scen2c ] [N+](=0)[O-]
CC(C)elcen(-c2cee(N)ece2C(=0)O)n1
Nelee(Br)eee1SCCnlee(C(=0)O)nnl
0=C(0)c1[nH]nce] CN1CCC[C@@H](c2n[nH]ec2-c2ceccc2)Cl
CCIC@@H](Sclncecc IN)C(=0)0

C[C@H](CN(C)C(=0)CN1C(=0)NC(C)(C)C1=0)C(=0)0



ZINC50019827

ZINC43425967

ZINC50030070

ZINC37325956

ZINC20319186

ZINC49821947

ZINC13416288

ZINC13044389

ZINC16021948

ZINC41049361

ZINC04533488

ZINC62872963

ZINC40551044

ZINC52094205

ZINC13263694

ZINC13024842

ZINC11617280

ZINC65347480

ZINC16901242

ZINC13418397

ZINC13223720

ZINCA48721252

ZINC40590007

ZINC62874812

ZINC05728860

ZINC05728860

ZINC13199754

ZINC13816333

ZINC09218955

ZINC62843100

ZINC13044387

ZINC02806563

ZINC49556841

ZINC38036662

ZINC40557561

ZINC62935903

ZINC66134106

ZINC22116712

ZINC45138961

ZINC40530751

ZINC62843068

ZINC35023547

ZINC44265005

ZINC07785061

CCN(clee(C(=0)0)c(N)ec I F)CI1CCI
0=C(0)c1en(CCN2CCO[C@@H]3CCC[C@@H]32)nnl
C[C@@H]1COCCNIclee(C(=0)0)c(N)ecIF
Celne(=0)n([C@@H]2CCS(=0)(=0)C2)c(C)c1CCC(=0)0
Celo([C@H](C)NC(=0)c2nn(C)ec2C(=0)0)enn1C
Celeee(C)e(-n2ne(C(=0)0)ce2N)el
Celse2nenc(SCe3nedsc(C(=0)0)c(C)ede(=0)[nH]3)c2c1C
CCCCnlc(SCC(=0)NC(=0)N[C@H]2CCC[C@H](C)[C@@H]2C)nc2ec(C(=0)0)ccc2c1=0
CCCCNIC(=0)[C@@H]2[C@H](CCC(=0)0)N[C@]3(C(=0)Nede(CC)cceed3)[C@@H]2C1=0
CCIC@@H](Sclncecc IN)C(=0)0
0=[P@]1(0)0[C@@H]2[C@H](CO)O[C@@H](n3cnc4c3ncn3cencd3)[C@@H]201
Celoe(CS(=0)(=0)N2CCCIC@](C)(C(=0)0)C2)nol
C[C@@H](CC(=0)0)NC(=0)N[C@@H]1CCCC[C@H]1C
0=C(0)CCCCC(=0)clcc2[nH]c(=0)[nH]c2cc1Br
CI[C@@]1(c2ccec(OCC(=0)0)c2)NC(=0)c2cceee2N1
CC(O)[C@H](C(=0)0)n1 o(SCC(=0)Ne2¢(Clyceec2Clync2ceecc2c1=0
0=C(0)CCC(=0)NIN=C(c2c(-c3cccee3)e3ec(Cl)cec3[nH]e2=0)C[C@H] ¢l ccccel
0=C(0)clec(O)ncel-clec(O)ee(F)el
Celoee(0)e(N[C@@H]2CC(=0)N(c3cec(CC(=0)0)ec3)C2=0)c 1
Ce1¢(C(=0)0)sc2nen(CC(=0)N[C@H](C)e3ceccdcccee3d)e(=0)c12
CI[C@@H](ScInc2cceec2c(=0)n1 CCCCCC(=0)0)C(=0)NC(=0)NC1CCCCCl
C[C@@H](Cnlccen)NC(=0)/C(0)=N/cInncs]
CC[C@@H]1COCCN1C(=0)N1C[C@H)(OC)C[C@@H]1C(=0)0
CC[C@]1(C(=0)0)CCCN(c2ence3nnnn23)C1
0=C(N/N=C/clccee(Bricl)clc[nH][nH]c1=0
0=C(N/N=C/clccee(Bricl)elc[nH][nH]c1=0
Cnle(SCC(=0)NC(=0)NC2CCCC2)ne2ee(C(=0)0)cec2e1=0
CO[C@@H]1 [C@@H]20[P@](=0)(0)OC[C@H]20[C@H]Inlc(Sc2cee(Clce2)nc2e(N)nenc2
COclceeceINC(=0)C1=C(C)N(c2ceec(C(=0)0)c2)C(=0)N[C@H] lclcee(C#N)cel
CN(C)C(=0)CNC(=0)N1CCC(C)(C(=0)0)CC1
CCCCnle(SCC(=0)NC(=0N[C@@H]2CCC[C@H](C)[C@@H]2C)nc2cc(C(=0)0)cec2e1=0
Celo(/C=C/C(=0)Ne2en(C)nc2C(=0)O)enn1 C
0=C(0O)clee(S(=0)(=0)Ne2nc3c(s2)CCCC3)e[nH] 1
CC(C)(CNC(=0)N[C@H](C(=0)0)C1CCCCCl
0=C(NC[C@H]1CCCO1)Nclce(Briceel C(=0)0
C[C@@]1(C(=0)0)CCN(C(=0)N2CCNC(=0)CC2)C I
NelIne(C(=0)0)ce(-c2cec(OC[C@H]3CCCO3)ce2)nl
CC/C=C(\C(=0)O)clcsc(N)nl
CC1(C)C[C@@H]INC(=0)NC1CCC(C(=0)0)CCl
CO[C@@H]1C[C@H](C(=0)0)N(C(=0)N2C[C@H](C)O[C@@H](C)C2)C1
C[C@H]1CN(S(=0)(=0)N2CCC(C)(C(=0)0)CC2)C[C@@H](C)O1
0=C(0)CNelenc2¢(C(=0)N3CCN(cdeececd)CC3)ecen2e1=0
NC(=0)/C=C\clec(D)eo([N+](=0)[0-])c10

CC1=C(C(=0)O)N=C2CC(C)(C)CC(NN3CC(=O)NC3=0)=C21



ZINC40148351

ZINC50123311

ZINC05517016

ZINC43623542

ZINC50421552

ZINC41049113

ZINC13462239

ZINC10159706

ZINC65371303

ZINC55156946

ZINC62135414

ZINC13446618

ZINC13050893

ZINC37321394

ZINC41049309

ZINC05847033

ZINC19088505

ZINC44028970

ZINC13044385

ZINC64820722

ZINC67588578

ZINC62828748

ZINC54501818

ZINC51021810

ZINC13257063

ZINC01640357

ZINC04721800

ZINC62339609

ZINC50223669

ZINC17098013

ZINC06074614

ZINC38187042

ZINC42009545

ZINC09427748

ZINC05023605

ZINC13034931

ZINC44483555

ZINC54295843

ZINC13345871

ZINC51021810

ZINC67223670

ZINC42009545

ZINC63074746

ZINC37593143

COC(=0)[C@@H]1SC2=NC=NC(=0)C2=C1CC(=0)0
Celece(N)e(C)e10CC(=0)0
C/C(=N\C(=O)cl cces el cc2c(ce INC(=0)CCC(=0)0)0CO2
Celo(N)eeeel O[C@@H](C)C(=0)0
C[C@H](NC(=0)N1CCC(C(=0)0)CCl)cInnenlC
Celne(N)sclS[C@H](C(=0)0)C(C)C
COcle(O)ceec [C@H]1C=C(c2ccc(O[C@@H](C)C(=0)0)ce2)Ne2nnnn2 1
0=C(NNC(=0)[C@H]1Cc2cc(Clccc20 e lnn(-c2cccee2)ec1 O
0=C1C[C@H]([C@@H]2C=NN=C2C(=0)0)C2=C(c3ccenc3)N=N[C@@H]2N1
COcl coe(Br)ecIN[C@@H](C)C(=0)Nclscec] C(N)=0
CN(C(=0)N1CC[C@H](C(=0)0)C1[C@H]1CCS(=0)(=0)C1
CC(O)[C@@H](C(=0)0)n1c(SCC(=0)N[C@@H](c2cccs2)C(C)C)nc2ceeccc2c1=0
C[C@@H]1CCCCIC@@H]INC(=0)NC(=0)CSclnc2ee(C(=0)0)ccc2c(=0)n1Celeccol
O[C@H]1CCCIC@H](N[C@@H]2CCOC3e(Cl)ee(Cl)ee32)C1
C[C@H](CSclccc(N)enl)C(=0)0
CC(O)[C@H]INC(=0)N[C@@H](CC(=0)0)C1(C)C
CC(C)Celee(C(=0)0)nc(N)nl
CCIC@](0)(C(=0)0)C1=CC2=c3ncdc(cc3CN2C(0)=C1CO)=C(CN(C)C)C(=0)C=C4
CCCCnlc(SCC(=0)NC(=0)N[C@@H]2CCCIC@@H](C)[C@@H]2C)nc2cc(C(=0)0)cee2c1=0
Celnoc(C)e1 CON(C)eleee(C(=0)0)ec INC(=0)cl cee(Bricel
0=C(0)c1[nH]ncel CN1CCC[C@@H](c2n[nH]ec2-c2ceccc2)Cl
Celec([C@@H](CINC(=0)Ne2scec2C(=0)0)c(C)ol
Celee(C)n2ne(C(=0)N[C@H](C(=0)0)C3CC3)nc2nl
0=C(0)clen(CCSc2nenc3[nH]enc23)nn1
COcleee([C@H](CC(=0)0INC(=0)c2cee(-c3eccc(C(F)(F)F)e3)02)cc 10C
0=C(NCCCN[C@@H]1CCC[C@H](C(=0)0)C1
Cnle(SCCC(=0)0)ne2e ] ¢(=0)[nH]c(=0)n2C
CCCS(=0)(=0)NCclc(C(=0)0)[nH]c2ee(C)ec(C)cl2
0=C(0)c1nnn(CCN2C(=0)CNC2=0)c1C1CC1
0=C(0)[C@H]1 [C@@H]2CC[C@@H](02)[C@@H]1C(=0)Nclsc2¢(c1C(=0)N1CCCCC1)CCCC2
CC(C)(C)NC(=0)[C@Q@H](c1 cce2neecc2eIN(Cel cees 1)C(=0)e1sne(C(N)=0)c IN
O=CINC(S)=N/C1=C\clcc2ceecc2[nH]1
Neleeo(S[C@]2(C(=0)0)CCSC2)ncl
Celece2[nH]e(=0)c(C3=NN(C(=0)CCC(=0)0)[C@@H](c4ceesd)C3)e(-c3ceecc3)e2c
0=C(NCCCIN[C@@H]1CCC[C@@H](C(=0)0)C1
COC[C@H](C)NC(=0)CSc1nc2nc(C)e(CC(=0)0)c(C)n2nl
0=C(0)Celesc(NC(=0)c2ccc(Brice20)n]
0=C(0)C[C@H]1CCCN(C(=0)Cn2cec(=0)[nH]c2=0)C1
0=C(O)clcee2e(=0)[nH]e(CSe3nencdseSe(c34)CCCS)nc2e
0=C(0)clen(CCSc2nenc3[nH]enc23)nn1
Oclceco(CN[C@H]2CCOC3eec(Brice32)cl
Neleeo(S[C@]2(C(=0)0)CCSC2)ncl
CCI(C)CCCNIcleee(N)ec1 C(=0)0

Cnlc(=0)c2[nH]c(N(CC(=0)0)C3CC3)nc2n(C)cl=0



ZINC41049309

ZINC48235688

ZINC41049355

ZINC09882922

ZINC13462198

ZINC08581704

ZINC13333434

ZINC01484020

ZINC49235738

ZINC06075024

ZINC37846369

ZINC36360901

ZINC00108671

ZINC19915382

ZINC13192345

ZINC48916580

ZINC40577813

ZINC16901242

ZINC56214098

ZINC29010049

ZINC54176766

ZINC39690357

ZINC13334714

ZINC39692709

ZINC36360901

ZINC44888489

ZINC39680423

ZINC13052620

ZINC07785061

ZINC59119291

ZINC66135692

ZINC13025602

ZINC37321158

ZINC19862340

ZINC09882922

ZINC13252851

ZINC28706707

ZINC40802040

ZINC08791503

ZINC49132349

ZINC39605434

ZINC62828819

ZINC54336003

ZINC36356879

C[C@H](CSclccc(N)enl)C(=0)0
0=C1CCe2cc(S(=0)(=0)Ne3ce([N+](=0)[0-])cceANCCO)c(F)cc2N 1
C[C@H](CC(=0)0)SclncceeIN
C[C@H](ScInc2nee(Clee2[nH]1)C(N)=0
0=C(O)clcee(-c2cec([C@@H]3Nedceeccd C(=0)N3C[C@H]3CCCO3)02)cc ]
0=C(Nclcoe(N2CCC[C@H](0)C2)ce el sne2e(O)nencl2
CI[C@@H](C(=0)0)n1 o(SCC(=0)Ne2e(F)ecee2F)nc2cccee2e1 =0
COC(=0)[C@@]1(Ce2ccc(0)ce2)OC(=0)C(0)=Clclece(O)eel
0=C(0)clec(S(=0)(=0)Ne2nc(C3CC3)es2)c[nH]1
CC(C)(CNC(=0)[C@H](c1cee2neccc2e HIN(Celeees1)C(=0)clsne(C(N)=0)c IN
0=C(NCCCO)C1CCN(C(=0)c2ce(Br)e[nH]2)CC1
Celece(N2CON([C@@H](C(=0)0)c3en(C)cdoee(C(=0)0)ce34)CC2)e(C)el
CC(C)(CONcleese1C(=0)0
O=cl[nH][nH]c(=0)c2c(NCe3ccc(Brjo3)ecce12
0=C(0)CCnle(SCC(=0)NC(=0)NC2CCCC2)nnel-cleces]
CC[C@@H]1CO[C@H](C)CN1C(=0)NC(=0)COCC(=0)0
CO[C@H]1C[C@H](C(=0)0)N(C(=0)N2CCOC[C@@H]2C)C1
Celeee(0)e(N[C@@H]2CC(=0)N(c3cec(CC(=0)0)ec3)C2=0)c 1
0=CICNC(/N=C(\0)c2¢cncn2-c2ccecc2)=N1
0=C(0)CC1(CC(=0)Nc2cec3c(c2)NC(=0)CO3)CCCCCl
CCIC@@H](C/C(N)=N/O)NS(=0)(=O)clscce1Br
C[C@@H]10C2=NC(CSc3nncn3C)=NC(=0)C2=C1C(=0)0
C[C@H](C(=0)0)n1c(SCC(=0)c2c(-c3cccee3)[nH]e3ceeec23)nc2ceeec2e 1=0
CC1=C2C(CSc3nnc(NedecceedCl)s3)=CC(=0)N=C2S[C@H]1C(=0)0
Celece(N2CON([C@@H](C(=0)0)c3en(C)cdoce(C(=0)0)ce34)CC2)e(C)el
Celen26(CC(=0)N[C@H](C)c3nnn[nH]3)csc2n1
CC1=C(C)[C@@H]2C(=0)N(C)[C@H](SCC3=CC(=0)N=C4S[C@@H](C(=0)0)C(C)=C34)N[C@H]2S |
C[C@H](0)Cnlc(SCe2ccc(CHN)cc2F)nc2ec(C(=0)0)cce2c1=0
CC1=C(C(=0)0)N=C2CC(C)(C)CCNN3CC(=0)NC3=0)=C21
0=C(NCclcenc(N2CCCC2)e)NC[C@H](O)el cee(F)ecl
Celne(N)ne(CCCOC2cec(Cl)ec2ClycI C(N)=0
CCelece([C@H](C)NC(=0)CSc2nc3ceeec3c(=0)n2[C@@H](C(=0)0)C(C)C)ccl
O[C@@H]1CCCIC@@H](NCe2cce(1)o2)C1
COclce(-c2[nH]e(=8)[nH]e(=0)c2CCCCC(=0)0)ec(0C)c10C
C[C@H](ScInc2nee(Clee2[nH]1)C(N)=0
Celeee(C)e(OCC(=0)NNC(=0)[C@H]2CC=CC[C@H]2C(=0)0)c
COclec([C@H]2NC(=0)NC(C)=C2C(=0)0)ccc10CCnlcoc2ccenc2 |
Nele(0OC2CCCCC2)nenc INICCC(C(=0)0)CCl
Ce1e(CC(=0)NCIC@@H](0)c2ccecc2)c(=0)oc2¢(0)c(O)eee 12
C[C@@H](NC(=0)C(=0)Nclcoe(F)e(C(N)=0)c1)elcec2e(c1)CCCC2
CC[C@H](C(=0)N1C[C@@H](C(=0)NCCCO)C2(CCNCC2)Cl)clcceeel
CO[C@H]1CCC[C@@H]INC(=0)Nclse(C)e(C)c1C(=0)0
C[C@H]1CCC[C@@H](NC(=0)NC[C@@H](C)C(=0)0)C1

0=C(0)Cnlcc([C@H](C(=0)0)N2CCN(CC(=0)N3CCCC3)CC2)e2cec(F)ec2



ZINC31861953 Celse(N)e(C(=0)0)el-cleec2e(cIN(C)C(=0)[C@@H](C)02

ZINC12706160 Ccleee([C@H](C(=O)NC[C@H]2CCCO2)N(C(=0)c2snc(C(N)=0)c2N)c2ccee(C)c2C)ecl
ZINC02793054 CC1=C(C)C[C@@H](C(=0)0)[C@@H](C(=O)NNC(=0)c2cccs2)Cl
ZINC44616484 CC[C@@H](C(=0)O)N(C)C(=0)CN1C(=0)NC(C)(C)C1=0
ZINC63521498 COclece2e(c1)=C1CCN[C@@H](c3ccc(OCC(N)=0)c(OC)c3)[C@H]IN=2
ZINC36360901 Celeece(N2CCN([C@@H](C(=0)0)c3en(C)cdeec(C(=0)0)ce34)CC2)c(C)el
ZINC20064387 C=C1C=C(O)N2C(=NC(NC3CCCCC3)=N[C@@H]2c2cccnc2)N1
ZINC17878453 NCI1=NC(=0)[C@@H]([C@]2(0)C(=0)N(CCCc3ccccc3)c3cccce32)S1
ZINC67314503 Cclece(NC(=0)N2CC=C(c3cce(0)eec3)CC2)ec 1 C(N)=0
ZINC39465523 CC(C)S(=0)(=O)clec2e(cclCeleceee])[C@@H]1CO[P@](=O)(O)NN1CC2
ZINC05728860 O=C(N/N=C/clccce(Br)cl)clc[nH][nH]c1=0

ZINC05728860 O=C(N/N=C/clccce(Br)cl)clc[nH][nH]c1=0

ZINC13689147 NC1=C(c2nc(-c3cccee3)es2)C(=0)CN1/N=C/clccec(O)cl
ZINC37843341 0=S(=0)(CCCCI)/N=cl\cce2nc(O)c(O)[nH]e-2¢1
ZINC04611000 N#C/C(=C\clcee(Br)ecl)elnn(CCO)c(N)c1CHN
ZINC35622399 C/C(=N\clce(-c2ccec(F)e2)n[nH]1)cle(O)[nH]e(=0)sc1=0
ZINC47633170 C[C@H](CNC(=O)NCI1CCC(O)CCI)NICCN(c2ceeec2)CCl
ZINC43751419 CNIN=C(C(=0)Nc2nc(C(F)(F)F)n[nH]2)CCC1=0
ZINC32521236 Ccle(NC(=0)CSc2nnce(=0)[nH]2)c(=0)n(-c2cccec2)n1C
ZINC13345871 0=C(O)clcec2e(=0)[nH]c(CSe3nencdscSc(c34)CCCS)ne2cel
ZINC40802040 Nc1e(OC2CCCCC2)nencIN1CCC(C(=0)0)CCl

ZINC55156947 COclece(Br)ec IN[C@H](C)C(=0)Nclscec IC(N)=0
ZINC13223721 C[C@H](ScInc2ceeec2e(=0)n1 CCCCCC(=0)0)C(=0)NC(=0)NCI1CCCCCl
ZINC37419823 Ccleene2ne(C(=0)NC3(C(=0)0)CCCC3)nn12

ZINC47965760 C[C@H](NC(=0)C(=0)Nclsccc1C(N)=0)clcec2e(c1)CCCC2
ZINC32614381 O=CINC[C@@H](c2cccce2)[C@@H]1C(=0)N/N=C\clcc(O)ccc 1 [N+](=0)[O-]
ZINC22263984 O=C(CNIC(=O)N[C@]2(CCCc3cccee32)C1=0)Nelnceec1O
ZINC13203328 0=C(0)Cnl¢(SCC(=0)NC(=0)NC2CCCC2)nncl-clceesl
ZINC65371303 O=CIC[C@H]([C@@H]2C=NN=C2C(=0)0)C2=C(c3ccenc3)N=N[C@@H]2N1
ZINC00072843 0=C(0)COclccc(Br)ecl/C=C1/NC(=0)NC1=0

ZINC15958932 O=CI[C@@H]2[C@H](Cc3cce(0)c(0)e3)N[C@@]3(C(=0)Ncdccceed3)[C@@H]2C(=0)N1Celcee2e(c1)0OCO2
ZINC27305831 NC(=O)clen(-c2cec(0)cc2Cl)e2ee(-c3cenc(F)e3)ecc2e1=0
ZINC60407333 Cclece(CN(CCN(C)C)C(=0)C2CCN(C(N)=0)CC2)ol
ZINC33175270 COCCnl¢(SC/C(O)=N/c2nen[nH]2)nc2cesc2c1=0
ZINC39869881 CNIC(=0)/C(=C2\SC(Nc3ccecec3C(N)=0)=NC2=0)c2cceec2 ]
ZINC58158061 Ccle(C(=0)0)[nH]c2c1/C(=N/N1CC(=0)NC1=0)CC(C)(C)C2
ZINC59119291 O=C(NCclcenc(N2CCCC2)c)NC[C@H](O)clece(F)eel
ZINC10127193 CC(=0)OCC1=C(C(=0)O0)N2C(=0)[C@@H](NC(=0)[C@H](C)Cn3cc(Cl)en3)[C@H]2SC1
ZINC45692702 NC(=0)clce(NC(=0)N2CC=C(c3c[nH]c4ncccc34)CC2)ccclF
ZINC23140693 O=C(NclInc[nH]n1)[C@@H]1CCCN(C(=0)c2ccoc2)Cl
ZINC31158121 COC(=0)[C@]1(Cc2ccc(0)cc2)OC(=0)C(0)=Clelcee(O)ecl
ZINC44658189 CC(C)CNIC(=0)N(C)C(0)=C(C(=0)CSc2nc(-c3cees3)n[nH]2)[C@H]IN
ZINC16429960 N#Ccle(N)[nH]e(=S)c(C#N)cl-clceencl

ZINC45666617 0=C(Celecc2eccec2e)NNC(=0)N[C@@H]1CCCCNC1=0



ZINC39593164

ZINC39593169

ZINC62206512

ZINC40377405

ZINC16102314

ZINC54304143

ZINC54124366

ZINC17067428

ZINC50019827

ZINC00803597

ZINC13302017

ZINC40819448

ZINC40079682

ZINC12139893

ZINC10127189

ZINC33175270

ZINC15958851

ZINC59248894

ZINC42711086

ZINC44218213

ZINC58915575

ZINC42524631

ZINC13572491

ZINC39678701

ZINC15958932

ZINC65347481

ZINC48353955

ZINC41681672

ZINC14331468

ZINC36231435

ZINC13405935

ZINC13299596

ZINC13196675

ZINC05809264

ZINC02389067

ZINC40735066

ZINC13123337

ZINC52889957

ZINC13252779

ZINC25490225

ZINC28465560

ZINC58197506

ZINCA48353954

ZINC02755022

Oclceco(/C=N/N2C(S)=NN[C@H]2[C@H]2N=NC3=C2CCC3)cl
Oclceec(/C=N/N2C(S)=NN[C@H]2[C@@H]2N=NC3=C2CCC3)c1
CCelecee(C)cINC(=0)C(=0)NC[C@H](O)clcee(Clicel
CCIC@](C)NS(=0)(=O)clcec(Br)s1)/C(N)=N/O
CIC(=N\NC(=0)clcc(0)c(O)e(O)cl el ceee(Bricl
CN(C(=0)N1CCC[C@@H](CC(=0)0)C[C@@H]1CCS(=0)(=0)C1
NC(=0)[C@@H]1CCCN(c2cee(CNe3nencdscee3d)ce2)Cl
0=C1C(/C=C/c2nc(0)c([N+](=0)[0-])c(=0)[nH]2)=CO[C@H]2C=CC=C[C@@H] 12
CCN(clee(C(=0)0)c(N)ec I F)CI1CCI
COclee([C@H]2C(CHN)=C(N)Oc3c2¢(C)nn3-c2cce(C)ee2)eee OCC(N)=0
0=C1COc2ccc(-c3csco(NS(=0)(=0)cdcc(C(=0)0)csd)n3)cc2N 1
CC(C)C[C@@H](NC(=0)c] ceenc IN)e Inc2ccecc2e(=0)[nH]1
COclcee(C(=0)C2=C(0)C(=0)N(CCOCCO) C@H]2c2ccee(0)e2)e(C)el
O=CIN[C@H](c2cce(O)ee2)[ C@@H](C(=0)c2ccccc2)[ C@](O)(C(F)(F)F)N1
CC(=0)0CC1=C(C(=0)0)N2C(=0)[C@H](NC(=0)[C@@H](C)Cn3cc(Cl)en3)[C@H]2SC1
COCCn1¢(SC/C(0)=N/c2nen[nH]2)nc2cesc2c1=0
Celecee2c INC(=0)[C@@]2 IN[C@@H](CCC(=0)0)[C@H]2C(=0)N(Ce3cccdc(c3)0CO4)C(=0)[C@H]2 1
CCOc1cce(NC(=0)/C(CHN)=C\c2ce(C)n(-c3cec(C(=0)0)e(Cl)e3)c2C)ecl
COC(=0)[C@H](C)CN(C)C(=0)N1C[C@H](0)C[C@H]1C(=0)0
N[C@@H](CC(=0)0)cl cec20c(C(=0)c3ccc(Brice3)ec2e]
CI[C@H](NC(=0)[C@H]1CC(=0)N(c2cec3e(c2)0CCO3)Cl)cl cee(NC(N)=O)cc
CCIC@@)(C)NS(=0)(=0)clscec1Br)/C(N)=N/O
COCCCNIC(=0)[C@@H2[C@@H](Ce3cec(0)c(0)c3N[C@@]3(C(=0)Nedecceed3) [C@@H]2C1=0
CCC(=0)NIC[C@@H](C(=0)NCC(=0)OC(C)C)C2(CCNCC2)CI
0=C1[C@@H]2[C@H](Cc3cec(0)c(0)e3N[C@@]3(C(=0)Nedceeeecd3)[CR@H]2C(=0)N1Ccl cee2c(c1)0CO2
0=C(0)clenc(O)e(-c2ce(O)ec(F)e2)cl
CI[C@@H](CNC(=0)N[C@H](C)cInnenl C)N1CCe2scec2Cl
C[C@H]1CN(C(=0)NC(=0)COCC(=0)0)CC(C)(C)O1
NC(=0)Celese(NC(=0)c2ce(Br)cec20)n]
Neleee(OC[C@@H]2CCCCO2)c(C(=0)0)cl
Celoc2ne(CSe3nne(NCC(C)C)s3)[nH]e(=0)c2¢1C(=0)0
COclee(/C=N/Ne2e(Clye(Clyne(C(=0)0)c2Cl)ec(Cl)e0CC(N)=0
C=CCNC(=0)NC(=0)CSclnnc(-c2cce(C)ec2)nl CCC(=0)0
COclee([CR@H]2C(C(=0)0)=C(CO)Oc3cedc(ce32)0C04)cc(OC)c10
0=C(0)C[C@@H](NC(=0)OCC 1 c2cccec2-c2cecce2 ] )eleccee 1 Br
CC1(C)C[C@H]2C[C@](C)(CN2c2nenc(NNC(=0)c3cccee3)e2N)C
Celeee(-n2ne(C)e3c2NC2=C(C(=0)CC(C)(C)C2)[C@@H]3c2cccec20CC(=0)0)ec]
N#Celenc(SCe2ese(-c3eec(CN)=0)ce3)n2)ncIN
Celee(C)ec(OCC(=0)NNC(=0)[C@H]2CC=CCI[C@@H]2C(=0)0)cl
O=CINC(=0)[C@H](Cc2cc([N+](=0)[O-])c(O)ec2[N+](=0)[O-])N1
CC(C)([C@@H](CAN)C(N)=0)[C@H](C(N)=O)c Inc(-c2ccc(Clyce2)es1
C=CCN(Cclcc(Breec] FYC(=0)[C@@H](C)NC(N)=0
C[C@H](NC(=0)NC[C@@H](C)N1CCc2sccc2Cl)cInnen C

CC(C)elee(C(=0)NNC(=0)[C@H]2CC=CC[C@H]2C(=0)O)cs1



ZINC13302017 0=C1CO0c2ccc(-c3esc(NS(=0)(=0)cdec(C(=0)0)esd)n3)cc2N1

ZINC38011379 Ccln[nH]cc1CNCI1CC(c2cccee2Br)Cl

ZINC37593143 Cnle(=0)c2[nH]c(N(CC(=0)0)C3CC3)nc2n(C)c1=0

ZINC42422737 CCO[C@H]1CCCN(S(=0)(=0)c2[nH]ncc2C(=0)0)C1
ZINC20682496 COCCNC(=O)clcec2e(c])[C@H]1C=CC[C@H]I[C@@H](clccc(O)cc1O)N2
ZINC13244937 C[C@@H](C(=0)0)n1c(SCC(=O)N(CCC(N)=0)c2ccece2Cl)nncl-cleeesl
ZINC16577284 CC1(O)S[C@@H2[C@@H](NC(=0)NC3CCCCC3)C(=0)N2[C@@H]1C(=0)0
ZINC12867121 CC(C)C[C@H](NC(=0)OC(C)(C)C)C(=0)N1CCC(C(=0)NCC2CCC(C(=0)0)CC2)CCl
ZINC65371302 O=CIC[C@@H]([C@@H]2C=NN=C2C(=0)0)C2=C(c3cccnc3)N=N[C@@H]2N1
ZINC58915581 C[C@@H](NC(=0)[C@H]1CC(=0)N(c2ccec3c(c2)0CCO3)Cl)clecc(NC(N)=0)ccl
ZINC37931598 Ccloc2nc[nH]e(=0)c2¢1C(=0)N(C)CCC(=0)O

ZINC05830065 0O=C(CCCICCCCCINNC(=0)[C@H]1CC=CC[C@@H]1C(=0)O
ZINC44610090 0=C(0)CC[C@@H]1CCCN(c2cence3nnnn23)Cl1

ZINC12473237 Cclece(N(C(=0)c2snc(C(N)=0)c2N)[C@@H](C(=O)NC[C@H]2CCCO2)c2ccc(F)ec2)e(C)el
ZINC65371302 O=CIC[C@@H]([C@@H]2C=NN=C2C(=0)0)C2=C(c3cccnc3)N=N[C@@H]2N1
ZINC65537545 O=C(CCclnc2cccee2e(=0)[nH])N[C@H]1CCc2ncen2Cl
ZINC00814141 CCOclee([C@@H]2C(C#N)=C(N)Oc3c2¢(C)nn3-c2cecec2)ccc IOCC(N)=0
ZINC08994119 O=C(O)clcee(-n2¢(S)nnc2-c2cc(C3CC3)n[nH]2)ccl

ZINC39554914 NC(=0)clce(-c2esc(NC(=0)c3cee(Cl)s3)n2)c[nH]1

ZINC13046872 COcleec(CNC(=0)[C@H](C)Sc2ne3ec(C(=0)0)cce3c(=0)n2CCO)ec10C
ZINC67402115 CCelncc(CN(C)[C@H](C)C(=0O)N2CCC(C(N)=0)CC2)s1
ZINC16022092 COCCNIC(=0)[C@@H]2[C@@H](Cc3ccc(0)c(0)c3)N[C@]3(C(=0)Nedeee(F)eed3)[C@@H]2C1=0
ZINC59403420 Cclceee(-c2n[nH]c(/N=C(\O)CNC(=0)c3cceec3)n2)nl
ZINC41670938 Ncleee(SCe2occc2C(=0)O)enl

ZINC65407310 Nclne(N2CCOCC2)ce(N2C[C@H](O)[C@@H](N3CCCCC3)C2)nl
ZINC39693602 N#CCNC(=O)[C@H]1CN(C(=0)c2cccec2F)CC12CCNCC2
ZINC40548144 0=Clc2[nH]nc(-c3cc(Cl)cee30)c2[C@@H](c2ece(F)cc2)N1[C@H]1CCS(=0)(=0)C1
ZINC62828474 COC(=0)C(C)(C)NC(=O)Nclsc(C)e(C)c1C(=0)O0

ZINC54124366 NC(=0)[C@@H]1CCCN(c2ccc(CNe3nenedscee34)cc2)Cl
ZINC20567045 COCCCNIC(=0)[C@@H]2[C@H](Cc3ccc(0)c(0)e3)N[C@@]3(C(=O)Nedeee(F)eed3) [ C@@H]2C1=0
ZINC17044889 COclec([C@@H]2CC(=0)Ne3ne(-cdcceecd)[nH]c(=0)c32)ccc I0CC(N)=0
ZINC44930858 COC(=0)clcc(S(=0)(=0)NCc2nnn[nH]2)c(Br)s1

ZINC30981370 Ccleec(SCC(=0)Ne2ne(-c3c[nH]c(C(N)=0)c3)cs2)ccl
ZINC67458914 Celee2ne(CNC(=0)c3cc(CN4CCC[C@@H](0)C4)on3)[nH]c2cc1C
ZINC09012191 COclee([C@H](c2¢(0O)n[nH]c2C)c2¢(C)n[nH]c20)cce 10C(=0)clceec(Br)cl
ZINC02263084 CC(C)(O)[C@@H]1CCc2c(sc3c2-c2nne(SCC(N)=0)n2-c2nnc(SCC(N)=0)n2-3)C1
ZINC27244164 CCelece(N2C[C@H](C(=0)Nc3ccec(C(N)=0)e3C)CC2=0)ccl
ZINC09110631 Cnle(=0)[nH]c(=0)c2¢1nc(N1CCNCC1)n2C[C@@H](0O)COclecc2eccec2el
ZINC66250841 Cnlce(S(=0)(=0)/N=c2/[nH]¢(CN3CCCCCC3)cs2)cc1 C(N)=0
ZINC08994119 O=C(O)clcce(-n2¢(S)nnc2-c2cc(C3CC3)n[nH]2)ccl

ZINC39709594 CCOclcce([C@@H](C2=C(C)N=N[C@@H]20)c2¢(C)n[nH]c20)ccl
ZINC66482149 C[C@H](NC[C@@H](O)CNIC[C@@H](C)O[C@H](C)C1)clnnc2cccen]2
ZINC65474512 NC(=0)clcc(NC(=0)[C@@]23CCC(=0)N2c2cc(Cl)cee283)ceclF

ZINC62012485 C[C@@H](clccecec CHN(C)[C@@H](c1ccenc)[C@@H](C)N



ZINC12941110

ZINC17092753

ZINC17575813

ZINC44345938

ZINC43425967

ZINC44218023

ZINC18068440

ZINC40112620

ZINC36356879

ZINC63822788

ZINC45375934

ZINC43223297

ZINC46814957

ZINC58431849

ZINC62832103

ZINC13564105

ZINC66930695

ZINC16688278

ZINC09334391

ZINC55476972

ZINC42956539

ZINC20228158

ZINC41033318

ZINCO08581704

ZINC04861208

ZINC63823888

ZINC23143211

ZINC16282732

ZINC03847021

ZINC39605432

ZINC01425496

ZINC54681330

ZINC66080059

ZINC15899888

ZINC26258525

ZINC01425499

ZINC13123816

ZINC19300404

ZINC08328762

ZINC58385468

ZINC47969262

ZINC20682501

ZINC44713564

ZINC65692295

0=C(0)Cclesc(NC(=0)C2CCN(c3cee(C(F)(F)F)en3)CC2)nl
Cele(CN)=0)sc(NC(=0)CN(C)Ce2enn(C)e2C)e 1 C(=0)0C(C)C
0=C(NNC(=0)clc[nH]e(=S)nl-clccecel e leceee 10
CC(C)CN1C[C@@H](C(=0)N[C@H](C)c2nnn[nH]2)CC1=0
0=C(0)c1en(CCN2CCO[C@@H]3CCC[C@@H]32)nn]
NIC@@H](CC(=0)0)c] e(-c2cccce2Clynn(-c2cecec2)e 1 Cl
C/C(0)=C1\C(=0)c2ccecc2\CI=NN
Nelncenel C(=0)NC[C@H](clceece)IN1CCe2scec2Cl
0=C(0)Cnlcc([C@H](C(=0)0)N2CCN(CC(=0)N3CCCC3)CC2)c2cce(F)ee2
CC1=C2[C@@H](c3ccce(F)e3F)CC(=0)N[C@@H]2N(c2cec(0)nn2)N 1
0=C(NCclccco(N2CCOCC2)ne)N[C@@H]1CCCCNC1=0
0=C(NCclccceel C(F)(F)F)[C@H] 1 CNC[C@@H] 1 C(=0)NC[C@H]1CCCO1
N#Cele(F)ecee] NICCN(C(=0)c2cce3e(0)[nH]c(=8)nc3¢2)CCl
COclcccceNC(=0)clcec2¢(O)[nH]e(=S)nc2cl
CCIC@H](CHN)N(C)elcce(N)eel C(=0)0
Celne(0)e2nsc(C(=0)Nc3ece(N4CCC[C@@H](0)C4)ec3)c2n]
NC(=0)clccec(OCC(=0)NC[C@]2(0)CCCe3cccee32)cl
CCOc1cc(/C=C2/NC(=8)NC2=0)cc([N+](=0)[O-])c 10
0=C(NCICCl)cl¢(0)e2¢([nH]c1=0)CCCC2
Cnlc(C(=0)NNC(=0)c2nn(-c3cceced)ec20)ec2eccee? |
Cnlnc(0)c2c(C(=0)NNc3ccee(Cle3)ee(C3CC3)ne2
COclce(IN+](=0)[0-])cc(/C=N/NC(=0)Cn2cnnn2)c10
Cnlenc(IN+](=0)[0-])cINC1(C(=0)0)CCCCCC1
0=C(Nclcoe(N2CCC[C@H](0)C2)ce)elsnc2e(O)nencl2
CCelne(SCC(N)=0)[nH]c(=0)c1C
CC1=C2[C@@H](c3c(F)ccee3F)CC(=0)N[C@@H]2N(c2cec(0)nn2)N
0=CIC[C@H](/C(0)=N/c2nen[nH]2)CNIcleec2e(c1)0CCO2
Celee(O)eee IN[C@H]([C@@H](Nelcee(O)eel C)nlnne2eecce2)nlnnc2cecce2 1
C[C@H](CO)elc(0)c(0)e2e(c10)C(=0)C(=0)[C@H]1 C(C)(C)CCCIC@I21C
CCIC@H](C(=0)N1C[C@H](C(=0)NCCCO)C2(CCNCC2)Cl)elcececl
CN1C(=0)N[C@H](c2ccc(0)ce2)C2=C1CN(c1coe(N3CCA=C(C3=0)[C@@H](c3ccc(0)cc3)NC(=0)N4C)cc1)C
N[C@@H](Celee(Br)e2e(c1)0CO2)c I ceceel
Celne2ne(=8)n(CN3CCCIC@@H](CCCN)=0)C3)n2¢(C)c1C
O=C(NNC(=8)NC[C@H]1CCCO1)clcce(Br)s]
CSclne2ne(C)e(C/C(0)=N/c3nen[nH]3)c(C)n2nl
CNI1C(=0)N[C@@H](c2cec(0)cc2)C2=C1CN(cccc(N3CC4=C(C3=0)[C@H](c3ccc(0)cc3)NC(=0)N4C)cc1)C
CCI1(C)CC(=0)C(Sc2nnc(-c3cee(0)ec3)n2C[C@@H]2CCCO2)=C(0)C1
CN(C)[C@@H] 1 c2ccocc2C2(CCN(C(=0)C3=NNC(=0)CC3)CC2)[C@H]10
CIC@]1(c2ce3eeccc302)NC(=0)N(CC(=0)Ne2sccc2C(N)=0)C1=0
CC(=0)N/C(=C\cleccce)C(=0)N[C@H](C)elcce2[nH]c(=0)[nH]c2c]
CC(0)[C@@H](NC(=0)C(=0)Nclscee I C(N)y=O)c I cee(Cl)ec
COCCNC(=0)clcce2¢(c)[C@H]1C=CC[C@@H] 1 [C@@H](cI ccc(O)cc10)N2
COclcee2ne(CCNC(=0)[C@@H]3CN(C(=0)cdec(C)n(C)nd)CCI4CCNCC4)[nH]c2¢ |

Nclne2ne(CSc3e(F)ec(F)ee3F)ce(O)n2nl



ZINC27643925

ZINC02793057

ZINC04163015

ZINC41069992

ZINC66952604

ZINC45375936

ZINC60368200

ZINC67044320

ZINCA47110816

ZINC39232679

ZINC41919221

ZINC63823011

ZINC36998628

ZINC06058013

ZINC36356879

ZINC39345493

ZINC63521500

ZINC39733845

ZINC65347480

ZINC44928654

ZINC13259179

ZINC16033039

ZINC66621391

ZINCA45216077

ZINC40802040

ZINC40055067

ZINC03946853

ZINC63789192

ZINC19862340

ZINC49235738

ZINC66234044

ZINC67065747

ZINC16033039

ZINC44923455

ZINC16102314

ZINC20721099

ZINC06431618

ZINC37843341

ZINC63521504

ZINC40085178

ZINC40358147

ZINC40053293

ZINC37931598

ZINC38187042

O[C@@H]1C[C@@H]2[C@@H](C[C@@H](0)[C@@H]2/C=C/[C@@H](0)COc2ccce(C(F)(F)F)c2)01
CC1=C(C)C[C@@H](C(=0)NNC(=0)c2cces2)[C@@H](C(=0)0)C1
COclee([C@H]2NC(=0)NC(C)=C2C(=0)0CCSC)ec([N+](=0)[0-])c10
Celeeee(C)eINS(=0)(=0)clcc(Brienc INN
CN(C)C(=0)Cel ccoce INC(=0)NC[C@@]1(0)CCCe2cceec? |
0=C(NCclccc(N2CCOCC2)ne)N[C@H]1CCCCNC1=0
0=C(CNC(=0)clcc2c(s1)CCCC2)Nelnceee 10
Celecee(C(=0)NNC(=0)NCCc2cn3e(n2)CCCC3)cl
C[C@@H]1CCCN(CCONC(=0)c2cec3e(0)[nH]e(=S)nc3c2)C 1
COclcee2e(CCNC(=0)[C@H](C)S[C@@HI3NC(CH=NC4=NC=N[C@@H}43)c[nH]c2c1
0=C1COCC(=0)N1[C@]1(C(=0)0)CCOc2cceec?
CC1=C2[C@@H](NC(=0)C[C@@H]2c2ccccc2)N(c2cec(O)nn2)N
CC[C@H](Nclenn(CC(N)=O)cl)clce(Brcec1O
0=C(N/N=C/clccee(O)el)ele(O)n2c3c(cecc3c1=0)CCC2
0=C(0)Cnlcc([C@H](C(=0)0)N2CCN(CC(=0)N3CCCC3)CC2)c2cce(F)ee2
Cele(NC(=0)c2nen[nH]2)ceee] [C@@H] INe2ce(Clcec201
COclcee2e(c1)=C1CON[C@@H](c3ccc(OCC(N)=0)c(OC)e3)[C@@H] IN=2
C[C@H](S[C@@H]INN=C(SCC(N)=0)S1)C(=0)C1=c2cccec2=N[C@@H]1C
0=C(0)clec(O)ncel-clec(O)ee(F)el
0=C(CS[C@@H]1CCS(=0)(=0)C1)NCcnnn[nH]1
0=C(0)C[C@@H](NC(=0)C1CCN(C(=0)c2ceec3eccee23)CC el cccee I Cl
COcleee(CN2C(=0)[C@@HI[C@H)(CCCN=0)N[C@J4(C(=0)Nc5c(C)ecce34) [C@@H]3C2=0)cc
Cele(C(=0)Ne2nnn[nH]2)nnn1-clccec2encee 2
C[C@](N)(CHN)CCSclncee(=0)[nH] 1
Nele(0OC2CCCCC2)nenc INICCC(C(=0)0)CCl
0=C(C1=C(0)C(=0)N(CCCO)C@H] I clcencel e lecee(OCe2cec(F)ec2)el
COclco(/C=N/Ne2[nH]e(=0)nnc2C)ec([N+])(=0)[0-])c10
CNICNN=CISCclcec(C(=0)NNC(=0)CC2=c3ccccc3=NC2)cel
COclce(-c2[nH]e(=S)[nH]c(=0)c2CCCCC(=0)0)ec(0C)c10C
0=C(0)clec(S(=0)(=0)Ne2nc(C3CC3)es2)c[nH]1
Cnleencl CCNC(=0)NCelco(F)ee2¢10COC2
C[C@H](NC(=0)NNC(=0)CC1CCCCC)elcee2e(c1)CC(=0)N2
COcleee(CN2C(=0)[C@@HI[C@H)(CCCN=0)N[C@J4(C(=0)Nc5c(C)ecce34) [C@@H]3C2=0)cc
Celnn(C)e(=0)e(C(=0)N[C@@H](C)c2nnn[nH]2)c1C
CIC(=N\NC(=0)clcc(0)c(O)e(O)cl el ceee(Bricl
COclece(N2C[C@@H](C(=0)Ne3nc[nH]n3)CC2=0)c(OC)c1
C[C@H](OC(=0)/C=C/c1cc(BriceeF)C(=0)NC(N)=0
0=8(=0)(CCCCl)/N=c1\ccc2nc(0)c(O)[nH]c-2c1
COcleee2e(c1)=C1CCN[C@H](c3cec(OCC(N)=0)c(OC)e3)[C@@H] IN=2
COcleee(C(=0)C2=C(0)C(=0)N(CCOCCO)C@H]2c2ccce3ceccc23)ec1C
CC(C)CC(=0)C1=C(0)C(=0)N(CC(C)O)[C@@H] Iclcec(O)ec1O
COclceec2ec(C(=0)C3=C(0)C(=0)N(CCCO)C@H]3c3ceec(0)c3)oc12
Ccloc2nc[nH]c(=0)c2¢1C(=0)N(C)CCC(=0)0

O=CINC(S)=N/C1=C\clcc2cccee2[nH]1



ZINC39448679 N#Cclene(ClncINC(=N/O)/C(=N/O)clcceecl

ZINC64885779 Ccleeee(C2(C(=0)NNC(=0)NCCCn3cene3)CC2)cl
ZINC06403499 COclec([C@H]2C(C(=0)0)=C(CO)Oc3ccdc(cc32)OC0O4)cc(0C)c10
ZINC66482149 C[C@H](NC[C@@H](O)CNIC[C@@H](C)O[C@H](C)C1)clnnc2cccen]2
ZINC44345274 C[C@H](NC(=O)clenc2scen2c1=0)cInnn[nH]1
ZINC40053293 COclecee2ec(C(=0)C3=C(0)C(=0)N(CCCO)[C@H]3c3ccee(O)c3)ocl2
ZINC13450878 COclecc(NC(=0)[C@H](C)Sc2nc(C)c(CCC(=0)0)c(=0)[nH]2)cc10C
ZINC04861208 CCclnc(SCC(N)=0)[nH]c(=0)c1C

ZINC38556246 CC1=C[C@@H]([C@H]2NN[C@H](SCC(=0)c3ccccc3CI)N2N)N=N1
ZINC50672095 Celeee([C@@H](C)NS(=0)(=0)c2cc(Br)enc2N)ol
ZINC27244157 CCcleece(N2C[C@@H](C(=0)Ne3ccee(C(N)=0)c3C)CC2=0)ccl
ZINC03101251 O=C(N/N=C/clcc([N+](=0)[O-])ccc10)C(=O)Nclcee(F)ecl
ZINC12377926 O=CIN[C@H](c2ccc(O)ce2)[C@@H](C(=0)c2ceces2)[C@](O)(C(F)(F)F)N1
ZINC37994608 CC(C)N(CC(=0)O)clce2e(cc1 [N+](=0)[O-])CC(=O)N2
ZINC05000164 O=C(Nclccee(F)el F)[C@@H]1C[C@H](O)CN1C(=0O)Nclececcl
ZINC50649174 Cclce(F)eccINS(=0)(=O)clc(N)nc2scenl2

ZINC09410142 COclec([C@H]2CC(=0)Nc3nce(-c4eceecd)[nH]e(=0)c32)cccIOCC(N)=0
ZINC13123816 CC1(C)CC(=0)C(Sc2nne(-c3cec(0)ee3n2C[C@@H]2CCCO2)=C(0)C1
ZINC40096581 0=C(C1=C(0)C(=0)N(CCO)[C@@H]lclccce(Cl)cl)cleee2e(c1)OCCO2
ZINC67402115 CCelncc(CN(C)[C@H](C)C(=0)N2CCC(C(N)=0)CC2)s1
ZINC67588578 0=C(O)c1[nH]nccI CN1CCC[C@@H](c2n[nH]cc2-c2cccec2)Cl
ZINC65508179 NC(=0)clenc2nl CCN(C(=0)[C@H]1CCCC3=c4ccccc4=N[C@H]31)C2
ZINC65419302 Ccleene(NCCNC(=O)[C@H]2CCCN(C(=0)N(C)C)C2)cl
ZINCA48732625 O=C(cIn[nH]c(O)n1)N1CCN(c2nces2)CCl

ZINC54124365 NC(=0)[C@H]1CCCN(c2cec(CNe3nencdscee34)cc2)Cl
ZINCO05316121 O=[N+]([O-])clcec2ne(/C(=N/O)[C@@H](0)c3cccee3)c(O)nc2el
ZINC64185694 O=C(N[C@H](CCl=c2ccccc2=NCI1)C(=O)NC[C@H]INN=C2CCCN21)clccesl
ZINCS53819720 COclcec(NC(=0)c2cece3c(O)[nH]c(=S)nc3c2)cclF
ZINC63823004 CCC(C)(C)CICCC(NC(=0)C(=0)Nc2ee(C(N)=0)ccc2C)CCl
ZINC05885477 O=clc2ce(Br)cce2ne(-c2eccec2ChnINC[C@]1(0)OC[C@@H](0)[C@@H](0)[C@@H]10
ZINC13450878 COclecc(NC(=0)[C@H](C)Sc2nc(C)c(CCC(=0)0)c(=0)[nH]2)cc10C
ZINC38612381 CC1=C([C@H](c2ccce(Br)c2)c2¢(C)n[nH]c20)[C@@H](O)N=N1
ZINC36239754 C[C@@H](C(=0)O)N1C(=0)CSC=Clclecce([N+](=0)[O-])cl
ZINC63810477 O=C(Nclccee(-n2ccen2)cel)cleec2e(O)[nH]e(=S)nc2cl
ZINC44887028 C[C@H](NC(=O)clcce(Cn2ccen2)ol)clnnn[nH]1
ZINC66812791 Nclence(NC[C@@H](0)COc2cecc(I)ce2)nl

ZINC41553135 Ccle(NC(=0)C(=0)N[C@@H]2CCCC[C@H]2C(C)(C)C)ceccIC(N)=0
ZINC63818704 COclece2e(cl)=C(CCNC(=0)C(=O)Nclcee(O)ec )CN=2
ZINC40053253 COclecee2ec(C(=0)C3=C(0)C(=0)N(CCCO)[C@H]3c3cce(C(C)(C)C)ec3)ocl2
ZINC44931949 Cnlene(S(=0)(=0)NCc2nnn[nH]2)c1Cl

ZINC08615652 Ccelee(C)e2e(=S)nc(N)nc-2[nH]1

ZINC67223670 Oclecec(CN[C@H]2CCOc3cee(Br)ce32)cl

ZINC04183833 O=CIN[C@H](c2ccc(O)ce2)[C@@H](C(=0)c2eccec2)[C@@](O)(C(F)(F)F)N1

ZINC43732368 NC(=0)COclcee(C2=C(C(=0)c3ceco3)[C@@]3(ON2)C(=0)Ne2eecce23)ec |



ZINC47886765

ZINC32610336

ZINC16156646

ZINC17878453

ZINC23143208

ZINC39681925

ZINC60626442

ZINC65372530

ZINC43238061

ZINC39715405

ZINC41670938

ZINC40109332

ZINC37448213

ZINC00943112

ZINC44278219

ZINC44930540

ZINC03039109

ZINC13416288

ZINC60368200

ZINC32116836

ZINC16688278

ZINC67458914

ZINC39551757

ZINC62084382

ZINCA43259797

ZINC39593164

ZINC39593169

ZINC20756365

ZINC39396295

ZINC32918666

ZINC16282739

ZINC49556841

ZINC60626442

ZINC05208363

ZINC40053405

ZINC40554938

ZINC36356879

ZINC40109575

ZINC40781477

ZINC41992163

ZINC16911119

ZINC04557120

ZINC33573060

ZINC17067422

NC(=0)C1CCN(C(=0)c2ceecc2NC(=0)/C=C/e2cecs2)CCl
0=C(0)[C@H]1CC=CC[C@H]1C(=0)Nclce(-c2cccee)n[nH] 1
COC(=0)clce(Bricccl-cloce(/C=N\N=C(/N)c2nonc2N)ol
NC1=NC(=0)[C@@H]([C@]2(0)C(=0)N(CCCc3cccce3)e3eccce32)S 1
0=CIC[C@@H](/C(0)=N/c2ncn[nH]2)CN1clcec2e(c1)OCCO2
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Cnle(=0)[nH]e(=0)c2c Inc(N1CCCCC1)n2CCC(=0)0
Celnc(NS(C)(=0)=0)sc1 C(=0)N[C@@H] 1 CCC(=0)N[C@H] Ic1ccscl
N#Cele(F)ocee] NICCN(C(=0)c2cce3e(0)[nH]e(=8)nc3¢2)CCl
Celecee(N(C(=0)e2snc(C(N)=0)c2N)[C@@H](C(=0)NC[C@@H]2CCCO2)c2cec(O)ec2)cl

CCOclcec(/N=C2\N=C(0)C[C@@H](C(=0)Nc3cee(C)ec3)N2)cel



ZINC58157772

ZINC47633170

ZINC52806460

ZINC64008961

ZINC65249534

ZINC34138251

ZINC04163015

ZINC20328995

ZINC58162059

ZINC32996184

ZINC66482149

ZINC48353955

ZINC65376303

ZINC40095593

ZINC43285836

ZINC58431849

ZINC05690460

ZINC06760828

ZINC40085702

ZINC44887174

ZINC64185687

ZINC13204063

ZINC57742680

ZINC37720741

ZINC33833474

ZINC41026300

ZINC07251982

ZINC26573431

ZINC08860312

ZINCA43307515

ZINC63822639

ZINC41237985

ZINC17044889

ZINC66952287

ZINC39746384

ZINC67273382

ZINC09329295

ZINC09329295

ZINC66229911

ZINC09410142

ZINC47073212

ZINC36320697

ZINC18211452

ZINC06810409

CCNC(=0)NC(=0)[C@@H](C)N1CCCN(c2nc(C)es2)CC
C[C@H](CNC(=0)NC1CCC(0)CCNICCN(c2ceccc2)CCl
CC(O)[C@@HI(NNC(=O)clcc(Br)e[nH]1)C(=0)NC(C)(C)C

CC1=C2C=C(C(=0)Nc3ccee(-c4nnn[nH]4)c3)S[C@@H]2N(C)NI
COclcee(C)ecINC(=0)cl c(O)c2ecenc2[nH]c1=0
COclee(IN+](=0)[0-])cc(/C=C2\C(=0)NC(=0)N(C)C2=0)c 10
COclee([C@H]2NC(=0)NC(C)=C2C(=0)0CCSC)ec([N+](=0)[0-])c10
COclee([C@@H]2CC(=0)Ne3scdo(C)e(CHN)e(N)ncdc32)cee 10
C[C@H]10c2ccc(NC(=0)NC[C@@H]([C@@H]3CCOC3NICCCC3)ec2NC1=0
CCCCnle(N)e(N(CC)C(=0)Ce2n[nH]e(=0)c3ceccc23)o(=0)[nH]c1=0
C[C@H](NC[C@@H](0)CN1C[C@@H](C)O[C@H](C)C1)cInnc2ceeen]2
C[C@@H](CNC(=0)N[C@H](C)c1nnenl C)N1CCe2scec2Cl
CC(=0)N1C[C@H]2CN(C(=0)CC3CCC(=0)CC3)CIC@@]2(C(=0)0)C1
COclceece] [C@@H]1C(C(=0)c2cec3e(c2)C[C@H](C)03)=C(0)C(=0)N1CCO
CI[C@H](N)[C@H](clce(Br)es)N1CCC[C@@H] 1clceencl
COclcccceNC(=0)clcec2¢(O)[nH]e(=S)nc2cl
CCCOClece(C(C)=0)cc] Cele(O)ne(S)nclO
CC(C)CCNC(=0)C(=0)Nelsc2¢(c1C(=0)0)CCC2
CCOc1cce(C(=0)C2=C(0)C(=0)N(CCO) C@H]2c2ccce(Oc3cceee3)e2)ee1C
C[C@H](NC(=O)clenenl-clecceel)elnnn[nH] 1
0=C(N[C@@H](CCl=c2ccccc2=NC1)C(=0)NC[C@@H]INN=C2CCCN21)cl cecs]
CCNC(=0)NC(=0)[C@H](C)Scnne(-c2cee(Clee2)n1 CC(=0)0
Celnc(NS(C)(=0)=0)sc1 C(=0)N[C@@H] 1 CCC(=0)N[C@H] Iclcescl
NCCelee(Br)eeelOC[C@H]1CCCCO1
CC(=0)OC[C@@]1(0)[C@H2CC[C@@H]3[C@@]45CCCC(C)(C)[C@@HA[C@H](OC(C)=0)[C@I(O)(OC)[C@]3(
NC(=0)c1c(Ne2nc(N3CCN(CCO)CC3)nc3c2enn3-c2cccee2)se2e 1 CCC2
NC(=0)NC(=0)CSclnc(-c2ccecc2Bryn[nH]1
CC(C)clnnc(/N=C(0)C2=NN(C)C(=0)CC2)s1
COclee([C@H]2C(C(=0)Ne3ceece3C)=C(C)Ne3nenn32)cee0CC(N)=0
CN(C)[C@@H](CNC(=0)NN[C@]1(C)CCS(=0)(=0)C1)cIccceelCl
CC1=C2[C@@H](c3ceecc3C)CC(=0)N[C@@H]2N(c2cec(O)nn2)N1
Cc1co(NS(=0)(=0)CCNS(=0)(=0)c2¢(C)noc2C)nol
COclee([C@@H]2CC(=0)Ne3nc(-cdccceed)[nH]e(=0)c32)ccc 0CC(N)=0
CC(=0)Nclce(NC(=0)NC[C@]2(0)CCCe3cceec32)ecc]C
C[C@@H]INNC(=0)C2=C1[C@@H](C)O[C@H]2NC(=0)COC(=0)CC1(C[C@@H]2Nc3cecce3$2)CCCCl
0=CINC(=0)C2(CCC(C(=0)N[C@H]3C[C@@H]3c3ccccc3C(F)(F)F)CC2)NI
Cnle(=0)c2¢(nc(NN/C=C3\C(=0)NC(=0)N(cdceecSceceed5)C3=0)n2C)n(C)c 1=0
Cnle(=0)c2¢(nc(NN/C=C3\C(=0)NC(=0)N(cdceecScecced5)C3=0)n2C)n(C)c 1=0
Celnn(C)e(C)e1S(=0)(=0)/N=C(\0)[C@@H](C)NC(=0)C1CCCl
COclee([C@H]2CC(=0)Ne3ne(-cdceeced)[nH]e(=0)c32)ccc I0CC(N)=0
0=C(NCCclnnc2nl CCCCC2)el cee2e(=0)[nH]c(S)nc2cl
CN(C1CCOCCH[C@H](CN)cle(Cl)cccelCl
NC1=C(0)C(=0)[C@H](c2cccee2)01

CC(=0)OCC1=C(C(=0)O)N2C(=0)[C@H](NC(=O)c3ccce(C#N)c3)[C@@H]2SC1



ZINC66229912 Celnn(C)e(C)elS(=0)(=0)/N=C(0)[C@H](C)NC(=0)C1CCCl

ZINC23140693 O=C(NclInc[nH]n1)[C@@H]1CCCN(C(=0)c2ccoc2)Cl
ZINC67236017 0=C(NCCCnlcenc)NNC(=0)[C@@H]1C[C@@H]1clccce(F)cl
ZINC03911303 COclecc(NC(=0)C(=0)c2¢(0)[nH]e3ccecc23)ecc10C
ZINC40100221 COclecee(C(=0)C2=C(0)C(=0)N(CCOCCO)[C@H]2c2cce(Cl)e(Cl)e2)cl
ZINC40085222 COclece(C(=0)C2=C(0)C(=0)N(CCO)[C@H]2c2ccce(Br)e2)eclC
ZINC44658189 CC(C)CNIC(=0)N(C)C(0)=C(C(=0)CSc2nc(-c3cees3)n[nH]2)[C@H]IN
ZINC39899244 CCCOclccee([C@H]2c3¢(-c4ce(Cl)cec4O)n[nH]e3C(=0)N2Cc2ccenc2)cl
ZINC67157716 CCCC(=O)N1CSC[C@@H]1C(=0)Nc1nc(S(C)(=0)=0)n[nH]1
ZINC54176713 CC[C@H](C/C(N)=N/O)NS(=0)(=O)clcce(Br)sl

ZINC41605860 Celeee(C)e(NC(=0)[C@@H](C)Sc2nnc(0)[nH]c2=0)cl
ZINC04087196 CCN1CCe2¢(sc(NC(=0)c3cec([N+](=0)[O-])s3)c2C(N)=0)C1
ZINC15017291 COclece([C@@H]2[C@@H](C(N)=0)C(=0)N[C@](O)(c3cccee3)[C@@H]2C#N)ec 1 [N+](=0)[O-]
ZINC05523774 O=CIN[C@@H](c2ccc(F)ce2)[C@@H](C(=0)c2ccenc2)[C@@](O)(C(F)(F)F)N1
ZINC47343057 O/C(=N\clnc(-c2cceen2)n[nH]1)clece(-n2¢enen2)ccl
ZINCA47007441 Cele([C@Q@H](C)NC(=0)NNe2e(F)e(F)e(F)e(F)c2F)enn1C
ZINC47110816 C[C@@H]1CCCN(CCCNC(=0)c2cce3c(0O)[nH]e(=S)nc3c2)C1
ZINC40112620 Nclncencl C(=O)NC[C@H](clcccecl)N1CCe2sccc2Cl
ZINC39676238 C[C@H](Oclceceel)C(=0O)N1C[C@@H](C(=0)NCc2nc3cccee3e(=0)[nH]2)C2(CCNCC2)CI
ZINC39495613 O=CC[C@H](NC=0)clcce(-c2cceec20)c(O)cl-clececc10
ZINC34972163 Ccleee(C)e(-c2nne(S)n2N)cl

ZINC07725352 N#Cclc(CCCNC(=0)C2c3cccec30c3ccece32)n[nH]cIN
ZINC59146832 Celnn(-c2cce([N+](=0)[O-])cc2[N+](=0)[O-])c(C)c1/C=N/NC(=0)[C@H](N)CC(C)C
ZINC63521498 COcleec2e(c1)=C1CCN[C@@H](c3ccc(OCC(N)=0)c(OC)c3)[C@H]IN=2
ZINCA48733572 O=C(NcIn[nH]c(C(F)(F)F)nl)clcnsnl

ZINC34863228 COCCN(Cclnc2cceec2e(=0)[nH]1)C(=0O)clenn(-c2cce(O)nn2)c1C
ZINC31895693 Cclec(NC(=0)C2CCN(C(=0)c3cec(0)nn3)CC2)nol
ZINC47965762 C[C@@H](NC(=0)C(=0)Nclsccc1 C(N)=0O)cleec2e(c1)CCCC2
ZINC31818108 Cclnn(-c2cec(O)nn2)c2cl [C@H](clcec(F)e(Br)c1)CC(O)=N2
ZINC06147391 0O=C1Nc2cceee2/C1=N\NC(=0)c1nc2cceec2e(=0)[nH]1
ZINC12737654 C[C@@H](NC(=0)CCclnnc(=S)[nH]c10)clccccclCl
ZINC37404646 Cclnne(CSe2ne(=0)[nH]e(C)c2C(=0)0)ol

ZINC40358206 C=CCNI1C(=0)C(0)=C(C(=0)CC(C)C)[C@@H]1clcce(O)eclO
ZINC25027857 CC[C@H](C)NC(=0)[C@H](C)N1CCN(Cc2nc(N)c3cceee3n2)CCl
ZINC14052033 NC(=0O)N[C@@H](CC(=O)N1CCN(c2cccec2)CCl)cleces]
ZINCS53819720 COclcec(NC(=0)c2cece3c(O)[nH]c(=S)nc3c2)cclF
ZINC40820358 0=C(clcc(=0)[nH]c(O)n1)N1CCC[C@@H]1clc[nH]c2ce(Cl)ccc12
ZINC38570961 CC[C@H](C)N1C(=O)N=C(0)[C@@H]([C@@H]2c3[nH]c4cccecdc3CCN2C)[C@H]10
ZINC40095297 C[C@H]1Cc2cc(C(=0)C3=C(0)C(=0)N(CCO)[C@@H]3c3cccc(Br)e3)ccc201
ZINC11658229 O=C(C[C@@H]INC(=0)NCI1=0)NNC(=O)clen(-c2cccec2)ncl-cleccecl
ZINC39958156 C[C@H]ICN(CC2=N[C@@H]3C(=N2)C(0)=NC(=0)N3C)C[C@H](C)O1
ZINC50176943 CNC(=0)c1cc(NC(=0)C(=0)N[C@H]2CCC(C)(C)c3cccce32)ccclF
ZINC64886547 O=C(NCCCnlcenc)NNC(=O)clce(Cl)sc1Cl

ZINC12901265 Ccle(CC(=O)N[C@H](CO)c2cccee2)c(=0)oc2c(0)c(O)cecl2



ZINC55243565 CCeln[nH]e(SCC(=0)N2Cc3cccec3C[C@@H]2C(N)=0)nl

ZINC41062484 Ccln[nH]c(Sc2cec(C#N)cc2N)nl

ZINC16853037 Celnc(/C=C/c2enc(0)[nH]c2=0)c(CCC(C)C)e(=0)[nH]1

ZINC66402994 CN(O)[C@@H](CNC(=O)Nclce(C(F)(F)F)c[nH]c1=O)clcccol
ZINC22116712 CC/C=C(\C(=0)O)clesc(N)nl

ZINC66783234 Ccleese 1 C(=0)NNC(=0)clecec(-n2ne(O)cec2=0)cl

ZINC50224864 NCclen(Ce2nne(-c3cee(Br)s3)o2)nnl

ZINC64024435 Ccelnne(NNC(=0)c2ccc(N3CCedcececdC3)ec2)nc 10

ZINC59719269 COclee([C@@H]2N(c3cecee3)N=C(C(C)=0)N2c2ccc3[nH]c(=0)[nH]c3c2)ccc IOCC(N)=0
ZINC20611483 COclececc1 CN1C(=0)[C@@H2[C@H](CCC(N)=O)N[C@@]3(C(=O)Nc4c(C)eceed3)[C@@H]2C1=0
ZINC65537545 O=C(CCclnc2cccee2e(=0)[nH])N[C@H]1CCc2ncen2Cl

ZINC16739640 COclece([C@@H]2¢3sc(=0)[nH]c3S[C@@H]3C(=0)N(C(N)=0)C(=0)[C@@H]32)ccl
ZINC31818108 Cclnn(-c2ccc(O)nn2)c2cl [C@H](clcec(F)e(Br)c1)CC(O)=N2
ZINC37164220 0=C(0)c1c(NS(=0)(=0)c2cc[nH]c2)sc2¢c1CCCC2

ZINC64024435 Ccelnnc(NNC(=0)c2ccc(N3CCedcececdC3)ec2)nc 10

ZINC66122289 Ccleee(C(=0)NNC(=S)N[C@@H](C)c2ccc(Cl)cc2Cl)e(=0)[nH]1
ZINC66925388 O=C(CCNC(=0)NC[C@]1(0)CCCc2ccccc21)NCICCCC1

ZINC24543918 COclee([C@H]2C3=C(CC(C)(C)CC3=0)Nc3[nH]c(=0)[nH]c(=0)c32)ce(I)c10
ZINC44452571 NC(=0)NC(=0)c1c(NC(=0)c2ccee(Cl)e2)sc2c1CCC2

ZINC39468579 0=C(clcc(=0)[nH]e(=0)[nH]1)N1CCC[C@@H](Nc2ccc(F)e(F)c2)Cl
ZINC12900585 COCCCNIC(=0)[C@@H]2[C@H](Cc3c[nH]c4cccee34)N[C@@]3(C(=O)Nedeeceed3)[C@@H]2C1=0
ZINC41605860 Celeee(C)e(NC(=0)[C@@H](C)Sc2nnc(0)[nH]c2=0)cl

ZINC06787870 CCCnle(N)e(C(=0)CN(C)Cc2eccc(F)c2)c(=0)[nH]c1=0

ZINC67458914 Celee2ne(CNC(=0)c3cc(CN4CCC[C@@H](0)C4)on3)[nH]c2cc1C
ZINC50094285 CC1(C)Ce2nc(Ce3cee(Br)ee3)ncc2[ C@@H](N)C1

ZINC65419870 COcleee(C(=0)N2C[C@@H]3CN(C(=0)C4CC4C[C@]3(C(=0)0)C2)ol
ZINC25027857 CC[C@H](C)NC(=0)[C@H](C)N1CCN(Cc2nc(N)c3cceee3n2)CCl
ZINC08615652 Ccelee(C)e2e(=S)nc(N)nc-2[nH]1

ZINC40348968 Cnlee(NS(=0)(=0)c2¢(N)ce(Cl)cc2Cl)ecc1=0

ZINC37164220 0=C(0)c1c(NS(=0)(=0)c2cc[nH]c2)sc2¢c1CCCC2

ZINC62675251 Cnlee(S(=0)(=0)/N=C(\O)c2ccc(-c3ccco3)[nH]c2=0)cnl

ZINC15070035 COclecceel-nlec(CNC[C@]2(0O)CCCN(C)C2=0)cnl

ZINC36587167 CC(C)(C)N(C(=0)Celecee(Cl)ec1CH[C@H](C(=0)NCI1CCCCCl)ele(O)ec(O)eclO
ZINC66926216 Cclcesc1 C(=O)NNC(=O)NC[C@@]1(0)CCCc2cccec2l

ZINC36386875 C[C@H](C(=0)c1c(N)n(C)c(=0)n(C)c1=0)N1CCC[C@H]lclccesl
ZINC40109332 0=C(C1=C(0)C(=0)N(CCO)[C@@H]1clcce(Cl)cel)elccee(OCe2eee(F)ec2)cl
ZINC48721252 C[C@@H](Cnlceenl)NC(=0)/C(O)=N/clnncsl

ZINC44452611 Celeee(C(=0)Ne2sc3¢(c2C(=0)NC(N)=0)CCC3)cclC

ZINC08253665 NC(=0)[C@@H]1C[C@@H](0)[C@H](O)[C@H]2[C@@H]IN(clcccec])C(=S)N2Cclccesl
ZINC16670586 Celee(C)e(SCC(=0)c2e(N)n(C3CC3)c(=0)[nH]c2=0)c(C)cl
ZINC40819448 CC(O)C[C@@H](NC(=0O)clceencIN)clnc2eccec2e(=0)[nH] 1
ZINC05345261 COCCCNIC(=0)[C@@H]2[C@@H](C)N[C@]3(C(=0)Ncde(Cl)cceed3)[C@@H]2C1=0
ZINC54029016 Celee(C)e(NC(=0)CNC(=0)NCCCn2cene2)c(C)el

ZINC39899244 CCCOclccee([C@H]2c3¢(-c4ce(Cl)eccc4O)n[nH]e3C(=0)N2Cc2ccenc2)cl



ZINC23828369

ZINC13270561

ZINCA45216077

ZINC40268165

ZINC64617988

ZINC50396373

ZINC17067428

ZINC66909127

ZINC21324986

ZINC66790916

ZINC42524631

ZINC13151895

ZINC54124365

ZINC65370360

ZINC13245490

ZINC58180947

ZINC64890804

ZINC03847021

ZINC09431466

ZINC20328995

ZINC65427031

ZINC66390648

ZINC01425496

ZINC34783375

ZINC59383264

ZINC40408296

ZINC12783824

ZINC14074751

ZINC60626442

ZINC39685702

ZINC13345871

ZINC67000318

ZINC62828819

ZINC13450878

ZINC13196931

ZINC23338448

ZINC26258525

ZINC40053253

ZINC20558928

ZINC37538602

ZINC63521504

ZINC04832459

ZINC39676236

ZINC67157152

CC(C)CN(C(=0)CN(C)Celceeol)elc(N)n(CC(C)C)e(=0)[nH]c1=0
Celccee(-c2nne(S[C@@H](C)C(=0)NC(=0)NC3CC3)n2CC(=0)O)cl
C[C@](N)(CHN)CCSelIncee(=0)[nH] 1
CS(=0)(=0)N1CCN([C@H](C(=0)0)c2c[nH]c3cec(OCCHN)ce23)CC
CN(C)S(=0)(=0)/N=C(\0)CCN1C(=0)NC2(CCCC2)C1=0
0=CINCCC[C@@H]INCclce(F)eec1Br
0=C1C(/C=C/c2nc(0)c([N+](=0)[0-])c(=0)[nH]2)=CO[C@H]2C=CC=C[C@@H] 12
0=C(NCCC(=0)N1CCCCCIHNC[C@]1(0)CCCe2eeccc2
C/C(=N\NcInnc(SCC(=0)N[C@H](C)c2ccece2)n N)elcecenl
CCnlc(0)c2cec(C(=0)NNC(=0)CCC(C)C)ec2nel=S
CCIC@@)(C)NS(=0)(=0)clscec1Br)/C(N)=N/O
CC(=0)clccc2c(c)[C@H] [C@H](CH[C@H](Sc3cccee3[N+](=0)[0-)) C[C@@H] 1 [C@H](C(=0)O)N2
NC(=0)[C@H]1CCCN(c2cee(CNe3nencdscee34)cc2)Cl
COcleee2e(c)[C@H](NC(=0)clce3n(n1 )CCNC3)CC(C)(C)02
CC(O)[C@H](C(=0)0)n1c(SCC(=0)N(CCC(N)=0)c2cceee2)neeeccc2c1=0
Celeee([C@@H](CNC(=0)CCe2¢(C)[nH]e(=0)[nH]c2=0)N(C)C)cc
CCCnle(=0)c(=0)[nH]c2ce(C3=N[C@@H]([C@H](NS(=0)(=0)cdcceccd)C(C)C)ON3)cee2 |
C[C@H](CO)ele(0)c(0)e2e(c10)C(=0)C(=0)[C@H]1 C(C)(C)CCCIC@]21C
CC(=0)0CC1=C(C(=0)0)N2C(=0)[C@H](NC(=0)Cn3nc(C)e(Ce3C)[C@@H]2SC1
COclee([C@@H]2CC(=0)Ne3scdo(C)e(CHN)e(N)ncdc32)cee 10
Celnn(C)e(C)e1 C(=0)N1C[C@@H]2CN(C(=0)C3CC3)C[C@I2(C(=0)0)C1
CIC@H](N[C@@H](C)c1ccc(N2CCN(C)CC2)c(F)e1)C(=0)NC(=0)NC1CC1
CN1C(=0)N[C@H](c2ccc(0)ce2)C2=C1CN(c1coe(N3CCA=C(C3=0)[C@@H](c3ccc(0)cc3)NC(=0)N4C)cc1)C
Celo(C(=0)NN)sc2¢1¢(=0)n(CC(=0)NC1CCCCC1)e(=0)n2CC(C)C
CNC(=8)N/N=C/c1cc([N+](=0)[O-])ce(Br)c 10
0=CINc2cce(0)ec2/C1=C\clecee(/C=C2/C(=0)Ne3cee(O)cc32)nl
C[C@@H]10c2cce(NC(=0)c3cceee3SCIC@]3(C)NC(=0)NC3=0)cc2NC1=0
Celo(CHN)e(NC(=0)CN(CC(N)=0)C(C)C)n(C2CCCC2)c1C
0=C(Nclceee(N2CCOC2=0)c1)elcce2¢(0)[nH]e(=S)nc2cl
CC(C)C(=0)N1C[C@@H](C(=0)N[C@H](C(=0)NC(C)(C)C)C(C)C)C2(CCNCC2)C
0=C(O)clcee2e(=0)[nH]e(CSe3nencdseSe(c34)CCCS)nc2e
Celoce(CHN)ee INC(=0)C(=0)NC[C@]1(0)CCCe2ceccc2 |
CO[C@H]1CCC[C@@H]INC(=0)Nclse(C)e(C)c1C(=0)0
COclcee(NC(=0)[C@H](C)Se2nc(C)e(CCC(=0)0)c(=0)[nH]2)cc 10C
CCCNC(=0)NC(=0)CSclnnc(-c2cce(C)ec2)n1 CCC(=0)0
Celn[nH]e(/N=C(0)N2CCC[C@H](C(=0)N3CCOCC3)C2)nl
CSclne2ne(C)e(C/C(0)=N/c3nen[nH]3)c(C)n2nl
COclceec2ec(C(=0)C3=C(0)C(=0)N(CCCO)C@H]3c3cee(C(C)(C)C)ee3)oc 12
C[C@@H]1C[C@@H]Iclcec([C@@H](CN)N2CCe3scec3C2)ol
C=C1[C@@H](0)[C@H]2/C=C/C[C@@H](C)/C=C(\C)C(=0)[C@@H](0)CCC(=0)[C@]23C(=0)N[C@H](Cc2c[nH
COcleee2e(c1)=C1CCN[C@H](c3ccc(OCC(N)=0)c(OC)c3)[C@@H] IN=2
COclece([C@@H2[C@@H](C(N)=0)C(=O)N[C@@](O)(c3cceee3)[ C@@H]2C#N)ecl
C[C@H](Oclcceee)C(=0)N1C[C@H](C(=0)NCe2nc3eccee3e(=0)[nH]2)C2(CCNCC2)C1

CC(=0)N[C@H](CC(=0)NC[C@@H](O)clccce(F)el)ele(F)eceel F



ZINC64185691

ZINC63281448

ZINC62012685

ZINC39396295

ZINC14960513

ZINC39715405

ZINC44658189

ZINC06359840

ZINC64886428

ZINC40707512

ZINC49544857

ZINC55196670

ZINC03594174

ZINC29856798

ZINC02343584

ZINC09010075

ZINC40577874

ZINC63878202

ZINC39467309

ZINCA45216077

ZINC45410416

ZINC09882922

ZINC39345493

ZINCA48353954

ZINC50224864

ZINC18068440

ZINC67106460

ZINC62982325

ZINC36597690

ZINC38556246

ZINC23140693

ZINC02343584

ZINC64797194

ZINC19751015

ZINC35851539

ZINC35851539

ZINC20611483

ZINC64886547

ZINC06557145

ZINC05231353

ZINC21324569

ZINC52768384

ZINC59198423

ZINC61461221

0=C(N[C@@H](CCl=c2ccccc2=NC1)C(=0)NC[C@H]INN=C2CCCN2 )l cccs|
COclee2e(cc10C)=N[C@@H](C(=0)N[C@@H](C)C(=0)N[C@@H] INc3cceee3S1)C=2
Cl[C@@H]N)[C@H](clcence HN(C)[C@H](C)elecee(Clel
0=C(N[C@H]INC(SCc2ccc(F)ec2)=NS1)cInen[nH] 1
CCN(CO)C(=0)[C@H]1CCCN(Ce2cee(C(=0)NCC3(0)CCCCC3)e(=0)[nH]2)C1
0=C(Nclcee2e(chIN[C@H](cl ccce3eceec] 3)02)c Inen[nH] 1
CC(C)CNIC(=0)N(C)C(0)=C(C(=0)CSc2nc(-c3cces3)n[nH]2)[C@H] IN
CCCCIC@]1(CC)C(=N)NC(=0)NC1=0
Celeoe(-c2enc(CCC(=0)NNC(=0)NCCCn3cenc3)o2)ccl
CCNclnenc(N2CCN(Ce3eccde(c3)0C04)CC2)cIN
COCclnne(NC(=0)c2enc3sce(C)n3e2=0)s1
Celecee2e [C@H](NC(=0)C(C)(CINC(=0)cl cees 1 )C(=0)N2
COclcee([C@H]2c3cc4c(cc30[C@](0)(CO)C@R@H]2C(=0)0)0CO4)c(0C)c
CNC(=0)NC(=0)[C@H](C)N1CCN(c2cecc(F)c2C#N)CC1
CCOclceceel /C=N/NC(=0)cInnn(-c2nonc2N)el CN1CCCC1
0O=c1[nH]e(0)e(/C=N/c2cccee2Sc2cccee2)e(=0)[nH] 1
C[C@@H]1COCCNIC(=0)N(CC(=0)0)[C@H]1CCS(=0)(=0)C1
Celeeo(CN)=0)ccINS(=0)(=0)clccec2nsncl2
COCI=C[C@H]2CN3N[P@@](=0)(c4cceec40)OC[C@@H]3C[C@@H]2CC1=0
C[C@](N)(CHN)CCSelIncee(=0)[nH] 1
Celecee(OCC(=0)NNC(=0)NC2CCN(C3CC3)CC2)cl
C[C@H](ScInc2nee(Clee2[nH]1)C(N)=0
Cele(NC(=0)c2nen[nH]2)ceee] [C@@H] INe2ce(Clcec201
C[C@H](NC(=0)NC[C@@H](C)N1CCc2sccc2Cl)cInnenC
NCelen(Ce2nne(-c3cce(Br)s3)o2)nnl
C/C(0)=C1\C(=0)c2cceec2\CI=NN
C/C(=C/C(=0)NNclnnc(C)e(O)nl)cleceec Cl
NCC#Celeeo(CN2CC[C@@H](N3CCCCC3)C2)s1
Celoee(CN(C(=0)c2ccec(0)c20)[C@H](C(=0)NC2CCCCC2)e2e(0)ec(O)cc20)ol
CCI=C[C@@H]([C@H]2NN[C@H](SCC(=0)c3cceec3CN2N)N=N1
0=C(Nclne[nH]n1)[C@@H]1 CCCN(C(=0)c2ccoc2)C1
CCOclceceel /C=N/NC(=0)cInnn(-c2nonc2N)el CN1CCCC1
CHCCOcl ce([C@@H]2CC(=0)Ne3e2sc(C(=0)0)c3-c2cec(OC)cc2)eee10C
Celec2ne([C@@H](C)N)n(Ce3ceeec3Clyc2ec1C
COclcec(Cl)ecIN1C(=0)[C@H2[C@H](CCCN)=0N[C@@]3(C(=0)Nedeccccd3)[C@@H]2C1=0
COclcee(Cl)eeIN1C(=0)[C@H2[C@H](CCC(N)=0N[C@@]3(C(=0)Ncdeecccd3)[C@@H]2C1=0
COclcceee] CN1C(=0)[C@@H2[C@H)(CCCN)=0)N[C@@]3(C(=0)Ncdc(C)ecced3) [C@@H]2C1=0
0=C(NCCCnlcencl)NNC(=0)clec(ClysclCl
COC1=CC(IN+](=0)[0-])=C/C(=C\c2¢(0)n(C)c(=0)[nH]c2=0)C1=0
CCI1(C)CC(=0)C(c20e(N)c(C#N)c2-c2ccc02)=C(O)C1
C/C(=N\NcInne(SCC(=0)Ne2e(F)ecce2F)nIN)el cencel
CN(C)S(=0)(=0)/N=C(\0)[C@H]1CC(=0)N(c2ccecc2)Cl
COclee(Clee(/C=C2\C(=0)N(c3ccce(Br)e3)C(=0)N=C20)c10

Ccleee2ne([C@@H]3CCCN3C(=0)c3cencdnc(O)[nH]c(=0)c4c3)[nH]c2c1



ZINC36601330

ZINC40096818

ZINC06516291

ZINC45789511

ZINC40097223

ZINC58431849

ZINC06359840

ZINC66510661

ZINC59146832

ZINC40052968

ZINC39355973

ZINC13450878

ZINC51068454

ZINC39715405

ZINC09331256

ZINC40085178

ZINC22802236

ZINC39232679

ZINC13564105

ZINC40053405

ZINC40126476

ZINC19751015

ZINC39958156

ZINC22130310

ZINC58366989

ZINC64617988

ZINC62018619

ZINC13271687

ZINC45540964

ZINC66134886

ZINC51255376

ZINC40358147

ZINC45799929

ZINC41181804

ZINC06534140

ZINC66241129

ZINC07286538

ZINC40077275

ZINC15957797

ZINC09089994

ZINC09089994

ZINC48235688

ZINC25490225

ZINC64885779

0=C(CC[C@H]INC(=0)c2cecce2NC1=0)Nelce(F)e(F)e(F)el
CCCONIC(=0)C(0)=C(C(=0)c2cee3e(c2)0CCO3)C@H] Iclceec(O)cl
CC(C)eleeec(C(C)C)cINC(=0)CScInc(N)ec(=0)[nH]1
CC(CN(C)Cel ccece CNC(=0)NNelcee(-n2ccen2)nnl
CCOc1ec([C@H]2C(C(=0)c3ccdccceedo3)=C(0)C(=0)N2CCO)ccc 10
COclcccceNC(=0)clcec2¢(O)[nH]e(=S)nc2cl
CCCCIC@]1(CC)C(=N)NC(=0)NC1=0
CCnle(=0)[nH]c2cc(/C(0)=C(\CHN)C(=0)NC3CCCC3)ecc2c1=0
Celnn(-c2cce(IN+](=0)[0-])cc2[N+](=0)[O-])e(C)e 1 /C=N/NC(=0)[C@H](N)CC(C)C
0=C(C1=C(0)C(=0)N(CCCO)[C@@H]Iclceecc ] F)eloee2e(c1)OCCO2
CCOclcceee] [C@H](C1=C(CN=N[C@@H]10)c1¢(C)n[nH]c10
COclcee(NC(=0)[C@H](C)Se2nc(C)e(CCC(=0)0)c(=0)[nH]2)cc 10C
Cnle(N)e(/C(0)=C(\CHN)C(=0)CCc2ccec(Clye2)c(=0)n(C)e1=0
0=C(Nclcee2e(chIN[C@H](cl cece3eceec] 3)02)c Inen[nH] 1
COclceeccINIC(=0)N=C(0)/C(=C\NN2CCOCC2)C1=0
COcleee(C(=0)C2=C(0)C(=0)N(CCOCCO)C@H]2c2ccce3ceccc23)ec1C
C[C@H]1CCe2¢(sc3nenc(NCCCedn[nH]e(N)c4C#N)c23)C1
COclcee2e(CONC(=0)[C@H)(C)S[C@@HI3NC(CH=NC4=NC=N[C@@H}43)c[nH]c2c1
Celne(0)e2nsc(C(=0)Nc3ece(N4CCC[C@@H](0)C4)ec3)c2n]
Celne(C)e(C(=0)C2=C(0)C(=0)N(CCCO)C@H]2c2ccce(Oc3cceec3)e2)s
COcleeec([C@H]2ZNC(=0)C(0)=C2C(=0)c2ccce(OCc3cccee3Cl)e2)e10C
Celec2ne([C@@H](C)N)n(Ce3cceec3Clyc2ec1C
C[C@H]1CN(CC2=N[C@@H]3C(=N2)C(0)=NC(=0)N3C)C[C@H](C)O1
COclceec(NC(=0)[C@@H]2C(S)=NCN)=C(CHN)[C@H]2c2cec(F)ec2)c]
Celn[nH]e(C)eINC(=0)CCNC(=0)NC12CC3CC(CC(C3)CT)C2
CN(C)S(=0)(=0)/N=C(\0)CCN1C(=0)NC2(CCCC2)C1=0
CC(C)C[C@@H](CNC(=0)C(=0)Nclcec2¢(c1)CCC(=0)N2)N(C)C
C=CCNC(=0)NC(=0)CScInnc(-c2cces2)n [C@@H](C(=0)0)C(C)C
Nele(C(=0)CSe2ne(-c3cce(Clee3)n[nH]2)e(=0)[nH]e(=0)n1 C1CC1
Celn[nH]e([C@@H](C)Oc2cee(Clce2Brc 1 C(=0)NN
CN(Celceecc I BHC[C@]1(CN)CCOCI
CC(C)CC(=0)C1=C(0)C(=0)N(CC(C)O)[C@@H] Iclcee(O)ec1O
0=C(NNC(=0)clnn(-c2cceee2)ec10)elceece(OC[C@@H]2CCCO2)c 1
CCO)O)[C@@H](N)eInc(-c2cec(OC(F)F)ec2)es]
Nelceeeel-clnne(S)ol
N#Cclenn(-c2cee(C(=0)N[C@@H]3C[C@H]3c3ccec(F)e3)ec2)c IN
COclee2ne(CS/C(N)=N/C(C)(C)C)[nH]e(=0)c2cc10C
COcleee(C(=0)C2=C(0)C(=0)N(CCOCCOY C@H]2c2ccc(Clycc2Clycel
COclceecc] CN1C(=0)[C@@H2[C@H](CCN)=0)N[C@]3(C(=0)Ncdcceeed3) [C@@H]2C1=0
Celec(/C=C2\C(=0)NC(=S)N=C20)c(C)nl-clccec(l)cl
Celec(/C=C2\C(=0)NC(=S)N=C20)c(C)nl-clccec(l)cl
0=C1CCe2cc(S(=0)(=0)Ne3ce([N+](=0)[O0-])cceANCCO)c(F)cc2N 1
O=CINC(=0)[C@H](Cc2cc([N+](=0)[O-])c(O)ec2[N+](=0)[O-])N1

Celeece(C2(C(=0)NNC(=O)NCCCn3cene3)CC2)cl



ZINC16853037

ZINC23143208

ZINC40049070

ZINC61461221

ZINC44218023

ZINC06320618

ZINC23130755

ZINC31875846

ZINC54896816

ZINC32116836

ZINC45540964

ZINC40141092

ZINC12379556

ZINC38570961

ZINC17067422

ZINC04663941

ZINC39763575

ZINC67605382

ZINC39345493

ZINC06077434

ZINC40100221

ZINC40028276

ZINC40085222

ZINC58903681

ZINC22263737

ZINC12467760

ZINC39958156

ZINC62828877

ZINC51262551

ZINC37731878

ZINC22645914

ZINC20721099

ZINC43423750

ZINC60368200

ZINC67236017

ZINC25027857

ZINC36644578

ZINC36386875

ZINC66134887

ZINC39899236

ZINC39899236

ZINC51262551

ZINC23143211

ZINC44930540

Celne(/C=C/c2enc(0)[nH]c2=0)c(CCC(C)C)e(=0)[nH]1
0=CIC[C@@H](/C(0)=N/c2nen[nH]2)CN1clcec2e(c1)OCCO2
CCCOclcee(C(=0)C2=C(0)C(=0)N(CCCO)C@H]2¢2¢(Clceec2Clyce1C
Celece2ne([C@@H]3CCCN3C(=0)c3encdnc(0)[nH]c(=0)c4c3)[nH]c2c |
NIC@@H](CC(=0)0)c] e(-c2cecce2Clynn(-c2ceccc2)e 1 Cl
Celoe(C(=0)N/N=C/c2cc([N+](=0)[0-])cc(Br)c20)[nH]n]
NC[C@@H]1CN(C2CCN(c3ceec(-ndccend)c3)CC2)CCOT
COclee(/C=N\NC(=0)[C@@H]2COc3cccee302)c(Br)c(Bric1O
CN(Celeee(Cls)elne2e(sN[C@@H](N)CCC2
0=CINC(=8)N=C(0)/C1=C/clcee(Sc2cee(Clce2)e([N+](=0)[0-])c]
Nele(C(=0)CSe2ne(-c3cce(Clee3)n[nH]2)e(=0)[nH]e(=0)n1 C1CC1
Celne2e(CHN)enn2¢(0)c1 CC(=0)Nelcccee C(=0)NC1CCCCI
CC(=0)Nclc(0)ne(SCC(=0)Ne2cee(Br)en2)[nH]c1=0
CC[C@H](C)N1C(=0)N=C(0)[C@@H]([C@@H]2c3[nH]cdcceccdc3CCN20)[C@H]10
0=C1C(/C=C/c2nc(0)c([N+](=0)[0-])c(=0)[nH]2)=CO[C@@H]2C=CC=C[C@H] 12
Celoe(C(=0)N/N=C/c2cc(Brice(IN+](=0)[O-])c20)n[nH]1
CCCNC(=0)NC(=0)CS[C@H]INN=C(C2=c3cceec3=NC2)NICICCI
Ccleen2ec(CNC(=0)NC[C@H](0)COc3cccdce(c3)0CO4)nc2cl
Cele(NC(=0)c2nen[nH]2)ceee] [C@@H] INe2ce(Clcec201
CCC(C)CNC(=0)[C@@H](cl cee2neeee2e 1 )N(C(=0)c1sne(C(N)=0)c INYC1CCCCI
COclceec(C(=0)C2=C(0)C(=0)N(CCOCCO)[C@H]2c2cee(Cle(Che2)el
C=CCN1C(=0)C(0)=C(C(=0)c2ce3ceccc302)[C@H] I elee(Br)c(0)c(OC)c 1
COclcee(C(=0)C2=C(0)C(=0)N(CCO)[C@H]2c2ccee(Br)c2)ec1C
COcleeec([C@HI2C(C(N)=0)=C(N)Oc3c2¢(C)nn3-c2cceee2)c]
C=CCn1c(=8)[nH]c2cc(C(=0)Ne3nceee30)cee2e1=0
NC(=0)cInsc(C(=0)N(c2ccece2) [C@@H](C(=0)NC[C@H]2CCCO2)c2¢[nH]c3ceecc23)c IN
C[C@H]1CN(CC2=N[C@@H]3C(=N2)C(0)=NC(=0)N3C)C[C@H](C)O1
0=C(Nclsceel C(=0)0)NC1CCC1
N#C/C(C(=0)C1CC1)=C(/O)Ncl ce2e(ce] [N+](=0)[0-])0OCCO2
CCN([C@@H]1CCS(=0)(=0)C1)S(=0)(=0)c1 [nH]nce1C(=0)0
C[C@H](ScIn[nH]e(N)n1)C(=0)N(C)Celcee(Bricel
COclece(N2C[C@@H](C(=0)Ne3nc[nH]n3)CC2=0)c(OC)c1
NC[C@@H](c1cce(Br)s)N1CCO[C@H]2CCC[C@@H]21
0=C(CNC(=0)clcc2c(s1)CCCC2)Nelnceee 10
0=C(NCCCnlcenc)NNC(=0)[C@@H]1 C[C@@H]1 ¢l ccec(F)el
CCIC@H](C)NC(=0)[C@H](C)N1CCN(Ce2ne(N)e3eccee3n2)CCl
CCCON(C(=0)[C@@H]1CC(=0)Nc2cecce2 el o(N)n(CCC)e(=0)[nH]c1=0
C[C@H](C(=0)c1c(N)n(C)c(=0)n(C)c1=0)N1CCC[C@H] I clcees
Celn[nH]e([C@H](C)Oc2cce(Cl)ee2Br)c I C(=0)NN
COclcee([C@H]2¢3¢(-c4ec(Clycec4O)n[nH]e3C(=0)N2Cc2ccenc2)ecl
COclcec([C@H]2¢3¢(-c4ec(Clycec4O)n[nH]e3C(=0)N2Cc2ccenc2)ecl
N#C/C(C(=0)C1CC1)=C(/O)Nel ce2e(ce] [N+](=0)[0-])0CCO2
0=CIC[C@H](/C(0)=N/c2nen[nH]2)CNIcleec2e(c1)0CCO2

C[C@H](NS(=0)(=0)N1C[C@@H](C)O[C@H](C)C1)cInnn[nH]1



ZINC50396373

ZINC67349739

ZINC13023393

ZINC21324569

ZINC12711348

ZINC19915382

ZINC40096581

ZINC40802040

ZINC40079682

ZINC37448211

ZINC39996660

ZINC39763575

ZINC21324992

ZINC32614381

ZINC44713564

ZINC16212879

ZINC65537545

ZINCA43341776

ZINC08993831

ZINC41605860

ZINC64185694

ZINC53819720

ZINC39037576

ZINC52557329

ZINC63279882

ZINC39899236

ZINC39899236

ZINC40531567

ZINC05816089

ZINC41026300

ZINC38999554

ZINC66134886

ZINC20228158

ZINCO08581704

ZINC20611110

ZINC03946853

ZINC06454377

ZINC25027857

ZINC20611110

ZINC41033318

ZINC67349739

ZINC60494468

ZINC40095297

ZINC42956539

0=CINCCC[C@@H]INCclce(F)eeelBr
0=S1(=0)CC[C@@H](NCCNc2nce(Br)en2)Cl
CC(C)(CNC(=O0)[C@H](c1cees N(C(=0)c1snc(C(N)=0)c IN)e 1 cee2e(c1)OCO2
C/C(=NWNcInnc(SCC(=0)Ne2c(F)ceec2F)nIN)el cencel
NC(=0)c1nsc(C(=0)N(c2cce(F)ec2)[C@@H](C(=0)NC[C@@H]2CCCO2)c2cccs2)c IN
O=c1[nH][nH]c(=0)c2c(NCc3cce(Brjo3)cece 12
0=C(C1=C(0)C(=0)N(CCO)[C@@H]1clecee(Clcl )eleec2¢(c1)OCCO2
Nele(0C2CCCCC2)nencINICCC(C(=0)0)CCl
COclcee(C(=0)C2=C(0)C(=0)N(CCOCCO) C@H]2c2ccec(0)e2)e(C)el
COclcec([C@Q@HRIC@@H](C(N)=0)C(=0)N[C@@](O)(c3cecee3)[C@HJ2CHN)cc 1 [N+](=0)[O-]
C=CCNC(=0)NC(=0)CS[C@H]INN=C(C2=c3cceec3=NC2)NICICCI
CCCNC(=0)NC(=0)CS[C@H]INN=C(C2=c3cceec3=NC2)NICICCl
C/C(=NNcInnc(SCC(=0)N[C@@H](C)c2cccce2)nIN)clcecenl
0=CINC[C@@H](c2cccec2)[C@@H]1 C(=0)N/N=C\c1cc(O)ece 1 [N+](=0)[O-]
COclece2ne(CCNC(=0)[C@@H]3CN(C(=0)cdec(C)n(C)nd)CC34CCNCC4)nH]e2c |
COCCNIC(=0)C(0)=C(C(=0)c2cce(Cl)ee2) [C@@H] el ecc(OCC(N)=0)cel
0=C(CCclnc2ccecc2e(=0)[nH]1)N[C@H]1CCc2ncen2C1
CIC@HI(N)[C@H](Ocl cee(F)ecIBr)clcecenl
CN(CC(=0)NN1C(=0)N[C@@](C)(CCc2cceee2)C 1=0)Celnc2cccce2e(=0)[nH] 1
Celeee(C)e(NC(=0)[C@@H](C)Sc2nnc(O)[nH]c2=0)c1
O=C(N[C@H](CCl=c2ccccc2=NC1)C(=0)NC[C@H]INN=C2CCCN21)clcees]
COclcec(NC(=0)c2cec3c(O)[nH]e(=S)nc3c2)cc1F
CCOclce([C@H](C2=C(CN=N[C@@H]20)c2¢(C)n[nH]c20)ccc10C(=0)c ceee(Clicl
N#Cclnc(NC(=0)c2cccc(NC(=0)[C@H]3Cedeccecd03)c2)[nH]c 1 CHN
CCIC@]1(c2ccc(NC(=0)C(=0)NCCC3=cdcceccd=NC3)cc2) CCC(=0)NC1=0
COcl cec([C@H]2c3¢(-c4ec(Clycec40)n[nH]c3C(=0)N2Ce2ccenc2)ecl
COcl cec([C@H]2c3¢(-c4ec(Clycec40)n[nH]c3C(=0)N2Ce2ccenc2)ccl
C[C@@H]1CN(C(=0)N(CC(=0)0)[C@H]2CCS(=0)(=0)C2)CCO1
Oclc(Br)ec(C=NNc2nnn[nH]2)cc1Br
NC(=0)c1¢(Ne2ne(N3CCN(CCO)CC3)ne3c2enn3-c2cecee2)se2e 1 CCC2
NNI[C@@H](SCC(=0)N2CCOCC2)NN[C@H] I [C@H]1C=C(c2ccc(Cl)cc2)N=N1
CeIn[nH]c([C@@H](C)Oc2cce(Cl)cc2Br)c 1 C(=0)NN
COclce([N+](=0)[O-])cc(/C=N/NC(=0)Cn2cnnn2)c10
0=C(Nclcec(N2CCC[C@H](0)C2)cc])eIsnc2c(O)nenc 2
COclcecee] CN1C(=0)[C@@H2[C@H)(CCN)=0)N[C@@]3(C(=0)Ncdeeeeed3)[C@@H]2C1=0
COclce(/C=N/Ne2[nH]c(=0)nnc2C)cc([N+](=0)[0-])c 10
0=CINC(=0)C(=NNc2cce(-c3ccece3)ec2)C(=0)N1
CC[C@H](C)NC(=0)[C@H](C)N1CCN(Ce2ne(N)e3eceee3n2)CCl
COclcecee] CN1C(=0)[C@@H2[C@H)(CCN)=0)N[C@@]3(C(=0)Ncdeeeeed3) [ C@@H]2C1=0
Cnlence([N+](=0)[0-])cINCI(C(=0)0)CCCCCCI
0=S1(=0)CC[C@@H](NCCNc2ncc(Br)en2)Cl
COCCCNC(=0)C1CCN([C@H](C)C(=0)NC(=0)NC2CCCCC2)CCI
C[C@H]1Cc2cc(C(=0)C3=C(0)C(=0)N(CCO)C@@H]3c3ccee(Br)e3)ecc201

Cnlnc(0)c2¢(C(=0)NNc3ceee(Cl)e3)ec(C3CC3)nc2l



ZINC61381104 0=C1CCc2cc(NC(=0)c3ccec(-n4nc(O)cecd=0)c3)cec2N1

ZINC40096977 0=C(C1=C(0)C(=0)N(CCOCCO)[C@@H]lclcce(O)ccl)clec2eccec2ol
ZINC47110816 C[C@@H]1CCCN(CCCNC(=0)c2cce3c(0)[nH]e(=S)nc3c2)C1

ZINC44713564 COclcee2ne(CCNC(=0)[C@@H]3CN(C(=0)c4ec(C)n(C)n4)CC34CCNCC4)[nH]c2cl
ZINC40707512 CCNclInenc(N2CCN(Ce3ceccde(c3)0C04)CC2)cIN

ZINC12703087 Celeeee(CN2CCC[C@](O)(CNCe3enn(C)e3C)C2=0)cl

ZINC47475599 CC(C)NIC[C@H](C(=0)Nc2ne(C#N)c(C#N)[nH]2)CC1=0

ZINC41069896 C[C@H]1CCC[C@H](C)N1S(=0)(=O)clcc(Br)encINN

ZINC63810477 O=C(Nclccee(-n2ccen2)cel)cleec2e(O)[nH]e(=S)nc2cl

ZINC32610336 0=C(0)[C@H]1CC=CC[C@H]1C(=0)Nclce(-c2cceec2)n[nH]1

ZINC08860312 COclee([C@H]2C(C(=0)Ne3ceeee3C)=C(C)Ne3nenn32)ccc I0OCC(N)=0
ZINC40026252 C=CCNI1C(=0)C(0)=C(C(=0)c2ccc(0OC)cc2)[C@H]1clecc(OCC(N)=0O)ccl
ZINC04087196 CCN1CCe2¢(sc(NC(=0)c3cec([N+](=0)[O-])s3)c2C(N)=0)C1

ZINC47073212 O=C(NCCcInnc2nl1CCCCC2)clcec2e(=0)[nH]c(S)nc2cl

ZINC38556246 CC1=C[C@@H]([C@H]2NN[C@H](SCC(=0)c3ccccc3CI)N2N)N=N1
ZINC40781477 COC[C@@H](C)NcIncne(Nc2eceee2Br)cIN

ZINC04083625 COclece(N2C(=0)[C@@H]3[C@H]([C@@H](C)O)N[C@]4(C(=0)NcScceee54)[C@@H]3C2=0)ccl
ZINC40026252 C=CCNI1C(=0)C(0)=C(C(=0)c2ccc(0OC)cc2)[C@H]1clecc(OCC(N)=0O)ccl
ZINC11869123 Ccleee(CNe2ne(CN(CCO)[C@H]3CS(=0)(=0)C[C@@H]30)nc3cceec23)ccl
ZINC17575813 O=C(NNC(=O)clc[nH]c(=S)nl-clcccecl)cleceec 10

ZINC12854530 COclen(-c2ecec(C(F)(F)F)c2)nc1C(=0)OCcInc(N)ne(N)nl

ZINC63810477 O=C(Nclccee(-n2ccen2)cel)cleec2e(O)[nH]e(=S)nc2cl

ZINC17878453 NCI1=NC(=0)[C@@H]([C@]2(0)C(=0)N(CCCc3ccecc3)c3ccccc32)S1
ZINC15082922 Celee(=0)[nH]e(SCC(=0)Nc2[nH]c(C)c(C)c2C#N)nl

ZINC40554938 C[C@H](C(=O)NC(C)(C)C)N1CCC(C(=0)Nc2encen2)CC1

ZINC43286070 C[C@H](N)[C@@H](clcc(Br)es)N1CCOC(C)(C)C1

ZINC19323678 CCCCI12CN3CC(C)(CN(C1)C3c1[nH]e(=0)[nH]c(=0)c1C)C2=0

ZINC35363867 CC(=0)Oclcece(N2C(=0)[C@@H]3[C@H](Ccdccc(0)c(0)c4)N[C@@]4(C(=0O)NcSceeee54)[C@@H]3C2=0)ccl
ZINC65370360 COclece2e(cH)[C@H](INC(=0)clee3n(n1)CCNC3)CC(C)(C)02

ZINC16212879 COCCNIC(=0)C(0)=C(C(=0)c2ccc(Clyee2)[C@@H]1clccc(OCC(N)=O)ccl
ZINC13198272 CCNC(=0)NC(=0)[C@@H](C)Sc1nnc(-c2ccee(C)e2)n1 CCC(=0)0

ZINC35851539 COcleec(Cl)eeIN1C(=0)[C@H]2[C@H](CCC(N)=O)N[C@@]3(C(=0)Ncdccceed3)[C@@H]2C1=0
ZINC35851539 COcleec(CleeIN1C(=0)[C@H]2[C@H](CCC(N)=O)N[C@@]3(C(=0)Ncdccceed3)[C@@H]2C1=0
ZINC48260499 NC(=O)NC(=0)[C@@H](clccccc)N1CCO[C@H](c2ccc(F)ec2)C1

ZINC39693432 CC[C@@H](C)C(=O)NIC[C@H](C(=O)NCCNC(=0)OC(C)(C)C)C2(CCNCC2)CI
ZINC15958851 Cclecee2¢cINC(=0)[C@@]2 IN[C@@H](CCC(=0)0)[C@H]2C(=0)N(Cc3ccede(c3)OCO4)C(=0)[C@H]21
ZINC41163213 N[C@H](c1nc(-c2ce3cc(Br)ece302)es1)C1CC1

ZINC05310018 CCCNC(=0O)NC(=0)CSclnc2nec(Cl)cc2[nH]1

ZINC02264694 COclece(-n2¢3c¢(c(=0)[nH]c2=0)[C@](NC(=0O)c2ccce(Cl)e2)(C(F)(F)F)C(=0)N3)ccl
ZINC64981111 Cclee(=0)[nH]c(SCC(=0)Nc2e(C#N)sc(=S)n2-c2ccece2)nl

ZINC66790916 CCnlc(0)c2eee(C(=0)NNC(=0)CCC(C)C)ce2nel=S

ZINC39958156 C[C@H]ICN(CC2=N[C@@H]3C(=N2)C(0)=NC(=0)N3C)C[C@H](C)O1
ZINC65370642 NcIne(NC[C@H]2C=c3cce(F)ec3=NC2=0)cc(N2CCOCC2)nl

ZINC66390648 C[C@H](N[C@@H](C)c1coc(N2CCN(C)CC2)e(F)e])C(=0)NC(=0)NC1CC1



ZINC41630098

ZINC40095593

ZINC67574707

ZINC53366727

ZINC60368200

ZINC15082922

ZINCO01142253

ZINC53366727

ZINC65508179

ZINC32972785

ZINC15959687

ZINC35667078

ZINC12749044

ZINC63941209

ZINC38117525

ZINC11617280

ZINC25782523

ZINC43621008

ZINC38701992

ZINC13126479

ZINC46814957

ZINC04861208

ZINC46089269

ZINC66230822

ZINC63775414

ZINC44930540

ZINC22263737

ZINC13126479

ZINC09428205

ZINCA48733572

ZINC54176766

ZINC20827519

ZINC51068454

ZINC23828369

ZINC66234044

ZINC12783824

ZINC40097223

ZINC64185687

ZINC09058784

ZINC09058784

ZINC09058784

ZINC09058784

ZINC52768384

ZINC40358206

CC(C)eleeee(C(C)C)e INC(=0)[C@@H](C)ScInc(N)ee(=0)[nH]1
COclceece] [C@@H]1C(C(=0)c2cec3e(c2)C[C@H](C)03)=C(0)C(=0)N1CCO
CN(C)C(=0)Cnlcc(/C(0)=N/c2nc(-c3cceee3Clyn[nH]2)nn1
CCCNC(=0)CN(CCC)CC(=0)NN1C(=0)NC2(CCC(C)CC2)C1=0
0=C(CNC(=0)clcc2c(s1)CCCC2)Nelnceee 10
Celee(=0)[nH]e(SCC(=0)Ne2[nH]e(C)e(C)e2CHN)n 1
Celoee(C)e(C(=0)C2=C(0)C(=0)N(c3nnc(C)s3)[C@@H]2c2cce(O)ec2)c
CCCNC(=0)CN(CCC)CC(=0)NN1C(=0)NC2(CCC(C)CC2)C1=0
NC(=0)clene2n1 CCN(C(=0)[C@H]1 CCCC3=c4ccccc=N[C@H]31)C2
CCCnloc(CN/C(=N/C(=0)c2ceec(N(C)C)e2)Ne2ee(Cl)ecc2C)e(C)nl
COcleee(CCN2C(=0)[C@@HJ3[C@H](CCN)=0)N[C@J4(C(=0)Nc5c(C)ec(C)ec54) [ CR@H]3C2=0)cc10C
CCOc1cc(/C=C(/NC(C)=0)C(=0)0)cc()c10Cc  ceeec 1 C
0=C(C[C@H]1C(=0)NCCNI1Cclccee(C(F)(F)F)c)NCCNICCNC1=0
COC[C@H]INN[C@@H](NC(=0)[C@@H]2CC(=0)N(CCC3=cdce(C)cecd=NC3)C2)S1
C[C@@)(CO)(clce(F)e(Clec CHINTICCCNCCI
0=C(0)CCC(=0)NIN=C(c2c(-c3cccee3)e3ec(Cl)cec3[nH]e2=0)C[C@H] ¢l ccccel
C/C(=N\NC(=0)c1¢(CN2CCCCC2)nnn]-cInoncIN)elee(C)selC
0=C(NC[C@@H](O)CN1CCCCC1)Nel cen(-c2ceccc2)nl
0=Clc2n[nH]e(-c3cc(Cl)ece30)e2[C@H](c2cccce2)N1 [C@@H]1CCS(=0)(=0)C1
Celeec2oc(-c3ce(NC(=0)cdnc[nH]n4)cee30)ne2c]
N#Cele(F)ocee] NICCN(C(=0)c2cce3e(0)[nH]e(=8)nc3¢2)CCl
CCelne(SCC(N)=0)[nH]c(=0)c1C
CC1(C)0c2cc(NC(=0)[C@@H]3CCCCIC@@H]3C(=0)0)ccc2NC1=0
C[C@H](NC(=0)C1CCC1)C(=0)/C(CHN)=C(\0)Nclccee(Clc1Cl
COclee2e(cc10C)C(=0N[C@@H](c1co(Clycc([N+](=0)[0-])c10)N2
C[C@H](NS(=0)(=0)N1C[C@@H](C)O[C@H](C)C1)cInnn[nH]1
C=CCn1c(=8)[nH]c2cc(C(=0)Ne3nceee30)cee2e1=0
Celeec2oc(-c3ee(NC(=0)cdnc[nH]n4)cee30)ne2c]
CCOc1ce(/C=C(/NC(C)=0)C(=0)0)cc(Br)c1 0Cc I coe(Clyccl
0=C(NcIn[nH]e(C(F)(F)F)nl)clensnl
CCIC@@H](C/C(N)=N/O)NS(=0)(=O)clscce1Br
Celecece INC(=0)CSclnne(N/N=C/c2cnn(C(C)C)e2)nIN
Cnle(N)e(/C(0)=C(\CHN)C(=0)CCc2ccec(Clye2)c(=0)n(C)e1=0
CC(C)CN(C(=0)CN(C)Celceeol)elc(N)n(CC(C)C)e(=0)[nH]c1=0
Cnleencl CCNC(=0)NCelco(F)ee2c10COC2
C[C@@H]10c2cce(NC(=0)c3cceee3SC[C@]3(C)NC(=0)NC3=0)cc2NC1=0
CCOc1ec([C@H]2C(C(=0)c3ccdccceedo3)=C(0)C(=0)N2CCO)cec 10
0=C(N[C@@H](CC1=c2ccccc2=NC1)C(=0)NC[C@@H]INN=C2CCCN21)cl cecs]
COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3cce(Cl)cc3CHNN2)C1=0
COCCCN1C(=0)N=C(0)/C(=C2\C[C@H](c3cce(Cl)cc3CHNN2)C1=0
COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3cce(Clcc3CHNN2)C1=0
COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3cce(Cl)cc3CHNN2)C1=0
CN(C)S(=0)(=0)/N=C(\0)[C@H]1CC(=0)N(c2ccecc2)Cl

C=CCNI1C(=0)C(0)=C(C(=0)CC(C)C)[C@@H]Iclece(O)ecl O



ZINC13393255 Cnle(C(=O)NC/C=C/c2cne(N)[nH]2)ce(Br)c1Br

ZINC39715405 O=C(Nclcce2e(c1)N[C@H](clecee3cecee13)02)c1nen[nH] 1
ZINC38789740 C=CCOC(=0)C1=C(C)S[C@H](NC(=0)CSc2nc(CC)c(C#N)c(=0)[nH]2)N1
ZINC63557273 CCOCC[C@@H]INN[C@@H](NC(=0)[C@@H]2CC(=0)N(CCC3=c4cc(F)eccd=NC3)C2)S1
ZINC16618315 Ncle(C(=0)CSc2nne(NC3CCCCC3)s2)e(=0)[nH]e(=0)n1CICCI
ZINC36007000 COclecee2c1 OC(=0)[C@@H]1[C@H]3C[C@H]([C@H]4Sc5[nH]c(=0)sc5S[C@H]2[C@@H]43)[C@@H]1C(=0)0
ZINC47073212 O=C(NCCcInnc2nl1CCCCC2)clcec2e(=0)[nH]c(S)nc2cl

ZINC61717936 COCCnlc2c(c(=0)[nH]c1=0)[C@@H](C(=0)Nclcc(F)e(F)c(F)e1)CC(0)=N2
ZINC61717936 COCCnlc2c(c(=0)[nH]c1=0)[C@@H](C(=0)Nclcc(F)e(F)c(F)e1)CC(0)=N2
ZINC07286538 COclee2ne(CS/C(N)=N/C(C)(C)C)[nH]e(=0)c2cc10C

ZINC67001521 C[C@H]ICN(/C(0)=C(\C#N)C(=0)[C@@H](C)NC(=0)C2CCOCC2)C[C@@H](C)O1
ZINC08492620 COclece([C@H]2C3=C(0)CCCC3=Nc3nc(S)nc(N)c32)ccl
ZINC39887556 COcleecccIN1C(S)=C(C#N)C(=O)N[C@@H]1clceee(Br)cl
ZINC20721099 COcleee(N2C[C@@H](C(=0)Ne3nc[nH]n3)CC2=0)c(OC)cl
ZINC06074543 CC(C)(CNC(=0)[C@@H](clcce(F)cc1)N(C(=0)clsnc(C(N)=0)cIN)clecc2e(c1)OCO2
ZINC22263984 O=C(CNIC(=O)N[C@]2(CCCc3cccee32)C1=0)Neclnceec1O
ZINC11658229 O=C(C[C@@H]INC(=0)NCI1=0)NNC(=O)clen(-c2cccec2)nel-cleccecl
ZINC43286072 C[C@@H]N)[C@@H](clce(Br)cs)N1CCOC(C)(C)CI

ZINC39693453 C[C@@H](Oclcceeel)C(=0)N1C[C@@H](C(=0)NCCNC(=0)OC(C)(C)C)C2(CCNCC2)C1
ZINC24378639 C=CCNC(=O)NC(=O)[C@H](C)N(C)CC(=0)Nclc(C)ee(C)eclC
ZINC08581704 O=C(Ncleece(N2CCC[C@H](0)C2)ccl)elsnc2e(O)nencl2
ZINC53714157 N[C@H](clcc2e(cc1CYOCCCO2)CICCCCCCI

ZINC12714948 Celee(C)ee(N(C(=0)e2snc(C(N)=0)c2N)[C@H](C(=O)NC[C@H]2CCCO2)c2ccc(C)o2)cl
ZINC12317592 Celen2ee(CNC[C@@]3(0)CCCN(CC4CC4)C3=0)nc2sl

ZINC66632360 C/C(=C/C(=0)NNC(=O)NCCCnlcencl)clcceeclCl

ZINC49147416 CC[C@H](NS(=0)(=O)clcc(Br)enc INN)C(C)C

ZINC45740144 CC(C)CN(C(=0)[C@H]1CC(=0)Nc2cceec21)cle(N)n(CC(C)C)e(=0)[nH]c1=0
ZINC66931390 0O=C(Nclecee(C(=0)NC[C@@]2(0)CCCc3cccce32)c)NCICC1
ZINC32973114 CCCnlce(CN/C(=N/C(=0)c2ccec(N(C)C)e2)Ne2eee(Cl)ec2C)e(C)nl
ZINC23140693 O=C(NclInc[nH]n1)[C@@H]1CCCN(C(=0)c2ccoc2)Cl

ZINC44930540 C[C@H](NS(=0)(=0)N1C[C@@H](C)O[C@H](C)CI)cInnn[nH]1
ZINC15958851 Cclecee2¢INC(=0)[C@@]2 IN[C@@H](CCC(=0)0)[C@H]2C(=0)N(Cc3ccede(c3)OCO4)C(=0)[C@H]21
ZINC43341776 C[C@H](N)[C@H](Oclcece(F)celBr)cleecenl

ZINC15938516 COclec([N+](=0)[O-])cc(/C=N/NC(=0)/C(=C\c2ccc3c(c2)OCO3)NC(=0)c2ccccc2)c 10
ZINC40115133 Cclne2¢(C#N)enn2¢(0)c1CC(=0)N[C@@H](clcec(F)eel)clecesl
ZINC67588199 CC1=NC(=0)C2(CCN(C[C@]3(0)CCCN(CCc4ceeecd)C3=0)CC2)N1
ZINC16212879 COCCNIC(=0)C(0)=C(C(=0)c2ccc(Clyee2)[C@@H]1clccc(OCC(N)=O)ccl
ZINC33533935 COclec([C@@H]2C(C(=0)e3cee(C)03)=C(0)C(=0)N2CCc2cccec2)ce(Br)c10
ZINC08615652 Ccelee(C)e2e(=S)nc(N)nc-2[nH]1

ZINC19300404 CN(O)[C@@H]1c2cceec2C2(CCN(C(=0)C3=NNC(=0)CC3)CC2)[C@H]10
ZINC09058784 COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3ccc(Cl)cc3CI)NN2)C1=0
ZINC09058784 COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3ccc(Cl)cc3CI)NN2)C1=0
ZINC09058784 COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3ccc(Cl)cc3CI)NN2)C1=0

ZINC09058784 COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3cce(Cl)ce3CINN2)C1=0



ZINC15961237

ZINC40085702

ZINC40348968

ZINC40377405

ZINC13126479

ZINC29856798

ZINC50589065

ZINC38995126

ZINC03039109

ZINC11869123

ZINC38995126

ZINC44165545

ZINC63625887

ZINC15959687

ZINC63878202

ZINC39995978

ZINC43751419

ZINC61381104

ZINC20611200

ZINC65419302

ZINC21324986

ZINC00086260

ZINC04083625

ZINC44713527

ZINC04663941

ZINC66230822

ZINC29730105

ZINC49544857

ZINC67106460

ZINC17044889

ZINC41237985

ZINC24543914

ZINC05816089

ZINC54681330

ZINC16682580

ZINC17878453

ZINC21903832

ZINC66812793

ZINC06147391

ZINC38117525

ZINC43238068

ZINC16033039

ZINC58180947

ZINC67167734

COclcee2[nH]e3¢(0)n(Cedecc(C(=0)NSCCCCS)ecd)o(=S)nc3e2cl
CCOc1cce(C(=0)C2=C(0)C(=0)N(CCO) C@H]2c2ccce(Oc3cceec3)e2)ee1C
Cnlce(NS(=0)(=0)c2c(N)ee(Cl)ec2Clycce1=0
CCIC@](C)NS(=0)(=O)clcec(Br)s1)/C(N)=N/O
Celeec2oc(-c3ec(NC(=0)cdnc[nH]n4)cee30)ne2c]
CNC(=0)NC(=0)[C@H](C)N1CCN(c2ceec(F)c2C#N)CC1
Celnn([C@H](c2cces2)[C@@H](C)N)e(C)el Br
CC1=C[C@H]([C@H]2NN[C@H](SCc3cce(Br)cc3)N2N)N=N1
CCOc1cce(NC(=0)Ne2ce(C(=0)0)cec2N2C[C@@H]3C[C@H](C2)Cn2c3cecc2=0)ccl
Celece(CNe2ne(CN(CCO)C@HI3CS(=0)(=0)C[C@@H]30)nc3ceccc23)cc]
CC1=C[C@H]([C@H]2NN[C@H](SCc3cce(Br)cc3)N2N)N=N1
0=C(NC[C@H]1CCCO[C@@H]1CSC[C@H](c2cec3c(c2)OCCO3)NI
COclcee2e(c1)=C[C@H](C(=0)NNC(=0)COCC(=0)NC13CC4CC(CC(CH)CT)IC3N=2
COcleee(CCN2C(=0)[C@@HJ3[C@H](CCN)=0)N[C@J4(C(=0)Nc5c(C)ec(C)ec54) [ CR@H]3C2=0)cc10C
Celeeo(CN)=0)ccINS(=0)(=0)clccec2nsncl2
CC1=C(C(=0)NNC(=0)Cn2¢(S)nne2-c2cec(C)ec2)CCO1
CNIN=C(C(=0)Nc2nc(C(F)(F)F)n[nH]2)CCC1=0
0=C1CCc2ec(NC(=0)c3cecc(-ndnc(O)cced=0)c3)cee2N1
COcleee(CCN2C(=0)[C@@HI[C@@H])(CCN)=0)N[C@@J4(C(=0)Nc5cdoce(C)e5C)[C@@H]3C2=0)cc10C
Celeenc(NCONC(=0)[C@H]2CCCN(C(=0)N(C)C)C2)cl
C/C(=N\NcInnc(SCC(=0)N[C@H](C)c2ccece2)n N)el cecenl
CCelc(0)e2¢(=0)n(C)e(=0)n(C)c2n(C)c1=0
COcleee(N2C(=0)[CR@HI3[C@H]([C@@H](C)O)N[C@J4(C(=0)NcScecec54)[CR@H]3C2=0)cc |
CC(C)(C)OC(=0)N1CCIC@H](Oc2e(N)ec(C(F)(F)F)ce2N)C 1
Celee(C(=0)N/N=C/c2cc(Brice([N+](=0)[O-])c20)n[nH]1
C[C@H](NC(=0)C1CCC1)C(=0)/C(CHN)=C(\0)Nclccee(Clc1Cl
Cclocee] C(=0)NNC(=0)NCelcenc(N2CCCC2)cl
COCclnnc(NC(=0)c2enc3sce(C)n3e2=0)s1
C/C(=C/C(=0)NNclnnc(C)e(O)nl)clcceec Cl
COclee([C@@H]2CC(=0)Ne3nc(-cdecceed)[nH]e(=0)c32)ccc 0CC(N)=0
Ce1co(NS(=0)(=0)CCNS(=0)(=0)c2¢(C)noc2C)nol
COclee([C@@H]2C3=C(CC(C)(C)CC3=0)Ne3[nH]c(=0)[nH]c(=0)c32)cc()c 10
Oclc(Br)ec(C=NNc2nnn[nH]2)cc1Br
N[C@@H](Celee(Br)e2e(c1)0CO2)c I coceel
CCOC(=0)C1=C(N)n2c(s/c(=C\c3cec03)e2=0)=C(C(N)=0)[C@@H]Iclcccol
NC1=NC(=0)[C@@H]([C@]2(0)C(=0)N(CCCc3cccce3)e3eccce32)S 1
Celece(-c2nne($)n2CC(=0)NNC(=0)C(C)C)ecl
Nelence(NC[C@H](0)COc2cec()ee2)nl
0=CINc2cccec2/C1=N\NC(=0)cInc2ceece2e(=0)[nH] |
C[C@@)(CO)(clce(F)e(Clec CHINTICCCNCCI
CI[C@@H](N)[C@H](Sclcee(Br)eel)elenn(C)el
COcleee(CN2C(=0)[C@@HI[C@H)(CCCN=0)N[C@J4(C(=0)Nc5c(C)ecce34) [C@@H]3C2=0)cc
Celece([C@@H](CNC(=0)CCe2¢(C)[nH]e(=0)[nH]c2=0)N(C)C)ec

Celcecce] [C@@H](CC(=0)Nele(F)eceeN1CCCC1)NC(N)=0



ZINC17092278 0=C(0)[C@H]1CCCC[C@H]1C(=0)Nclsc2¢(c1 C(=0)N1CCOCCI)CCCC2

ZINC39551757 Cclnc(NCc2ccee(-n3enen3)e2)ec([C@H]2CCCNC2)n1
ZINC08581704 O=C(Ncleece(N2CCC[C@H](0)C2)ccl)elsnc2e(O)nencl2
ZINC66250841 Cnlee(S(=0)(=0)/N=c2/[nH]¢(CN3CCCCCC3)cs2)cc1 C(N)=0
ZINC40054987 Celeee([C@H]2C(C(=0)c3ccec(OCc4cce(F)ecd)e3)=C(0)C(=0)N2CCCO)ccl
ZINC23143208 O=CI1C[C@@H](/C(0)=N/c2nen[nH]2)CNlclccc2e(c1)OCCO2
ZINC09089994 Cclee(/C=C2\C(=0)NC(=S)N=C20)c(C)nl-clccce(I)cl
ZINC09089994 Cclee(/C=C2\C(=0)NC(=S)N=C20)c(C)nl-clccce(I)cl
ZINC15082922 Celee(=0)[nH]e(SCC(=0)Nc2[nH]c(C)c(C)c2C#N)nl

ZINC09041487 COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3¢c(Cl)cccc3CI)NN2)C1=0
ZINC09041487 COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3¢(Cl)cccc3CI)NN2)C1=0
ZINC20323969 Celece(N2C(=0)NC(=0)/C(=C/NCCCN(C)C)C2=0)cclC
ZINC08691664 O=C(N/N=C/clcccc(F)cl)cle(O)[nH]c2cccec2c1=0

ZINC22645914 C[C@H](ScIn[nH]c(N)n1)C(=O0)N(C)Cclcce(Br)cel

ZINC64890715 CC(O)[C@@H](NS(=0)(=O)clcccee])[C@H]IN=C(c2ccc3e(c2)[nH]c(=0)c(=0)n3C(C)C)NO1
ZINC13126479 Cclecc2oe(-c3cc(NC(=0)c4nc[nH]n4)cce30)nc2cl

ZINC26258525 CSclnc2ne(C)e(C/C(0)=N/c3nen[nH]3)c(C)n2nl

ZINC38702041 0O=Clc2[nH]nc(-c3cc(Cl)cee30)c2[C@@H](c2ccccc2F)N1[C@@H]1CCS(=0)(=0)C1
ZINC38702041 0O=Clc2[nH]nc(-c3cc(Cl)cee30)c2[C@@H](c2ccccc2F)N1[C@@H]1CCS(=0)(=0)C1
ZINC66783234 Ccleese 1 C(=0)NNC(=0)clecec(-n2ne(O)cec2=0)cl

ZINC40348244 Cclesc(CNS(=0)(=0)c2cec(Br)cc2N)nl

ZINC43238061 Cnlee([C@@H](CN)Sc2cec(Br)ec2)enl

ZINC63432845 CNC(=0)C1CCC(NC(=0)C(=O)Nc2ce(Cl)ee(Cl)e2)CCl
ZINC13564105 Cclne(O)c2nse(C(=0)Ne3eec(N4CCC[C@@H](0)C4)cc3)e2nl
ZINC38999559 NNI1[C@@H](SCC(=0)N2CCOCC2)NN[C@@H]1[C@H]1C=C(c2ccc(Cl)cc2)N=N1
ZINC15133482 CCOC(=0)[C@@]1(CH#N)[C@@H]2C=CC(C(N)=0)=CN2[C@@H](C(N)=0)[C@@H]1clcccc(I)cl
ZINC67605382 Ccleen2ee(CNC(=O)NC[C@H](0)COc3ccede(c3)0C0O4)nc2cl
ZINC67491199 COC(=0)Nclce(NC(=0)C(=0)NCC2(N(C)C)CCCCC2)ccclF
ZINC64981111 Cclee(=0)[nH]c(SCC(=0)Nc2e(C#N)sc(=S)n2-c2ccece2)nl
ZINC63941319 COclece2e(c1)=C(CCN1C[C@H](C(=O)N[C@H]3NN[C@@H](C(C)C)S3)CC1=0)CN=2
ZINC00075265 O=[N+]([O-])C[C@@H](clcccecl)ele(O)n[nH]cl-clceccee10
ZINC66620481 N#CCCN(C(=0)CCC(=0)NcInc(C#N)c(C#N)[nH]1)clcceeel
ZINC63775414 COclee2e(cc10C)C(=O)N[C@@H](c1cc(Cl)cc([N+](=0)[O-])c10)N2
ZINC08295942 CC(C)C/N=CI\S[C@H]2[C@H]([C@@H](O)[C@H](O)C[C@@H]2C(N)=0)N1CC1CCCCCl
ZINC29730105 Cclocec1 C(=O)NNC(=0)NCclcenc(N2CCCC2)cl

ZINC44163248 CSclecec(Ne2nne(-c3coc([C@@H](N)C(C)C)n3)o2)cl
ZINC22263737 C=CCnlc(=S)[nH]c2cc(C(=0)Nc3ncece30)cec2e1=0

ZINC47343057 O/C(=N\clnc(-c2cceen2)n[nH]1)clece(-n2¢enen2)ccl

ZINC06830290 CCnlc(O)e(C(=0)Nc2ece([N+](=0)[O-])cc20)c(=0)c2cceec2 ]
ZINC11869123 Ccleee(CNe2ne(CN(CCO)[C@H]3CS(=0)(=0)C[C@@H]30)nc3cceec23)ccl
ZINC58157772 CCNC(=0)NC(=0)[C@@H](C)N1CCCN(c2nc(C)es2)CC1
ZINC02264694 COclece(-n2¢3c¢(c(=0)[nH]c2=0)[C@](NC(=0O)c2ccce(Cl)e2)(C(F)(F)F)C(=0)N3)ccl
ZINC06320618 Celee(C(=0)N/N=C/c2cc([N+](=0)[O-])cc(Br)c20)[nH]n1

ZINC16853037 Celne(/C=C/e2enc(0)[nH]e2=0)c(CCC(C)C)e(=0)[nH]1



ZINC67458914 Celee2no(CNC(=0)c3cc(CN4CCC[C@@H](0)C4)on3)[nH]c2ec 1 C

ZINC54896816 CN(Cclcee(Chsl)elne2e(s)[C@@H](N)CCC2

ZINC17965002 CCnlc(O)c2ece(C(=O0)N[C@H](C)c3cceec3Br)cc2nel=S
ZINC40049070 CCCOclcce(C(=0)C2=C(0)C(=0)N(CCCO)[C@H]2c2¢(Cl)ccec2Cl)ec1C
ZINC17444921 CCCclnne(S)n1CC(=O)NNC(=0)clce(C)n(-c2cec(F)ee2)c1C
ZINC12473322 NC(=0)c1nsc(C(=0)N(c2cee(F)ce2)[ C@@H](C(=0O)NC[C@@H]2CCCO2)c2cec(F)cc2)cIN
ZINC40053253 COclecce2ec(C(=0)C3=C(0)C(=0)N(CCCO)[C@H]3c3cce(C(C)(C)C)ec3)ocl2
ZINC00086260 CCclc(0)e2¢(=0)n(C)e(=0)n(C)e2n(C)c1=0

ZINC54453778 COcleeecccIN/C(0)=C(\C#N)C(=0)Cnlcec([N+](=0)[O-])nl
ZINC13564105 Cclne(O)c2nse(C(=0)Ne3eec(N4CCC[C@@H](0)C4)cc3)e2nl
ZINC59595249 COclecc(N2C(=0)/C(=C/e3ce(C)[nH]cdceeee34)C(0)=NC2=S)c(OC)cl
ZINC09410142 COclec([C@H]2CC(=0)Nc3nce(-c4eceecd)[nH]e(=0)c32)cccIOCC(N)=0
ZINC08846175 C=CCOclccc([C@H]2C(C#N)=C(N)Oc3cc(N)cee32)ec10CC
ZINC17044889 COclec([C@@H]2CC(=0)Ne3ne(-cdcccecd)[nH]c(=0)c32)ccc I0CC(N)=0
ZINC38999554 NNI[C@@H](SCC(=0)N2CCOCC2)NN[C@H]1[C@H]1C=C(c2ccc(Cl)cc2)N=N1
ZINC40548144 0=Clc2[nH]nc(-c3cc(Cl)cee30)c2[C@@H](c2ece(F)cc2)N1[C@H]1CCS(=0)(=0)C1
ZINC17575813 O=C(NNC(=O)clc[nH]c(=S)nl-clcccecl)cleceec 10
ZINC09041487 COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3¢(Cl)cccc3CI)NN2)C1=0
ZINC09041487 COCCCNIC(=0)N=C(0)/C(=C2\C[C@H](c3¢(Cl)cccc3CI)NN2)C1=0
ZINC17067424 0O=CI1C(/C=C/c2nc(O)c([N+](=0)[O-])c(=0)[nH]2)=CO[C@H]2C=CC=C[C@H]12
ZINC67574707 CN(C)C(=0)Cnlcc(/C(0O)=N/c2nc(-c3cccee3Cln[nH]2)nn1
ZINC62828474 COC(=0)C(C)(C)NC(=O)Nclsc(C)e(C)c1C(=0)O0

ZINC62828748 Ccelee([C@@H](C)NC(=0)Ne2scec2C(=0)0)c(C)ol
ZINC47164109 CCOC(=0)C[C@H]1C(=0)NCCNI1S(=0)(=O)clcce2ne(O)oc2cl
ZINC40707512 CCNclInenc(N2CCN(Ce3ceccde(c3)0C04)CC2)cIN
ZINC40820358 0=C(clcc(=0)[nH]c(O)n1)N1CCC[C@@H]1clc[nH]c2ce(Cl)ccc12
ZINC13467983 CCI=N[C@@]2(0)c3cccee3C(=0)[C@@]2(0)C1C(=0)O[C@H]1CCCN(C)CI
ZINC39458027 Ccle(S(=0)(=0)C(C)C)c2¢(n10)-cIncee(-c3ceeece30)c1 C(=0)CC2
ZINC32283221 CCnlc(O)c2ece(C(=ON[C@@H](C)c3ccede(c3)OCCCO4)ce2nel=S
ZINC39940171 C[C@H]INNC(=0)C2=C1[C@@H](C)O[C@@H]2NC(=0)CS[C@@H]INN=C(C2CC2)Nlclcccecl
ZINC41069947 C[C@H]1CCC[C@H](NS(=0)(=0)c2cc(Br)enc2NN)[C@@H]1C
ZINC07286538 COclee2ne(CS/C(N)=N/C(C)(C)C)[nH]e(=0)c2cc10C
ZINC40085222 COclece(C(=0)C2=C(0)C(=0)N(CCO)[C@H]2c2ccce(Br)c2)eclC
ZINC36320697 CN(CICCOCCIH[C@H](CN)cle(ClceeelCl

ZINC40141092 Cclnc2e(C#N)enn2¢(0)c1CC(=0)Nclcecec 1 C(=O)NCICCCC1
ZINC61461221 Ccleee2ne([C@@H]3CCCN3C(=0)c3cencdnc(O)[nH]c(=0)c4c3)[nH]c2c1
ZINC55243565 CCcln[nH]c(SCC(=0)N2Cc3cceec3C[C@@H]2C(N)=0)nl
ZINC19902346 N#CC1=C(N)C(C#N)(C#N)[C@H](c2cce([C@@H]3[C@H]4CCCC=C4C(C#N)=C(N)C3(C#N)C#N)cc2)[C@@H]2CC
ZINC40085178 COclece(C(=0)C2=C(0)C(=0)N(CCOCCO)[C@H]2c2ccce3cceee23)cclC
ZINC00971479 O=cl[nH]c(O)nc2clsclnc(-c3ccede(c3)OCCO4)cc(C(F)(F)F)c12
ZINC06058013 O=C(N/N=C/clcccc(O)cl)cle(O)n2c3c(ceec3c1=0)CCC2
ZINC67588199 CC1=NC(=0)C2(CCN(C[C@]3(0)CCCN(CCc4ceeecd)C3=0)CC2)N1
ZINC67267965 Celeee([C@H](CNC(=0)CCc2¢(C)ne3nc(N)nn3c2C)N(C)C)eel

ZINC35363867 CC(=0)0c1ccc(N2C(=0)[C@@H]3[C@H](Cedocc(0)e(0)cd)N[C@@IA(C(=0)NeScecces4) [ C@@H]3C2=0)cc



ZINC00075265

ZINC64886428

ZINC22130310

ZINC36597690

ZINC12473329

ZINC39978610

ZINC24378639

ZINCI12711216

ZINC22130310

ZINC38701992

ZINC15957797

ZINC00971479

ZINC39468579

ZINC39693576

ZINC14960513

ZINC61461221

ZINC02264694

ZINC25027857

ZINC12474048

ZINC23143211

ZINC05310018

ZINC05310018

ZINC41634251

ZINC63557818

ZINC40096818

ZINC54728911

ZINC65373061

ZINCA47343057

ZINC35653334

ZINC40026252

ZINC09110631

ZINC24543918

ZINC09410142

ZINC22263984

ZINC18211452

ZINC66510661

ZINC40109332

ZINC08993831

ZINC59595249

ZINC65063467

ZINC09334391

ZINC00971479

ZINC20431210

ZINC43259797

O=[N+]([0-])C[C@@H](clceecc)ele(O)nnH]el-clcccce 10
Celeoe(-c2enc(CCC(=0)NNC(=0)NCCCn3cenc3)o2)ccl
COclceec(NC(=0)[C@@H]2C(S)=NC(N)=C(CHN)[C@H]2c2cec(F)ec2)c]
Celoee(CN(C(=0)c2ccec(0)c20)[C@H](C(=0)NC2CCCCC2)e2e(0)ec(0)ec20)ol
NC(=0)cInsc(C(=0)N(c2cce(F)ee2)[C@H](C(=0)NC[C@@H]2CCCO2)c2cce(F)ec2)e IN
CCOC(=0)N1CCC2=C3C(0)=N[C@@H]([C@@H]4C=CC=N4)N[C@H]3S[C@@H]2C]
C=CCNC(=0)NC(=0)[C@H](C)N(C)CC(=0)Nele(C)ec(C)ecl C
Celecec(N(C(=0)c2sne(C(N)=0)c2N)[C@H](C(=0)NC[C@@H]2CCCO2)c2cccs2)cl
COclceec(NC(=0)[C@@H]2C(S)=NC(N)=C(CHN)[C@H]2c2cec(F)ec2)c]
0=Clc2n[nH]e(-c3cc(Cl)ece30)e2[C@H](c2cccce2)N1 [C@@H]1CCS(=0)(=0)C1
COclceecc] CN1C(=0)[C@@H2[C@H](CCN)=0)N[C@]3(C(=0)Ncdcceeed3) [C@Q@H]2C1=0
O=c1[nH]c(0)nc2¢]sclne(-c3cccde(c3)OCCO4)ee(C(F)(F)F)c12
0=C(clce(=0)[nH]c(=0)[nH] 1)N1CCC[C@@H](Ne2cec(F)e(F)e2)Cl
Celece(CC(=0)N2C[C@H](C(=0)NCCNC(=0)OC(C)(C)C)CI(CCNCC3)C2)ecl
CCN(CO)C(=0)[C@H]1CCCN(Ce2cee(C(=0)NCC3(0)CCCCC3)e(=0)[nH]2)C1
Celece2ne([C@@H]3CCCN3C(=0)c3encdnc(0)[nH]c(=0)c4c3)[nH]c2c |
COclcee(-n2¢3e(c(=0)[nH]c2=0)[C@](NC(=0)c2ccec(Cl)e2)(C(F)(F)F)C(=0)N3)cel
CCIC@H](C)NC(=0)[C@H](C)N1CCN(Ce2ne(N)e3eccee3n2)CCl
Celee(C)ec(N(C(=0)c2sne(C(N)=0)c2N)[C@H](C(=0)NC[C@H]2CCCO2)c2cec(O)cc2)cl
0=CIC[C@H](/C(0)=N/c2nen[nH]2)CNIcleec2e(c1)0OCCO2
CCCNC(=0)NC(=0)CScInc2nee(Clee2[nH]1
CCCNC(=0)NC(=0)CScInc2nee(Clee2[nH]1
Celne2se([C@H](c3cccee3)N(CCO)CCO)c(O)n2nl
CCOC[C@H]INN[C@@H](NC(=0)[C@@H]2CC(=0)N(CCC3=cdcc(C)eccd=NC3)C2)S 1
CCCONIC(=0)C(0)=C(C(=0)c2cee3e(c2)0CCO3)C@H] Iclceec(O)cl
Ce1c(/C(0)=C(\C#N)C(=0)Nc2cccen2)[nH]e2c1C(=0)CCC2
CN(C)c1nc2¢(c(=0)[nH]1)CCN(C(=0)[C@H]1CC13CCNCC3)CC2
0/C(=N\cInc(-c2cccen2)n[nH] el cee(-n2enen2)ce
C[C@H](Oclccecel)cIn[nH]e(=S)nIN
C=CCN1C(=0)C(0)=C(C(=0)c2cec(0C)cc2)[C@H] lclcee(OCC(N)=O)ec
Cnlc(=0)[nH]e(=0)c2¢1nc(NICCNCC1n2C[C@@H](0)COcl cec2eccce2el
COclee([C@H]2C3=C(CC(C)(C)CC3=0)Ne3[nH]e(=0)[nH]c(=0)c32)cc(I)e 10
COclee([C@H]2CC(=0)Ne3ne(-cdceeced)[nH]e(=0)c32)ccc I0CC(N)=0
0=C(CN1C(=0)N[C@]2(CCCc3cceee32)C1=0)Nclnceec10
NC1=C(0)C(=0)[C@H](c2cccee2)01
CCnle(=0)[nH]c2cc(/C(0)=C(\CHN)C(=0)NC3CCCC3)ecc2c1=0
0=C(C1=C(0)C(=0)N(CCO)[C@@H]I clcec(Cl)cc el coee(OCc2cce(F)ee2)el
CN(CC(=0)NN1C(=0)N[C@@](C)(CCe2cceec2)C1=0)Celnc2eccce2e(=0)nH] I
COclcee(N2C(=0)/C(=C/c3¢(C)[nH]cdcceee34)C(0)=NC2=S)c(OC)c1
0=C(NCICCl)clece(Oc2cce(NS(=0)(=0)c3cee(Br)s3)ec2)nc |
0=C(NCICCl)cl¢(0)e2¢([nH]c1=0)CCCC2
O=c1[nH]c(0)nc2¢]sclne(-c3cccde(c3)OCCO4)ee(C(F)(F)F)c12
CN1C(=0)Ce2ec([C@@H](N)Ce3cce(Br)ee3)oee2 1

COC1CCN([C@H](c2cce(Br)s2)[C@@H](C)N)CC1



ZINC40707512

ZINC14331468

ZINC40268165

ZINC13126479

ZINC54029016

ZINC06147391

ZINC40115133

ZINC65063467

ZINC39396295

ZINC66229911

ZINC36597690

ZINC12711234

ZINC67574707

ZINC41181804

ZINC49417820

ZINC61589981

ZINC38128012

ZINC35575997

ZINC01425499

ZINC39453061

ZINC65489377

ZINC67044320

ZINC33533935

ZINC62982325

ZINC03101251

ZINC65373061

ZINC22263737

ZINC05728860

ZINC05728860

ZINC07220106

ZINC20721099

ZINC44930858

ZINC61589982

ZINC40085702

ZINC40095297

ZINC37448211

ZINC22263737

ZINC32283221

ZINC39448679

ZINC16611283

ZINC39396295

ZINC06359840

ZINC61622259

ZINC67157716

CCNclnenc(N2CCN(Ce3eccde(c3)0C04)CC2)cIN
NC(=0)Celese(NC(=0)c2ce(Br)cec20)n]
CS(=0)(=0)N1CCN([C@H](C(=0)0)c2c[nH]c3cec(OCCHN)ce23)CC
Celeec20¢(-c3ee(NC(=0)cdnc[nH]n4)cee30)ne2cl
Celee(C)e(NC(=0)CNC(=0)NCCCn2eenc2)e(C)cl
0=CINc2cceec2/C1=N\NC(=0)cInc2ceece2e(=0)[nH] |
Celne2c(CHN)enn2¢(0)e 1 CC(=0)N[C@@H](c1 cee(F)ecl e leces ]
0=C(NCICCl)clece(Oc2cce(NS(=0)(=0)c3cee(Br)s3)ec2)nc
0=C(N[C@H]INC(SCc2ccc(F)ec2)=NS1)cInen[nH] 1
Celnn(C)e(C)e1S(=0)(=0)/N=C(\0)[C@@H](C)NC(=0)C1CCCl
Celoee(CN(C(=0)c2ccec(0)c20)[C@H](C(=0)NC2CCCCC2)e2e(0)ec(O)ec20)ol
Celece(N(C(=0)c2sne(C(N)=0)c2N)[C@@H](C(=0)NC[C@H]2CCCO2)c2cces2)ccl
CN(C)C(=0)Cnlcc(/C(0)=N/c2nc(-c3cceee3Clyn[nH]2)nn1
CCO)O)[C@@H](N)eInc(-c2cec(OC(F)F)ec2)es]
CC(C)S(=0)(=0)/N=C(\0)clcnc2n(c1=0)CCS2
NC[C@@]1(N2CCN(c3ceccc3CHCC2)CCCSCl
N[C@@H](Celc(F)ecee] Clieleece2e10CCO2
COCCOC(=0)C1=C(c2cccce2)Ne2[nH]e(=0)[nH]c(=0)c2[C@H] ¢l cec(O)cel
CNI1C(=0)N[C@@H](c2cec(0)cc2)C2=C1CN(cccc(N3CC4=C(C3=0)[C@H](c3ccc(0)cc3)NC(=0)N4C)cc1)C
COclceee2nc3ede(n(-cSeccce30)c(=0)c3cc12)C(=0)C[C@@H](SC)N4
CCnlc(0)c2cec(C(=0)NCe3ce(Bries3)ee2ne =S
Celeoee(C(=0)NNC(=0)NCCc2en3e(n2)CCCC3)cl
COclee([CR@H]2C(C(=0)c3ecc(C)o3)=C(0)C(=0)N2CCc2eccce2)ec(Bric1O
NCC#Celeeo(CN2CC[C@@H](N3CCCCC3)C2)s1
O0=C(N/N=C/c1cc([N+](=0)[0-])ccc10)C(=0)Nelcec(F)ecl
CN(C)c1nc2¢(c(=0)[nH]1)CCN(C(=0)[C@H]1CC13CCNCC3)CC2
C=CCn1c(=8)[nH]c2cc(C(=0)Ne3nceee30)cee2e1=0
0=C(N/N=C/clccee(Bricl)ele[nH][nH]c1=0
0=C(N/N=C/clccee(Bricl)ele[nH][nH]c1=0
Celece(NCC(=0)NNC(=0)CCCN2C(=0)NC3(CCCC3)C2=0)c(C)cl
COclece(N2C[C@@H](C(=0)Ne3nc[nH]n3)CC2=0)c(OC)c1
COC(=0)clcc(S(=0)(=0)NCc2nnn[nH]2)c(Br)s|
NC[C@]1(N2CCN(c3cceee3Cl)CC2)CCCSCI
CCOc1cce(C(=0)C2=C(0)C(=0)N(CCO) C@H]2c2ccce(Oc3cceee3)e2)ee1C
CIC@H]1Ce2cc(C(=0)C3=C(0)C(=0)N(CCO)[C@@H]3c3ccee(Br)c3)ecc201
COcleee([C@@HI2[C@Q@H](C(N)=0)C(=0)N[C@@](O)(c3ceece3)[C@H]2C#N)ce | [N+](=0)[O-]
C=CCn1c(=8)[nH]c2cc(C(=0)Ne3nceee30)cee2e1=0
CCnl1c(0)c2cee(C(=0)N[C@@H](C)c3cccdo(c3)0CCCO4)ec2ne =S
N#Cclene(Clne INC(=N/O)/C(=N/O)clcecccl
CCI[C@@H](C)nlc(O)e([C@@H]2NCCe3c2[nH]c2ccece32)e(=0)[nH]c1=0
0=C(N[C@H]INC(SCc2cce(F)ec2)=NS1)cInen[nH] 1
CCCCIC@]1(CC)C(=N)NC(=0)NC1=0
Celeco(-c2n[nH]e(NC(=0)c3cee(NC4CCA)ne3)n2)s1

CCCC(=0)N1CSCI[C@@H]1C(=0)Nc Ine(S(C)(=0)=0)n[nH]1



ZINC09424629

ZINC45875575

ZINC17307672

ZINC20611110

ZINC61847453

ZINC19597268

ZINC66220146

ZINC66229912

ZINC39996660

ZINC39958156

ZINCO08581704

ZINC65506259

ZINC39448113

ZINC15070035

ZINC65692295

ZINC44930858

ZINC64981111

ZINC66080059

ZINC40095593

ZINC24543918

ZINC55758114

ZINC21324992

ZINC56908817

ZINC45621003

ZINC54160628

ZINC64152362

ZINC44755163

ZINC15957797

ZINC46618854

ZINC09331256

ZINC44931949

ZINC24543914

ZINC39545437

ZINC19323678

ZINCA48733572

ZINC17878453

ZINC41062484

ZINC08492620

ZINC39676238

ZINC26258525

ZINC58296359

ZINC47164109

ZINC00987723

ZINC39869881

Celeeeee] COcleec(C(=0)C2=C(0)C(=0)N(Ce3ccco3)[C@H]2c2ccee(0)e2)ec]
CIC@@]1(NNC(=0)NCc2cee(N3CCCCCC3)ne2)CCS(=0)(=0)C1
CCN(C(=0)CN(C)Celeesel)ele(N)n(Ce2eceee2)e(=0)[nH]e1=0
COclccece] CN1C(=0)[C@@H2[C@H](CCN)=0)N[C@@]3(C(=0)Nedceeccd3) [ C@@H]2C1=0
CC1(C)Ce2ne(-c3ece(F)ee3Chnec2[C@@HIN)CI
CCCCOCl cec(C2C(CHN)=C(N)SC(N)=C2C#N)ce10C
CScloce(NC(=0)C(=0)NCc2cn3e(n2)CCCC3)enl
Ce1nn(C)e(C)elS(=0)(=0)/N=C(\0)[C@H](C)NC(=0)C1CCCl
C=CCNC(=0)NC(=0)CS[C@H]INN=C(C2=c3cccec3=NC2)NICICCI
C[C@H]1CN(CC2=N[C@@H]3C(=N2)C(0)=NC(=0)N3C)C[C@H](C)O1
0=C(Nclcoe(N2CCC[C@H](0)C2)ce)elsnc2e(O)nencl2
Celnn2cc(CCNe3ne(CCN)nedse(C)e(C)e34)ne2s
CCCelnne(S)n1 CC(=0)N(C)CCI=CN(c2ccecc2)N[C@@H] Ielece(Clyccl
COclceece]-n1ec(CNCIC@]2(0)CCCN(C)C2=0)enl
Nelne2ne(CSe3e(F)ee(F)ee3F)ec(O)n2nl
COC(=0)c1cc(S(=0)(=0)NCc2nnn[nH]2)c(Br)s|
Celee(=0)[nH]e(SCC(=0)Ne2e(CHN)se(=S)n2-c2ccece2)n]
Celne2ne(=8)n(CN3CCCIC@@H](CCCN)=0)C3)n2¢(C)c1C
COclcecee] [CR@H]1C(C(=0)c2cec3e(c2)C[C@H](C)03)=C(0)C(=0)N1CCO
COclee([C@H]2C3=C(CC(C)(C)CC3=0)Ne3[nH]e(=0)[nH]c(=0)c32)cc(I)e 10
Celne2nc(N)nn2¢(C)e1 CC(=0)N[C@H](C)CN1C[C@@H](C)C[C@H](C)C1
C/C(=N\NcInne(SCC(=0)N[C@@H](C)c2cceec2)nIN)elcecenl
COc1nn(C)ee1 C(=0)N1CCCIC@H](C(=0)Ne2ccee(NS(C)(=0)=0)c2)C 1
C[C@]1(C2CC2NC(=0)N(CC(=0)Ne2ce(Clye(N)e(Cl)e2)C1=0
C[C@H](N)clene(-c2ce(Bre(Br)o2)s|
CC[C@@H](C)C(=0)NC[C@@H]INN[C@H]2CCN(C(=0)CCC3=cdoceecd=NC3)CCN21
Celne(-c2¢[nH]e(C(=0)Nc3cccdoc(O)ncde3)e2)es]

COclceecc] CN1C(=0)[C@@H2[C@H](CCN)=0)N[C@]3(C(=0)Ncdcceeed3) [C@Q@H]2C1=0
C=CCnlc(S)nc2ec(C(=0)N[C@@H](C)c3ccc(OCC(C)C)e(OC)e3)ecc2e1=0
COclceeccINIC(=0)N=C(0)/C(=C\NN2CCOCC2)C1=0
Cnlenc(S(=0)(=0)NCc2nnn[nH]2)c1Cl
COclee([C@@H]2C3=C(CC(C)(C)CC3=0)Ne3[nH]c(=0)[nH]c(=0)c32)cc()c 10
CON(C(=0)[C@@H]1CC(Cl)=C2Nc3ceccc3CN21 )elcecce 10
CCCC12CN3CC(C)(CN(C1)C3el[nH]e(=0)[nH]c(=0)c1C)C2=0
0=C(NcIn[nH]e(C(F)(F)F)nl)clensnl
NC1=NC(=0)[C@@H]([C@]2(0)C(=0)N(CCCc3cccce3)e3eccce32)S 1
Celn[nH]o(Sc2cce(CHN)ce2N)nl
COcleee([C@H]2C3=C(0)CCCC3=Ne3ne(S)ne(N)e32)ccl
C[C@H](Oclceece)C(=0)N1C[C@@H](C(=0)NCc2nc3ceccc3o(=0)[nH]2)C2(CCNCC2)C1
CSclne2ne(C)e(C/C(0)=N/c3nen[nH]3)c(C)n2nl
Celee2n(n])C[C@H](CNCCS(=0)(=0)cl cecce1)CN2
CCOC(=0)C[C@H]1C(=0)NCCN1S(=0)(=0)cl cec2ne(O)oc2c]
CCOc1cce(/N=C2N=C(0)C[C@@H](C(=0)Nc3cee(C)ee3)N2)cc]

CN1C(=0)/C(=C2\SC(Ne3cecec3C(N)=0)=NC2=0)c2cccec2]



ZINC20427795

ZINC24543914

ZINC09501249

ZINC40028276

ZINC05816089

ZINC36320697

ZINC23338448

ZINC25784140

ZINC36597690

ZINC46618854

ZINC08492620

ZINC07286538

ZINC06860590

ZINC25782523

ZINC39676236

ZINC38702041

ZINC38702041

ZINC63351980

ZINC40049070

ZINC24543918

ZINC09424629

ZINCA48733572

ZINC40028276

ZINC38999554

ZINC40126476

ZINC40077275

ZINC38789740

ZINC67574707

ZINC61622259

ZINC14141828

ZINC28866467

ZINC58157772

ZINC14074751

ZINC12711232

ZINC67574707

ZINC64981111

ZINC13126479

ZINC64890804

ZINC09329295

ZINC09329295

ZINC29493709

ZINC59403420

ZINC66390648

ZINC25490225

N[C@H](Celnc2cceec2ol )elccee(Cl)el Cl
COclee([C@@H]2C3=C(CC(C)(C)CC3=0)Ne3[nH]c(=0)[nH]c(=0)c32)cc()c 10
Celo(CHN)e(NC(=0)CN2Cc3cccee3C[C@H]2C(N)=0)n(C[C@@H]2CCCO2)c1C

C=CCN1C(=0)C(0)=C(C(=0)c2ce3ceccc302)[C@H] I elee(Br)c(0)c(OC)c 1
Oclc(Br)ec(C=NNc2nnn[nH]2)cc1Br
CN(C1CCOCCH[C@H](CN)ele(Cl)cccelCl
Celn[nH]e(/N=C(0)N2CCC[C@H](C(=0)N3CCOCC3)C2)nl
Nelnonel-nlnnc(C(=0)N/N=C\c2c(O)cce3ceecc23)e] CN1CCCe2eccee2 |
Celoee(CN(C(=0)c2ccec(0)c20)[C@H](C(=0)NC2CCCCC2)e2e(0)ec(0)cc20)ol
C=CCnlc(S)nc2ec(C(=0)N[C@@H](C)c3ccc(OCC(C)C)e(OC)e3)ecc2e1=0
COcleec([C@H]2C3=C(0)CCCC3=Ne3ne(S)ne(N)e32)ccl
COclee2ne(CS/C(N)=N/C(C)(C)C)[nH]e(=0)c2cc10C
CCeleceeeIN(C(=0)c1snc(C(N)=0)c IN)[C@H](C(=0)NC1CCCCC el cce(F)eel
C/C(=N\NC(=0)c1¢(CN2CCCCC2)nnn]-cInoncIN)elee(C)se1C
C[C@H](Oclcceeel)C(=0)N1C[C@H](C(=0)NCe2nc3eccee3e(=0)[nH]2)C2(CCNCC2)C1
0=Clc2[nH]nc(-c3cc(Cl)ece30)e2[C@@H](c2ceccc2F)N1[C@@H]1CCS(=0)(=0)C1
0=Clc2[nH]nc(-c3cc(Cl)cce30)e2[C@@H](c2ceccc2F)N1[C@@H]1CCS(=0)(=0)C1
C[C@H](NC(=0)N[C@H]1C[C@H]1clccec(F)el)elecce(NS(C)(=0)=0)cl
CCCOclece(C(=0)C2=C(0)C(=0)N(CCCO)C@H]2¢2¢(Clceec2Clyce1C
COclee([C@H]2C3=C(CC(C)(C)CC3=0)Ne3[nH]e(=0)[nH]c(=0)c32)cc(I)e 10
Celeeeee] COcleec(C(=0)C2=C(0)C(=0)N(Ce3ccco3)[C@H]2c2ccee(0)e2)ec]
0=C(NcIn[nH]e(C(F)(F)F)nl)clensnl
C=CCN1C(=0)C(0)=C(C(=0)c2ce3ceccc302)[C@H] I elee(Br)c(0)c(OC)c 1
NNI1[C@@H](SCC(=0)N2CCOCC2)NN[C@H]1 [C@H]1C=C(c2cee(Clyec2)N=N1
COcleeec([C@H]2NC(=0)C(0)=C2C(=0)c2ccce(OCc3cccee3Cl)e2)e10C
COcleee(C(=0)C2=C(0)C(=0)N(CCOCCOYC@H]2c2ccc(Clycc2Clycel
C=CCOC(=0)C1=C(C)S[C@H](NC(=0)CSc2nc(CC)c(CHN)c(=0)[nH]2)N1
CN(C)C(=0)Cnlcc(/C(0)=N/c2nc(-c3cceee3Clyn[nH]2)nn1
Celeco(-c2n[nH]e(NC(=0)c3cee(NC4CCA)ne3)n2)s1
CC(=0)N[C@H](CC(=0)Nc1sc2e(c1C(N)=0)CC[C@H](C)C2)cl ceccel
COc1ce(0C)ee(C(=0)N[C@H](N/C(=N/CHN)Nc2cce(Clne2)C(C)(ClClcl
CCNC(=0)NC(=0)[C@@H](C)N1CCCN(c2nc(C)es2)CC
Celo(CHN)e(NC(=0)CN(CC(N)=0)C(C)C)n(C2CCCC2)c1C
Celece(N(C(=0)c2snc(C(N)=0)c2N)[C@H](C(=0)NC[C@@H]2CCCO2)c2cces2)ccl
CN(C)C(=0)Cnlcc(/C(0)=N/c2nc(-c3cceee3Clyn[nH]2)nn1
Celee(=0)[nH]e(SCC(=0)Ne2e(CHN)se(=S)n2-c2cceee2)nl
Celeec2oc(-c3ee(NC(=0)cdnc[nH]n4)cee30)ne2cl
CCCnle(=0)c(=0)[nH]c2ce(C3=N[C@@H]([C@H](NS(=0)(=0)cdcceccd)C(C)C)ON3)cee2 |
Cnle(=0)c2¢(nc(NN/C=C3\C(=0)NC(=0)N(cdceecScecced5)C3=0)n2C)n(C)c 1=0
Cnle(=0)c2¢(nc(NN/C=C3\C(=0)NC(=0)N(cdceecSceceed5)C3=0)n2C)n(C)c 1=0
CCCC/N=C(\N)SCC(=0)N1C[C@H](C(=0)NC)Oc2ceecc2 |
Celceco(-c2n[nH]c(/N=C(\0)CNC(=0)c3ccece3ln2)nl
CIC@H](N[C@@H](C)c1ccc(N2CCN(C)CC2)e(F)e)C(=0)NC(=0)NC1CC1

0=CINC(=0)[C@H](Cc2cc([N+](=0)[0-])c(0)cc2[N+](=0)[0-])N1



ZINC39495613 O=CC[C@H](NC=0)clcce(-c2ccecc20)c(O)cl-clececc10

ZINC35964152 CCNIC(=O)N[C@H](c2ccccc2C(F)(F)F)C2=CI1CN([C@@H](Cclcccec1)C(=0)0)C2=0
ZINC38789740 C=CCOC(=0)C1=C(C)S[C@H](NC(=0)CSc2nc(CC)c(C#N)c(=0)[nH]2)N1
ZINC49095442 CC[C@H](C)[C@@H](C)NS(=0)(=O)clcc(Br)encINN

ZINC22263737 C=CCnlc(=S)[nH]c2cc(C(=0)Nc3ncece30)cec2e1=0

ZINC59198423 COclee(Cl)ee(/C=C2\C(=O)N(c3ccec(Br)e3)C(=0)N=C20)c10
ZINC40707512 CCNclInenc(N2CCN(Ce3ceccde(c3)0C04)CC2)cIN

ZINC14960513 CCN(CC)C(=0)[C@H]1CCCN(Cc2cce(C(=0)NCC3(0)CCCCC3)e(=0)[nH]2)C1
ZINC34863228 COCCN(Cclnc2cceec2e(=0)[nH]1)C(=0O)clenn(-c2cce(O)nn2)c1C
ZINC23140693 O=C(NclInc[nH]n1)[C@@H]1CCCN(C(=0)c2ccoc2)Cl

ZINC66632360 C/C(=C/C(=0)NNC(=O)NCCCnlcencl)clcceeclCl

ZINC62676186 N#C/C(C(=O)Ncleeec2e(c1)OCCO2)=C(\O)CNclecccc 1 [N+](=0)[O-]
ZINC38117525 C[C@@](CO)(clee(F)e(ClecIC)NICCCNCCI

ZINC04832459 COcleec([C@@H2[C@@H](C(N)=0)C(=O)N[C@@](O)(c3cccee3)[C@@H]2C#N)ccl
ZINC61622259 Cclcec(-e2n[nH]c(NC(=0)c3ccc(NC4CC4)ne3)n2)s1

ZINC09334391 O=C(NCICCl)clc(O)c2¢([nH]c1=0)CCCC2

ZINC66220146 CSclece(NC(=0)C(=0)NCc2cn3c(n2)CCCC3)enl

ZINC22263737 C=CCnlc(=S)[nH]c2cc(C(=0)Nc3ncece30)cec2e1=0

ZINC21903832 Ccleee(-c2nne(S)n2CC(=0)NNC(=0)C(C)C)ccl

ZINC40408296 0O=C1Nc2ccc(0)cc2/C1=C\clccec(/C=C2/C(=0)Nc3cee(O)ec32)nl
ZINC02792642 CCOCCCnlc(S)nncl-clee2n(n])[C@@H](C(F)(F)F)C[C@H](clcee(Cl)cc1)N2
ZINC61622259 Cclcec(-c2n[nH]c(NC(=0)c3ccc(NC4CC4)ne3)n2)s1

ZINC08647710 O=C(NNCI=NCCCNI1)clcc(OCC(F)(F)F)nc(OCC(F)(F)F)cl
ZINC16682580 CCOC(=0)C1=C(N)n2c¢(s/c(=C\c3ccco3)c2=0)=C(C(N)=0)[C@@H]1clcccol
ZINC61622259 Cclcee(-c2n[nH]c(NC(=0)c3ccc(NC4CC4)nce3)n2)s1

ZINC13393255 Cnle(C(=0O)NC/C=C/c2cne(N)[nH]2)ce(Br)c1Br

ZINC29493709 CCCC/N=C(\N)SCC(=O)N1C[C@H](C(=O)NC)Oc2ccccc21
ZINC25782523 C/C(=N\NC(=0)c1¢c(CN2CCCCC2)nnnl-cInoncIN)clee(C)sc1C
ZINC42956539 Cnlnc(0)c2¢(C(=0)NNe3eeee(Cl)e3)ec(C3CC3)nc21

ZINC67106460 C/C(=C/C(=0)NNclnnc(C)c(O)nl)clecccclCl

ZINC02339711 CCOcleee([C@@H]2C3=C(CC(C)(C)CC3=0)Nc3[nH]c(N)nc(=0)c32)ccl
ZINC67588199 CC1=NC(=0)C2(CCN(C[C@]3(0)CCCN(CCc4ceeecd)C3=0)CC2)N1
ZINC53714157 N[C@H](clcc2e(cc1CYOCCCO2)CICCCCCCI

ZINC20427795 N[C@H](Cclnc2cceec2ol)elecee(Cl)c1Cl

ZINC15017291 COclece([C@Q@H]2[C@@H](C(N)=0)C(=0)N[C@](O)(c3cccee3)[C@@H]2C#N)ec 1 [N+](=0)[O-]
ZINC24543918 COclee([C@H]2C3=C(CC(C)(C)CC3=0)Nc3[nH]c(=0)[nH]c(=0)c32)ce(I)c10
ZINC05231353 CC1(C)CC(=0)C(c20¢(N)c(C#N)c2-c2ccco2)=C(0)Cl

ZINC09089293 CCOC(=0)[C@H]1C(0)=NC(SCC(=0)Nc2cce(F)ec2)=C(CHN)[C@@H] I clccccc I F
ZINC66390648 C[C@H](N[C@@H](C)clecc(N2CCN(C)CC2)c(F)e1)C(=0O)NC(=O)NCICC1
ZINC24543914 COclec([C@@H]2C3=C(CC(C)(C)CC3=0)Nc3[nH]c(=0)[nH]c(=0)c32)cc(I)c10
ZINC64152362 CC[C@@H](C)C(=O)NC[C@@H]INN[C@H]2CCN(C(=0)CCC3=c4cccecd=NC3)CCN21
ZINC36596633 Cclece(CN(C(=0)c2cee([N+](=0)[O-])ccc20)[C@@H](C(=0)NC2CCCCC2)c2ccccc20)ol
ZINC65489377 CCnlc(O)c2ece(C(=0)NCc3cec(Br)es3)ec2nel=S

ZINC54728911 Cele(/C(0)=C(\C#N)C(=0)Nc2cceen2)[nH]e2e1 C(=0)CCC2



ZINC31818108

ZINC41069992

ZINC38999559

ZINC20827519

ZINC31818108

ZINC17965002

ZINC06490163

ZINC37448213

ZINC39940171

ZINC08492620

ZINC64890715

ZINC62676186

ZINC12737654

ZINC65373061

ZINC24543914

ZINC59403420

ZINC66510661

ZINC45789511

ZINC29493709

ZINC21903832

Celnn(-c2cee(O)nn2)c2e] [C@H](clcco(F)e(Br)e1)CC(0)=N2
Celeeee(C)eINS(=0)(=0)clcc(Brjenc INN
NN1[C@@H](SCC(=0)N2CCOCC2)NN[C@@H]1 [C@H]1C=C(c2cce(Cl)cc2)N=N1
Celecece INC(=0)CSclnne(N/N=C/c2cnn(C(C)C)e2)nIN
Celnn(-c2cee(O)nn2)c2e] [C@H](clcco(F)e(Br)e1)CC(0)=N2
CCnlc(0)c2cee(C(=0)N[C@H](C)c3ccece3Brce2ne =8
CCnlee(NC(=0)[C@@H]2C3CCC(CC3) [ C@@H]2C(=0)0)c(C(=0)NC2CCCC2)nl
COcleee([C@HRIC@@H](C(N)=0)C(=0)N[C@@](0)(c3cccce3)[C@@H]2C#N)ce I [N+](=0)[O-]
C[C@H]INNC(=0)C2=C1[C@@H](C)O[C@@H]2NC(=0)CS[C@@H]INN=C(C2CC2)NIclcecccl
COcleee([C@H]2C3=C(0)CCCC3=Ne3ne(S)ne(N)e32)ccl
CC(O)[C@@HI(NS(=0)(=0)c I cccce1)[C@H]IN=C(c2cce3c(c2)[nH]e(=0)c(=0)n3C(C)C)NO1
NHC/C(C(=0)Nel cee2e(c1)0CCO2)=C(0)CNel ceeee [N+](=0)[0-]
C[C@@H](NC(=0)CCclnne(=S)[nH]c1O)cleccce1Cl
CN(C)c1nc2¢(c(=0)[nH]1)CCN(C(=0)[C@H]1CC13CCNCC3)CC2
COclee([C@@H]2C3=C(CC(C)(C)CC3=0)Ne3[nH]c(=0)[nH]c(=0)c32)cc()c 10
Celceco(-c2n[nH]c(/N=C(\0)CNC(=0)c3ccece3ln2)nl
CCnle(=0)[nH]c2cc(/C(0)=C(\CHN)C(=0)NC3CCCC3)ecc2c1=0
CC(CN(C)Cel ccece CNC(=0)NNelcee(-n2ccen2)nnl
CCCC/N=C(\N)SCC(=0)N1C[C@H](C(=0)NC)Oc2ceecc2 |

Ccleee(-c2nne(S)n2CC(=0)NNC(=0)C(C)C)ccel




Table S3. The results of virtual screening based on Glide XP mode and

CA IX inhibitory activity.

Glide Gscore

Zinc ID (keal/mol) MIC(pg/mL)
ZINC1799 -9.823 0.42
ZINC1532514 -9.082 >100
ZINC1531009 -8.802 >100
ZINC1543475 -8.823 >100
ZINC51581 -8.762 8.35
ZINC164392 -8.759 67.92
ZINC49135178 -8.640 >100
ZINC3812862 -8.628 8.51
ZINC3830813 -8.595 >100
ZINC1554 -8.562 1.34
ZINC3977897 -8.301 49.57
ZINC163369 -8.244 >100
ZINC61 -8.145 >100
ZINC13129998 -8.145 89.37
ZINC8577218 -8.144 58.55
ZINC51133897 -7.662 >100
ZINC7997568 -7.359 >100
ZINC1910616 -7.103 >100
AAZ O 0.03

Inhibitory activity against CA IX. DMSO and acetazolamide (AAZ) were
used as negative and positive control respectively. The activity data in the

table are reported in pg/ml



Table S4. Physiochemical parameters and toxicity of proposed CA IX

inhibitors.

Parameters 3-pyridinemethanol Procodazole Pamidronic acid
Formula C¢H;NO CioH1oN,0, C4H3NOgP,
‘MW (gmol')  109.13 190.2 233.1

"NHA 8 14 13

‘NAHA 6 9 0

‘NRB 1 3 4

‘MR 30.36 52.45 48.85

/TPSA (A?) 33.12 65.98 163.86

fLogS -0.99 -2.16 2.6

hSC Very soluble Soluble Highly soluble
iGI High High Low

/BBB No Yes No

ROF 0 0 1

vGhose 3 0 1

myVeber 0 0 1

"BS 0.55 0.55 0.55

°SA 1.00 1.60 4.62

iLOGp 1.02 0.93 0

P“B-E”Ms kT

//& A v \\\

9PLDsy (mg kg') 3720 125 625

"PTC 5 3 4

@ Molecular weight. ® No. of heavy atoms. ¢ No. of aromatic heavy atoms. ¢ No. of rotatable
bonds. ¢ Molar refractivity./ Topological polar surface area. ¢ Solubility. # Solubility class. ’
Gastrointestinal absorption. / Blood brain barrier penetration. * Violation of Lipinski’s rule of
five. ! Violation of Ghose rule. ” Violation of Veber rule. ” Bioavailability Score. ¢ Synthetic

accessibility. 7 “Boiled-Egg” Method summary. ¢ Predicted LDs,. " Predicted toxicity class.



Table S5. The RMSD of co-ligand calculated by Glide-SP and Glide-XP.

Docking program RMSD

Glide-SP 1.73

Glide-XP 1.72




