S2 Table. The antiplasmodial bioactivity class predictions of 450 natural

compounds from a private natural product chemical library from InterBioScreen

(http://www.ibscreen.com) by Sequential Minimization Optimisation (SMO) and

Random Forest (RF) classifier models.

Molecule Name

Smiles

Class prediction SMO

Class prediction RF

C[N+](CC1)(Cc(c([C@H]2[C@H]30)
c4)cc5c40C05)[C@H]2C1=C[C@H]

STOCK1N-00001 30.[I] A A
CC(N[C@® @H](CCc(c(C1=CC=C2NC
c(cc3)ccc3F)c30C)cc(0C)c30C)C1=

STOCK1N-00002 CC2=0)=0 N A
COc(cc(CC1(CCCCCL)N=C1)clcl)cl

STOCK1N-00004 ocC.cl N A
CC(C10c(ccecc2)c20C1)NC(c(ccl)cec

STOCK1N-00006 c10CC=C)=0 N A
COclcc(CN(C/C=C/c2cceec2)CC23C

STOCK1N-00007 COCC3)c2cc10cC.cl N A

STOCK1N-00010 CCOc(cceececececcctelncececl)=0 N N
CCCCCCCCCO[C@H]([C@H]([Ce@@
H]10C(C)=0)NC(C)=0)0[C@ @H](C

STOCK1N-00013 0C(C)=0)[C@@H]10C(C)=0 A A
C[C@@H]1[C@@]2(COC(NC3CCC
CC3)=0)C(C)C=C(C)C1C(clcccol)O

STOCK1N-00022 C2 N A
CC(C10c(ccec2)c20C1)NCC10c(cc
€c2)c20C1.CC(C10c(ccec2)c20C1)
NCC10c(cccc2)c20C1.0C(C(0)=0)

STOCK1N-00024 =0 A A
N=C1N=C(c2c(C3)cccc2)N3Cc2clcc

STOCK1N-00026 cc2.Cl N N
CC1(C)c(ccee2)e2N(C2)[C@@]1(/C

STOCK1N-00028 =C/c(cc1)cccIN(C)C)NC2=0 A A
CCOc(ccl)cecc10C1=COc(cc(cc20C(

STOCK1N-00030 C)=0)0C(C)=0)c2C1=0 A A
CC(C)C[C@ @H](C(NCC(0)=0)=0)N
C(C(CC1)N(C(OCc2cccec2)=0)C1=0

STOCK1N-00031 )=0 A A




Cclnc(C2=COc(cc(c(C)c3)OCC(0C)

STOCK1N-00032 =0)c3C2=0)csl A A

STOCK1N-00033 C[C@@H](CCC=C(C)C)NCCCN(C)C | N A

STOCK1N-00034 CC(C(C(0)=0)NC(clencecl)=0)0.Cl | N A

STOCK1N-00036 CC1(C)0c2¢(C)nce(CCl)c2co1.Cl N N
CCCc(c(OC(C)C)c1)cc2c10C=C(c(cc

STOCK1N-00039 1)cc3c10CCO03)C2=0 A A
CCOC([C@H](Cclc[nH]c2clccec?2)

STOCK1N-00044 NC(CCC(0C)=0)=0)=0 A A
CC(C)CC(C(NCC(OC(C)(C)C)=0)=0)
NC(C(CC(N)=0)NC(C(Cclc[nH]cnl)

STOCK1N-00047 N)=0)=0 A A
C[C@H](C(Oc(ccl)cc(OC(C)=C2c(cc

STOCK1N-00048 3)cc4c30CCCO4)c1C2=0)=0)N.Br | A A
CC(CC(CCC=C(C)C)=CC1)C1C(0C)
0CC11COC(C2C(C)CC(CCC=C(C)C)=

STOCK1N-00051 cc2)oc1 N A
C(CC1)CC110C(CCCC2)[C@H]2C2=

STOCK1N-00054 CCCccC12 N A
C[C@H](CCC([C@]1(C)COC(c2ccce
c2)=0)[C@]2(C)CC[C@@H]10C(c1
cceeel)=0)[C@@]120[C@ @](CCO
C(c2cccec2)=0)(COC(c2ccecc2)=0)

STOCK1N-00055 CC1 A A
CCCOclcce(CC2=N[C@@](C)(CO)C

STOCK1N-00062 02)ccl N A
CC(C)(c1cc2ec1)[C@ @]2(C)e(cece

STOCK1N-00064 1)c10 N A
CCCc(c(0OC(C)=0)c1)cc2c10C=C(c1

STOCK1N-00067 cc(cecee3)c301)C2=0 N N
CC1(C)OC(C)(C)O[C@H]1COc1cee(

STOCK1N-00068 c(0C)c(cco2)c2n2)c2c10C A A
CCCCSCC(CN(C[C@@H](C1)CN23)

STOCK1N-00070 C[C@H]1C3=CC=CC2=0)0 A A
CC(Nc(cc1)cc(02)c1C(C)=CC2=0)=

STOCK1N-00074 (0] N A
CCCC(C1)C[N+]2(C)[C@]1(C)C(CCC

STOCK1N-00075 1)=C1CC2.[I-] A A
[O-

JIN+](clcce(/C=C(\CCN23)/C3=Nc(

STOCK1N-00080 ccce3)c3C2=0)ccl)=0 A A
CC(C)OC(CC(C(Nc1c2ccecl)=0)=C2

STOCK1N-00081 0)=0 N A




CC([C@H]1C(N2CCCIN+](C)(C)C)=

STOCK1N-00082 0)C=C(C)C[C@ @H]1C2=0.[I-] A A
CC(N[C@® @H](CCc(c(C1=CC=C2NC
¢(cc30C)cc(0C)c30C)c30C)cc(0C)

STOCK1N-00090 c30C)C1=CC2=0)=0 N A

STOCK1N-00093 N[C@ @H](CC(0)=0)clcccecl N A
C[Ce@](CC[C@@H]([C@H]1CC2)[
C@@](C)(CC3)[C@H]2C[C@H]30C
(C)=0)([C@H](CC2)C(CO3)=CC3=0

STOCK1N-00095 JIC@@]120 A A

STOCK1N-00096 CN(CCCl)[C@@H]1clccenclN.l N A
CCCC(Oc1lc2cc(CC)c(OCc(C)C)e1)=C(

STOCK1N-00099 c(cc1)cc3c10CCCO3)C2=0 A A
CCOC(/C(/caN)=C(/CC1)\[C@@](C
)(CC2)Cl[C@H]1[C@H]2[C@@](C)

STOCK1N-00101 (cccez)cacci)=0 N A
CCOc(ccl)cc(OC(C)=C20c(cc3)cclc

STOCK1N-00102 30CCCO4)c1C2=0 N A
CCOC(C(C)Oc(cc10C(C)C(OCC)=0)c

STOCK1N-00103 ¢(02)c1C(clcececl)=CC2=0)=0 A A
Oc(ccl)cc(0)c1C(COc(ccecl)clBr)=

STOCK1N-00105 (0] N A

STOCK1N-00106 CC([C@]1(CCC2)C2C2CC1CC2)N.Cl | N A

STOCK1N-00108 NC(C(N1)=0)=C(C(0)=0)NC1=0 N A
NC(COc(ccl)cc(02)c1C(CCC1)=C1C

STOCK1N-00113 2=0)=0 N A
CC(CCC=C(C)C)N(C(C)ccc=c(c)c)C

STOCK1N-00116 =0 N A
CCCCOC(COc(c(CC)cl)cc(02)c1C(C

STOCK1N-00117 )=CC2=0)=0 N A
CC(C)COclccc([C@H](C(N2)=0)NC

STOCK1N-00124 2=0)ccl N A
C[C@@](CN(C)CC([C@@H](C[C@
H]([C@](C)(CCC1)C2)C1=C)[C@@H

STOCK1N-00126 ]1201)C1=0)(clcccecl)O N A
C[C@@H](C(0)=0)0c(ccl)cc(0C(C

STOCK1N-00127 )=C20c3cccec3)c1C2=0 A A
C/C(/CCc(c(C)cl)c(C)c(C)c10C)=C\

STOCK1N-00130 C=C\C(C)=0 N N

STOCK1N-00132 CC#CCccccececc(o)=0 N A
CC(C)c(cc1)ccc10C1=C(C)Oc(cc(cc

STOCK1N-00133 2)0C(C)=0)c2C1=0 A A

STOCK1N-00139 C[C@@H](CC=C(clcccccl)cleccce | A A




1)[C@H](CC1)[C@](C)(CC2)[C@H]
1[C@@H]1[C@@H]2[C@](C)(CC[C
@H](C2)0)C2=CC1

0OC(Cc(cc(c1c(0)=0)c(0)=0)c1c(o

STOCK1N-00141 )=0)=0 N A
C[N+](C)(C[C@H]1C2)C(CC=C)C1=C

STOCK1N-00145 clc2ccecl.[Br-] A N

STOCK1N-00146 CC(C)(C1)OCC[C@]1(CCO)O N A
CC(C)[C@@H](C(OC)=0)NC(COc(c
c1)cc(0OC=C20c3ccccc3)c1C2=0)=

STOCK1N-00147 (0] A A
CC(OC(N)=C([C@@]1(c(cccc2)c2N

STOCK1N-00148 2)C2=0)C(0C)=0)=C1C(0CC=C)=0 | N A
CCOC(C(C1)C2(CC(C)(c)occ2)ocl

STOCK1N-00150 =0)=0 N A
CC(C)(C(CC1)C20C1(C)C#N)Oclc2c

STOCK1N-00151 cccl A A
CCCOc(ccl)ccclC(OC[C@@H]1[C

STOCK1N-00154 @H](CCCC2)[N+]2(C)CCC1)=0.[I] | A A
CN(C(SCC(CS[C@H]1[C@H]2N)=C{

STOCK1N-00156 C(0)=0)N1C2=0)=NC1=0)NC1=0 | A A
CC(C)(cc(C)=C1)[C@@H](C(C)=0)C

STOCK1N-00157 1=0 N A
CCc(c(0)cl1)cc2c10C(C(0)=0)=C(c1

STOCK1N-00159 nc(C)cs1)C2=0 A N
CC(C)(C)OC(N[C@@H](Cclcceecl)
C(Oc(cc1)cc(OC(C)=C2c(cc3)cclc3

STOCK1N-00162 0OCCC04)c1C2=0)=0)=0 A A
C[C@](CCCl)(C[C@@H]([C@@H](
C2)C3CN4CCC(Cc5eccee5)CC4)0C3

STOCK1N-00165 =0)[C@H]2C1=C A A
COc(ccl)cc(OC(c(cc2)cc3c20cccc

STOCK1N-00166 03)=C2)c1C2=0 N A

STOCK1N-00167 0O=Cclccc(SCCSc2ccc(C=0)s2)s1 A A
C(clcceecl)=C/clceec(/C=C/c2cccc

STOCK1N-00169 c2)nl N N

STOCK1N-00175 C[C@@H](CCclcccecl)CCO N A
Cclc(C(c2cc(cc(cc3)0C)c302)=0)c(

STOCK1N-00178 cc(cc2)0C)c201 N A
C[C@@H](CCc(c(OC)cl)cc(OC)c10

STOCK1N-00179 C)N.CI N A
CC(C)(Cclc-2ccecl)nic2nncl-

STOCK1N-00181 clccencl N A




CCc(ccl1)ccc10C1=COc(cc(cc2)0)c2

STOCK1N-00185 C1=0 N A
CC(C1)N(Cc2c3ccee2)C3c2clc(cccc
1)c1[nH]2.0C(CC(0)=0)(CC(0)=0)

STOCK1N-00188 C(0)=0 A A
COC(CCN(CC1)Cc(cc20C)c1cc20C)

STOCK1N-00192 =0.Cl N A
CC(O[C@H](CO[C@@H]([C@@H]
10C(C)=0)N(C(N2)=S)N=CC2=0)[C

STOCK1N-00193 @H]10C(C)=0)=0 A A
OC(COc(cc1)cc(0C=C2c3cscn3)clC

STOCK1N-00197 2=0)=0 A N
Oc(cc10)cc(0C=C20c(cc3)ccc3F)c

STOCK1N-00199 1C2=0 N N
ClC@](CCl)([C@@](C)(CC2)Cl[C@
H](CC1)C2[C@@](C)(C=C2)C1=CC2

STOCK1N-00205 =0)0 N A

STOCK1N-00209 CC(c(ccc(OCCCCl)c1)c101)=CC1=0 | N A

STOCK1N-00210 OC([C@H](C1)NCc2clccec2)=0.Cl | N A
C[C@@H](C(0)=0)NCc(c(01)c(cc2

STOCK1N-00212 )C(CCC3)=C3C1=0)c20 N A
CC(C)(C)OC(N[C@@H](Cc(cc)cecl
OC(OC(C)(C)C)=0)C(NCC(0C)=0)=

STOCK1N-00215 0)=0 N A
CC(C)c1c(cc(C)c(-
c(c(C)cc(c2c3/C=N/Cc(cccc4)c40)c
(C(C)C)c(0)c30)c20)c20)c2c(/C=N

STOCK1N-00217 /Cc(ceee2)c20)c(0)c10 A A
CCCCC(C)(C(NC(c1sc(c)(C)c(c([O-
1)=0)N11)C1=0)=0)0OC(CC(C)CC1)

STOCK1N-00221 C1C(C)C.[Na+] A A
CC(C)(C)OC(CNC(CNC([C@ @H](Cc(
cc1)ccclO)NC(OC(C)(C)C)=0)=0)=

STOCK1N-00222 0)=0 A A
O=C1N(CC/C2=C\c3cccec3)/C2=Nc

STOCK1N-00225 2clccec2 A A
CC(CCc(oclc2cc(C)ccl)c2-

STOCK1N-00228 clccc(C)ecl)=0 N A
CCCCCC(C(C)C(C(OCCH#C)=0)01)C1

STOCK1N-00229 =0 A A

STOCK1N-00237 CC(C)(C1)OCC[C@]1(CC1)C=CC1=0 | N A

STOCK1N-00239 C1C[C@@H](c2ccenc2)NCC1.Cl N N

STOCK1N-00242 CCc(c(OC)c1)cc(C(Cc(cc2)cc3c20C | N A




CC03)=0)c10

STOCK1IN-00243

Clc2cc3ceceec3nc2-c2clceecc?

STOCK1N-00244

C[C@@H](CO)NCCn1c(C(N(C)C(N2
C)=0)=0)c2ncl

STOCK1N-00249

CC1(C)Cc2nc(C)c3[nH]c(cceccd)cac3
c2CC1

STOCK1IN-00252

CCCOclcc(C)cc(02)c1C(clccccecl)=
CcC2=0

STOCK1IN-00253

0=C(COc(ccl)cc(0C=C20c3cccec3)
¢1C2=0)ON(C(CC1)=0)C1=0

STOCK1IN-00256

CC([C@@H]1C2)=CC[C@@]2(CO)
COC1c(ccecl)c10

STOCK1IN-00258

OCCNcl1ncnc2clnc[nH]2

STOCK1IN-00259

CC(C)(Cc(cc(c(0C)c1)0C)c1c1=C/C
2=N/O)N1/C2=0

STOCK1IN-00262

CC1(CC(0C)=0)0CC2(CC=C(C)CC2)
co1

STOCK1IN-00263

0=C(c1/c2cccc1)0/C2=C\C=C\clcc
cccl

STOCK1IN-00265

CN(C)CC(Nc1c(CCC2)c2nc2cecccl2
)=0.0C(C(0)=0)=0

STOCK1N-00266

CC(C)(C1)CC(NC(C)=C([C@@H]2c3
ncccc3)C(0C)=0)=C2C1=0

STOCK1IN-00268

C[C@@]1(CCC=C(C)C)N(C=0)N=C(
cce=c(c)c)cl

STOCK1IN-00270

NC(CN(CCCC1)C1=0)=0

STOCK1IN-00271

CN(CCCC1)[C@@H]1clccencIN.Cl

STOCK1IN-00272

CC(C)=CCCC(CC1C(0)=0)=CCC1C(O
)=0

STOCK1IN-00273

CC(C)COc(cc1)ccc1C(N/C(/C(Nc(cc
1)ccc10C)=0)=C/clcccecl)=0

STOCK1IN-00274

clc@](ccl)([ce@](c)(cc20)cic(
CC[C@@H](C1)[C@]3(C)CCC1=0)]
C@@]23F)0

STOCK1IN-00277

CCclnc2cccec2c(NC(CN2CCc(C)cC
2)=0)c1C.0C(C(0)=0)=0

STOCK1N-00280

ClCe@](cC1)(c(cC2)[C@@H](C3)
Ci[c@](c)(ccc(Cr)=0)[C@@H]1]
C@@H]30)[C@H]20C(C)=0

STOCK1N-00282

COC(c(cc(c(0C)c1)OC)cINC(c(cc10
C)cc(0C)c10C)=0)=0

STOCK1N-00284

Cc(cc1)cc2c10C(c1c30C0Cce3cc(Cl)
c1)=CC2=0




CCCCCCCC[N+](C)(c)ccOc(ccl)cc(

STOCK1N-00285 02)c1C(C)=CC2=0.[Br-] A A
CC(C)(C)OC(N[C@@H](Cclcceecl)
C(Oc(cc1)cc(02)c1C(C)=CC2=0)=0

STOCK1N-00286 )=0 A A

STOCK1N-00288 CCOclcec2nc(NC(N)=N)nc(C)c2ccl N A
0=C(CCC(N(C[C@@H](C1)CN23)C[
C@H]1C3=CC=CC2=0)=0)NC1C(Cc

STOCK1N-00289 2ccco2)CCCCl A A

STOCK1N-00290 CCCclnc(C(CC(C)(C)C2)=0)c201 N A
CCOC1=CC2=N[C@@](c(cccc3)c3N

STOCK1N-00291 3C)(C3=0)N=C2C=C1 N A
CC(Oc(cc10)cc(0C(c(cc2)cc(oC(C)=
0)c20C(C)=0)=C20C(C)=0)c1C2=

STOCK1N-00292 0)=0 A A
CCCCOc(cc10CCCC)cc(0OC(c2ccccc

STOCK1N-00296 2)=C2)c1C2=0 N N
CCC(C(C)/N1)=C(C)/C1=C/c1c(C)c(

STOCK1N-00298 C)c(C)[nH]1.Br N A
CC(Oc(ccl)cc(0OC=C2c3cc(ccccd)ca

STOCK1N-00299 03)c1C2=0)=0 A A
CN(C)CCCCCN(C)Cclcc(ccec2)c201l.

STOCK1N-00300 Cl N A
CC(C)=CCOc(cc10)cc(0C(c2cceec?)

STOCK1N-00301 =C2)c1C2=0 N A
COc(ccl)cc2cl[nH]cc2CCNC(c(cccc

STOCK1N-00305 1)c1Cl)=0 N N
CCCc(c(0C)c1)cc2c10C(Cc(0CcC)=0)

STOCK1N-00308 =C(clcce(C(0CC)=0)01)C2=0 A A
CN(C)C(CN(C([C@@H](CC1)[C@H]

STOCK1N-00309 2c3c1[nH]clc3ceecl)=0)C2=0)=0 | A A
CC(NCCCC(N[C@ @H](CCC(OCclce

STOCK1N-00310 cccl)=0)C(0Cclcccccl)=0)=0)=0 | A A
CC(c(cce(/N=C/clcncecl)cl)c101)

STOCK1N-00311 =CC1=0 N A
C[C@@H]([C@@H]([C@H](C1)02)
[C@@](C)(CC3)[C@@H]1[C@H](C
CiC)[C@H]3[C@@](C)(CC[C@H](C

STOCK1N-00315 3)0)[C@]130)[C@]120CC(C)CcC1 N A
CC(C)(ccc1)c(cc2c(N3)=0)=Cc1cC

STOCK1N-00316 2C3=0 N A
OC[C@H]([C@H]([C@H]([C@H]10

STOCK1N-00320 )0)0)O[C@H]1SC(C(N1)=0)=NNC1 | A A




=0

Cc([nH]ncl-c(ccc(0C)c2)c20)cl-

STOCK1N-00322 c(ccl)cc2c10CCCo2 N
Oc(cc1)cc(OC(C(F)(F)F)=C2c3cc(ccc

STOCK1N-00323 c4)c403)c1C2=0 A
O=C([C@@H]([C@H]([C@@H]10]
C@@H]20C1)[C@H]([C@@H]13)
C2=0)N1C=Cclc3ccccl)C1(CC(C2)

STOCK1N-00324 C3)cc3ccaca A
CN(C)CCCN1C(c2cceec2)0C(COc2c

STOCK1N-00326 cccc2)C1 A

STOCK1N-00328 COclncnc2cl[nH]clc2ccecl A
CC1(C)c(ccee2)e2N(C2)[C@@]1(/C

STOCK1N-00329 =C/clccceccl)NC2=0 N
Cclc(/C=C/C(N2)=Nc(cccc3)c3C2=

STOCK1N-00330 0O)c(cc(cc2)0C)c2nlC A

STOCK1N-00331 Nclncnc2clnc(CO)[nH]2.0 A
Oclcc(-

STOCK1N-00336 c(c(0)cc(0)c2)c20)cc(0)cl.0 A
CCc(ccl)ccclC(C[C@H]1c(c2c30C0)

STOCK1N-00337 ccc30C)=Nc(cccc3)c3N1C2=0 A
CCCCCCCCNc(clcce(C)ee(C)ecincicc

STOCK1N-00338 (C)(C)C2)c1C2=0.Cl A

STOCK1N-00340 Cn1c(C(N(C)CC(N2C)=0)=0)c2ncl A
Cc(cc(clc2)Ne(ce3)cc(0)c3C(0)=0)

STOCK1N-00347 nclccc20C A
CCOC([C@H](C)Oc(cc)c(C)c(oC=C

STOCK1N-00348 2c3cc(ccecd)c403)c1C2=0)=0 A
CC(C)[C@@H](C(Oc(ccl)cc(OC(C)=
C20c(cc3)ccc3Cl)c1C2=0)=0)NC(O

STOCK1N-00349 Cclcccecl)=0 A
CC(C)(C)OC(NC1(CCCCC1)C(N[C@

STOCK1N-00350 @H](CCSC)C(0C)=0)=0)=0 A
CC(C)(C)OC(CC(C(NC(CCC(N)=0)C(

STOCK1N-00351 0)=0)=0)NC(OCclcccccl)=0)=0 A
COC(c(ccl)cccIN[C@H](c(c1c20C)

STOCK1N-00352 ccc20C)0C1=0)=0 A
CCc(c(OC)cl)cc(-c(nc(N)nc2)c2-

STOCK1N-00355 c(cc2)cc3c20CC03)c10 A
CC(C)COc(cc1)cec1/C(/0)=N/C(/C(

STOCK1N-00357 NCCCCCC(0)=0)=0)=C/clcccccl A
CCCc(c(0C(C)=0)c1)cc2c10C=C(c1

STOCK1N-00359 cce(C(0CC)=0)01)C2=0 A




COclcc([C@H](c(cc2)ccc2[N+]([O-

STOCK1N-00361 ])=0)NCC23CCCC3)c2cc10C.Cl A A
CCCC(CCC)(/C(/NC(N1)=0)=N/CCc(

STOCK1N-00364 ¢c2)cc(0C)c20C)C1=0 A A
Oclccc(CCC(N(C[C@@H](C2)CN34

STOCK1N-00368 )JC[C@H]2C4=CC=CC3=0)=0)ccl A A
COC(c(cc1)ccc10C1=COc(cc(cc2)0
C([C@H](Cc3c[nH]c4c3ccccd)NC(O

STOCK1N-00370 Cc3ccceec3)=0)=0)c2C1=0)=0 A A
CCCC(CC[C@]1(C)N2CCCc3cl[nH]c

STOCK1N-00371 1c3ccecl)C2=0 N A
Oc(ccl)cc(0C=C20c(cc3)ccc3Cl)cl

STOCK1N-00373 C2=0 N A

STOCK1N-00374 CCCcccececec1ociccececc(c)ce N N

STOCK1N-00377 Cnlncc(Nc2c3cccc20C)c1C3=0 A A
CC(CC1)CN(CC([C@@H]2C3)CACC|
C@H]2C(C2)[C@H]3[C@@](C)(CC
C(C3)0C(c5ccco5)=0)[C@H]3C2=0

STOCK1N-00379 )[C@@H]1[C@@]4(C)O A A
O[C@@H](C1)CN=C2N1C=CC=C2.

STOCK1N-00382 Cl N A
COc(ccc(C[C@@H](C(0)=0)c(ccl)c

STOCK1N-00383 c(0C)c10C)c1)c10C N A
C[C@](CCclc(-
c2ccc(C)o2)c(cc(C)ec2)c201)(clccc

STOCK1N-00384 ccl)0 N A

STOCK1N-00387 OC(CCCNc(cceel)c1C(0)=0)=0 N A
CC(C)(C)OC(NCC(Oc(ccl)cc(02)c1c

STOCK1N-00388 (C)=CC2=0)=0)=0 N A
CC(C)CC1=C(C)c(ccc(0CC=C)c2)c2

STOCK1N-00392 0C1=0 N N
CCOC(C([C@@H]1c2ccco2)=C(N)O

STOCK1N-00396 C(c(ccee2)c202)=C1C2=0)=0 N A
Cc(c)(cc(cic(c(c(cc(c)(c)c2)=0)
C2=0)c(cc2)ccc20CC(0C)=0)=0)C

STOCK1N-00400 C1=0 N A

STOCK1N-00402 C=CC10C(Cccce2)cac2=ccececec12 N A

STOCK1N-00405 C[C@@H](Cclc[nH]c2clcccc2)NC | N A
CCOclccec2nc(NC(N3)=NCC3=0)nc(

STOCK1N-00407 C)c2c1 A A
Oc(cc10)cc(0C=C2c3nccec3)clC2=

STOCK1N-00409 (0] N N

STOCK1N-00411 CCCCc(c(0C)c1)cc2c10C=C(clcccc | N A




c1)C2=0

CCOc(ccl)ccc10C1=C(C)Oc(cc(cc2)

STOCK1N-00414 OCc3cc(Oc4cccecd)ccc3)c2C1=0 A
C[C@@H](C(NCC(NCC(N)=0)=0)=
O)NC(C(Cc(cc1)ccc10C(0C(C)(C)C)

STOCK1N-00416 =0)NC(OC(C)(C)C)=0)=0 A
COc(cc10C)cc(0C(c(cc2)cc(0C)c20

STOCK1N-00418 C)=C20C)c1C2=0 N

STOCK1N-00419 OC(CC(C(Nc1c2ccecl)=0)=C20)=0 A
COC([C@H](Cclccececcl)NC(COc(cc
10)cc(0OC=C2c(cc3)cc4c30CCO4)c

STOCK1N-00422 1C2=0)=0)=0 A
C/C(/CCC1=C(C)CC[C@H]1C(C)=C)

STOCK1N-00423 =N\NC(N)=S A
CC(C)(Cclc2ccecl)N=C2N[C@ @H](

STOCK1N-00425 Cclc[nH]c2clccec2)C(0)=0 A
Cclccc(C(CN2)C(C(CIN+]([O-

STOCK1N-00426 1)=0)c3ccco3)(C(0C)=0)C2=0)ccl A
CCC(C)[C@@H](C(0)=0)NCc(c(OC
=C10c(ccc(Cl)c2)c2Cl)c(cc2)C1=0)

STOCK1N-00427 c20 A
CCCN(C([C@H](Cclc2[nH]c3clccee
3)N1C2c¢(cc20C)cc(0C)c20C)=0)C

STOCK1N-00429 1=0 A
CC1[C@]2(COC(C)=0)COC[C@H]1

STOCK1N-00434 C1=CCCC(C)(C)c1c2 A
Oclcc(OC([C@H](CCC(OCc2cccec2
)=0)NC(OCc2ccccc2)=0)=0)cc(0C(

STOCK1N-00436 c2cccec2)=C2)c1C2=0 A
cc(c)(c/c=c(\c)/ccc=c(c)C)[C@

STOCK1N-00439 @H]10CCN1C(C)=0 N
CC(C)COc(ccecl)c1C(NCCC(0)=0)=

STOCK1N-00442 (0] A
Cc(cc10OC(CCNC(OCc2ccccc2)=0)=

STOCK1N-00446 0)cc(02)c1C(cleccecl)=CC2=0 A
CC(c(ccc(OCC(N[C@@H](Cclccecc

STOCK1N-00450 1)C(0)=0)=0)c1)c101)=CC1=0 A
CCCCN(CCCC)CCCC.Nele2nen([C@
H]([C@H]30)0[C@@H](COP(O)(O

STOCK1N-00453 )=0)[C@ @H]30)c2ncnl A
Cc(cc1)c(C)ccIN(CC(C(c(co)o)o)o

STOCK1N-00454 JN=0 A

STOCK1N-00456 CCCCOc(cc1)ccc1C(N[C@@H](CC( A




C)C)C(0)=0)=0

STOCK1N-00458

CC1(C)Cc2nc(C)c3n(CCCCCl)c(ccec
4)c4c3c2CC1

STOCK1N-00459

OC(C(0)=0)=0.0clccc(CCNCC(Nc2
c(CCC3)c3nc3ccccc23)=0)ccl

STOCK1N-00460

CC(C)=CCC/C(/C)=C/CCCOC(C)=0

STOCK1IN-00461

CCN(C(/C=C/c(cccc10C)c10)=Ncic
2ccccl)C2=0

=2

STOCK1IN-00462

CCCCCCC(C(CC(0C)=0)CC1)C1=0

STOCK1IN-00464

CNC(N(C[C@ @H](C1)CN23)C[C@H
]1C3=CC=CC2=0)=0

>

STOCK1N-00466

0CC(0C=C10)=CC1=0

STOCK1IN-00467

OC(clcc(C(O)=0)c([C@@H](C2)[C
@@H]2c2cccec2)ccl)=0

STOCK1N-00469

CC(C)CC10C2¢(ccce3)e30C(C)(C)C
2c1

STOCK1IN-00470

C[C@®@H](CCc(ccc(OC)c1)c10C)NC
(CCclcccecl)=0

STOCK1IN-00471

C[C@H](CC([Ce@H](cCl)C2[Ce@@](
C)(CC3)C1CC3=0)[C@]1(C)C[C@H]
20)[C@@H]1C(C)=0

STOCK1IN-00474

CCOC([C@@H]1[C@H](CCCC2)[N+
]2(C)CCC1)=0.[I-]

STOCK1IN-00475

cc(c)cec[c@@H](C)[C@@H](cCl
J[Ce@](C)(CC2)[C@@H]1[C@H](
CCl)[C@H]2[C@]2(C)[C@@H]1CC
(OC(C)=0)=CC2

STOCK1IN-00476

0O=C(/C=C/C=C/c1cccccl)C1=Cc(cc
cc2)c20C1=0

STOCK1IN-00481

C=CCN(C([C@H](Cc1c2[nH]c3clcc
cc3)N1C2c(cc2)ccc20)=0)C1=S

STOCK1N-00483

COclccc([C@H](CC(C2CC2)=0)0C
2=0)c2¢10C

>

STOCK1N-00484

OC(CCclc[nH]c2clccee2)=0

STOCK1IN-00491

CCclc(C)[nH]c(/C=C2\N=C(C)C(CC)
=C2C)c1C.Br

=2

STOCK1N-00494

0=C10C(c2cccs2)=CC=C1

>

STOCK1N-00496

CC(NC(N1)=0)=C(CO)C1=0

>

STOCK1N-00497

COc(ccc(C1(CNC[C@@H](c(cc2)cc(
C(N)=0)c20Cc2ccccc2)0)CCCC)cl
)c10C.Cl

STOCK1N-00499

Oc(cc(c(C1=C2CCC1)c1)0C2=0)c1
Cl




Cc(ccl)cc2cinic3c2CCC[C@@H]3

STOCK1N-00501 N(Cc2ccccc2)CCl A A
CC1C(CNCCCN(C)C)Cc(c(C)(c)cee2

STOCK1N-00504 )=C2C1 N A
0O=C1c(cccc2)c20C(c(cc2)cc3c20C

STOCK1N-00505 CCO3)=C1 N A
CN(C[C@H](C1)CN23)C[C@H]1C3=

STOCK1N-00508 CC=CC2=0 N A
CCc(c(OC(C)=0)c1)cc2c10C(C)=C(c

STOCK1N-00510 (cc1)cc3c10CCc03)C2=0 A A
CC(COc1ec(0C(C=C2C)=0)c2¢(0CC

STOCK1N-00511 (C)=C)c1)=C N A
Cclnc(Cc(cc2)cc(0C)c20C)c(cc(c(O

STOCK1N-00512 C)c2)0OC)c2c1 N N
CC(C)(C)OC(N[C@@H](Cclc[nH]c2
clccec2)C(Oc(cel)ec(0C=C20c3ccc

STOCK1N-00514 cc3)c1C2=0)=0)=0 A A

STOCK1N-00519 CC(CC1=Cc(cccec2)c20C1=0)=0 N A
OC(COc(cc1)cc(02)c1C(clcceecl)=

STOCK1N-00521 CC2=0)=0 N A

STOCK1N-00523 CCCCNCc(ccl)cc(0C)c10C N N

STOCK1N-00526 COC(C(c(ccecl)c1C1=0)=0)=C10 | N N
CC(Nc(ccl)cc(NC([C@H]20)0[C@
@H](C(CO)O)[C@H]20)c1NC(C)=0

STOCK1N-00533 )=0 N A

STOCK1N-00538 COclcc(COCC23CCCC3)c2cclocC N A
C[C@](CCclc-
2c(ccce3)c301)(clc2oc(C)cl)clcecc

STOCK1N-00540 ccl N A

STOCK1N-00541 CCCCc(c(C)nclceceec1l)c10 N A
CCCCOC(COc(cc10CC(OCCCC)=0)c

STOCK1N-00543 ¢(02)c1C(clcceecl)=CC2=0)=0 A A
C1CC2C3=CCCCC3C(c3ccecec3)0C2

STOCK1N-00545 CcC1 N A
Cc(ccl)cc(OC(c(cc2)cc3c20CC03)/

STOCK1N-00550 C2)c1/C2=N/Nclcccccl N A
CCc(c(OC(C)C)c1)cc2c10C(C)=C(c(c

STOCK1N-00552 c1)cc3c10CC03)C2=0 A A

STOCK1N-00557 CN(C=Ncl1c2[nH]c3clcccc3)C2=0 N A
COclccec([C@@H](N2)Oc(ccee3)c3

STOCK1N-00561 C2=0)ccl N N
CCCc(c(0C)c1)cc2c10C=C(c1cce(C(

STOCK1N-00562 0C(C)=0)o1)C2=0 A N




STOCK1IN-00565

CC1C=C(C)C2C(c3cccec3)OCCl[C@
@H]2C0oCc(cCl)=0

STOCK1IN-00567

Cclc(C(c2c(C)[nH]c3c2ccee3)c(cc?)
ccc20C)c(ccec2)c2[nH]1

STOCK1IN-00569

CCC(OC[C@@]1(C2)C(C)C=C(C)[C
@H]2C(C)0C1)=0

>

STOCK1IN-00570

Ccl1c(C(CN(C)C)=0)c(ccec2)c2[nH]1

STOCK1IN-00576

CC(C(N[C@@H](CCC(0)=0)C(0)=0
)=0)Oc(ccl)cc(02)c1C(cleccecl)=C
C2=0

>

STOCK1IN-00577

CCC[C@@H](CCC(O)=0)N

>

STOCK1IN-00578

CC([C@@H]10c(c2ccc3)c30C)[C@
@H]20c2clccec2

STOCK1N-00580

CCCCCCCCCCCCCCCC(Nele(CCC)c(
CCCC)nc2cceec12)=0

STOCK1IN-00583

CCCc(c(OC(C)C)cl)cc2c10C(Ccce)=
C(c(ccl)cc3c10C03)C2=0

STOCK1IN-00585

CC(Oc(cc10C(C)=0)c(CN(CCC2)[C
@@H]2C(0)=0)c(0C=C20c(cc3)cc
c3F)c1C2=0)=0

STOCK1N-00586

CCOC(C(C)Oclec(OC(C=C2C)=0)c2
¢(0OC(C)C(0CC)=0)c1)=0

STOCK1N-00590

OC[C@@H](C(O)=0)NC(C(NCC(0)
=0)=0)=0

STOCK1IN-00591

CC(C)[C@@H](C(OC)=0)NC(C(CSC
1(C)C)N1C=0)=0

STOCK1IN-00593

CC(CCc(c(C)nc(clc2)ccc20C)c10)=
(0]

STOCK1N-00597

CC(OC[C@@H]([C@@H]([C@H](IC
@ @H]10C(C)=0)0C(C)=0)0C(C)=

0)0C10¢(cce(C(NCCCN1CCCCCl)=
0)c1)c10C)=0.Cl

STOCK1N-00598

CC(CCCCCCCCCCCCCO)(C(0)=0)C|
0)=0

STOCK1N-00600

O=C(CCclc[nH]c2clccee2)cleccecl

STOCK1IN-00601

COC(C([C@@H](Cc(Cc10)0)0)0)[C
@H]10

STOCK1N-00607

C(CC1)CCC1(CC1)Cc2cl[nH]clc2cc
ccl

STOCK1IN-00614

CCCOC(C1(CCC(C)(C)C2)C2C2=CCC
([C@](C)(CC30)C(CC4)C(C)(C)C30)
[C@@]4(C)[C@]2(C)CC1)=0

STOCK1IN-00618

CCC(NC(CC(C)(C)C1)=C([C@H]2¢(c

>




cc(OC)c3)c30C)C1=0)=C2C(0CC)=
0

C[C@]1(CC2)C(C(c3cceec3)=0)=CC
C1C1C2[C@](C)(CCC(C2)0C(C)=0)

STOCK1N-00620 C2=CC1 A A
CC(C)COc(cc1)ceccIC(N/C(/c(NCCC

STOCK1N-00622 0)=0)=C\c(cc1)cc2¢10C02)=0 A A
CC(n1c(ccec2)c2c(C(C(Oc2c3ccec?)

STOCK1N-00624 =0)=C30)c1)=0 N A
CC(C(C1C(N2)=0)C2=0)C(C)=CC1C

STOCK1N-00625 =C(C)C N A
CCc(c(OCC(NCCCC(0)=0)=0)c1)cc(

STOCK1N-00626 C(C)=C2)c10C2=0 A A

STOCK1N-00629 C(CN1CSsCC1)clc[nH]c2clccec2.Cl N A
CCOC(CN(ccccl)[C@@H]1clcencc

STOCK1N-00630 c1)=0 N A
CC(c(ccec(0CC=C)c1C)c101)=CC1=

STOCK1N-00632 (0] N A

STOCK1N-00636 CCCccc(ccicc(o)=0)oc1=0 N N
C[C@@H]1C2(CO)C(C)C=C(C)C1C(

STOCK1N-00637 clcccol)0OC2 N A
CC(c1c(/C=C2\N=C(/C=C(/C(C)/C3
CCC(0C)=0)\N/C3=C\C(C(CCcc(oC)
=0)/C3C)=N/C3=C3)C(C(C)OC)=C2

STOCK1N-00641 C)[nH]c3c1C)0C N A
CC1(C)c(ccee2)c2N(C2)[C@@]1(/C

STOCK1N-00642 =C/clcces1)NC2=0 A N

STOCK1N-00644 CC(C)(C1)OCC[C@@H]1C(0)=0 N A
CC(C)C[C@ @H](C(0)=0)NCc(c(01)

STOCK1N-00645 c(cc2)-c(ccee3)c3C1=0)c20 N A
CC(Oc(cc10C(C)=0)cc(0C(C)=C2c3

STOCK1N-00651 ¢sc(C)n3)c1C2=0)=0 A A
CCCCCc(ccl)cecc1C(/C=C1/c(cc(cc2)

STOCK1N-00653 0C)c20C(c2ccc(CCCCC)cc2)=C1)=0 | A A
OC(CCCC10C(CCCC(0)=0)0c(CCC

STOCK1N-00657 C(0)=0)01)=0 N A
CC(C(C(C1)/02)[Cc@](C)(cc3)c1ce
C3[C@](C)(CCC(C3)0C(C)=0)C3=C

STOCK1N-00658 C1)/C2=C(\C)/CC(CNC(C)=0)I A A
C[C@@H](CN(CCclccececl)S([O-

STOCK1N-00660 1)(=0)=0)0.[K+] A A
CC(C)(Ccinc2cceec2c(NCe2c(C)ec(

STOCK1N-00661 C)cc2)c11)CC1=0.0C(C(0)=0)=0 | A A




CC(C)(Cclc2cec3ccceccl13)N=C2NCC

STOCK1N-00662 (0)=0 N A
C[C@@H](C(0)=0)NCc(c(0C=C10

STOCK1N-00664 c(cc2)ccc2F)c(cc2)C1=0)c20 N A
CCCCC(Nc1c(C)c(CC)nc2ceeecl2)=

STOCK1N-00666 (0] N A
CCN(c(ccee1)c1C(0)=C1C(N2)=Nc(c

STOCK1N-00667 ccc3)c3C2=0)C1=0 A A

STOCK1N-00670 COc(ccc(CC=C)c1)c10 N A
CCC(C)[C@ @H](C(OC)=0)NC(COc(
ccl)cc(0OC=C20c3ccccc3)c1C2=0)=

STOCK1N-00673 (0] A A
CC(C)(cc(c1c(/C=C/c2ccco2)=0)=

STOCK1N-00674 0)CC1=0 N A
CCOC(C([C@]1(c(cceec2)c2N2)C2=0
)=C(c2cccecc2)OC(N)=C1C(0CC)=0)

STOCK1N-00678 =0 A A
CCccc[C@ @H](C[N+](C)(c)C)c(/C

STOCK1N-00680 =C/clcccccl)=0.[I-] A A
CC(C)(C)OC(N[C@H](CSCNC(clccee
¢1)=0)C(Oc(cc1)cc(OC=C2c(cc3)cc

STOCK1N-00685 4c30CC04)c1C2=0)=0)=0 A A
CC(OoC[C@@H]([C@@H]([C@H]([C
@ @H]10C(C)=0)0C(C)=0)0C(C)=
0)O[C@@H]1Sc(c(O)c(c(C(C(0C)=
C1C)=0)c20)C1=0)c2S[C@ @H]([C
@@H]([C@H]10C(C)=0)0C(C)=0)
O[C@H](COC(C)=0)[C@H]10C(C)=

STOCK1N-00686 0)=0 A A
COc(ccl)cc2cl1[nH]cc2CCNC(c(ccl)

STOCK1N-00687 ccclCl)=0 N N
CC(c(ccc(0CC(Oc(ccl)cc(OC(C(F)(F)
F)=C20c(cc3)ccc3C(0C)=0)c1C2=0

STOCK1N-00692 )=0)c1)c101)=CC1=0 A A
CC/N=C1\C(C(CC(C)(C)C2)=0)=C2N

STOCK1N-00694 c2clceec2.0C(C(0)=0)=0 N A
CC(C)(C1)OCC[C@@H]1C(COc(ccl)

STOCK1N-00700 cc(02)c1C(cleceecl)=CC2=0)=0 | A A
CCCc(c(OCC)c)ec(C2=C3CCC2)c10

STOCK1N-00706 C3=0 N A
CC(C)([C@@H]1CC=C(C)[C@H]2C1

STOCK1N-00708 )OC2c(ccl)cecclO N A

STOCK1N-00709 CC(N/C(/C(N)=0)=C/c(cc1)cc2c10 | N A




C02)=0

STOCK1IN-00710

CCNCC1(CCCC1)c(cel)ec(0C)c10C.
cl

STOCKIN-00711

CC(C)CCn1c(N(C)C)nc(N(C)C(N2)=
0)c1C2=0

STOCK1IN-00712

CC(C)C[C@®@H](C(0)=0)NC(C(C)O
c(cc1)cc(02)c1C(clcccecl)=CC2=0
)=0

STOCK1IN-00713

OC(CNC(CCCCCCCC(NCC(0)=0)=0)
=0)=0

STOCK1IN-00714

CC(CCC1(C)c(C)=Cccecl1c)cloc=
0

STOCK1IN-00716

CCc(c(0C)cl1)cc2c10C=C(clccc(C(O
CC)=0)01)C2=0

STOCK1IN-00717

C[C@@H](C(NCC(CC1)CCC1C(0)=
0)=0)0c(ccl)cc(02)c1c(CCcCl)=C1
C2=0

STOCK1IN-00718

0=C(/C=C/c(cc1)cc2c10CCO2)c(cc
ccl)c10Cclcccccl

STOCK1IN-00719

COC([C@H](Cc(ccl)ccclO)NC([C@
H](CC1)N(C(OCc2ccccc2)=0)C1=0)
=0)=0

STOCK1N-00720

CC(O)([Ce@H](Cc1)o[Cc@]1(C)[C
@H]([C@@H](C1)0C(C)=0)[C@](C
)(CC2)[Ce@]1(C)[C@@H](C[C@H
]10C(C(C30C(C)=0)0C(C)=0)0C(C
0C(C)=0)C30C(C)=0)[C@@]2(C2)]
C@]2(CC2)c1c(C)(C)[C@ @H]20C(
C(C10C(C)=0)0C(C)=0)0CC10C(C)
=0)0

STOCK1IN-00722

Cclncc(CCn2c(ccee3)c3c3c2CCN(C
)C3)ccl.Cclncc(CCn2c(ccee3)c3c3c
2CCN(C)C3)cc1.05(0)(=0)=0.0S(0
)(=0)=0.05(0)(=0)=0

STOCK1IN-00725

CC1=CCC(CN(CCCN(C)C)CC2CC=C(
c)cc2)ccl

STOCK1IN-00726

CCOC(c1c(CCN(C(c2c3ccec2)=0)C3
=0)c(cc(cc2)Br)c2[nH]1)=0

STOCK1IN-00727

CC(C)C[C@H](C(NCC(N)=0)=0)NC(
[C@H](CCC1)N1C(C(CC1)CCNIC([C
@H](CCC1)N1C(OCclcccecl)=0)=
0)=0)=0

>

STOCK1IN-00729

CC(C)C10CC2(CO)N1CL(CCCCC1)0

=2

>




Cc2

STOCK1IN-00730

CC(Oclc2cec(OCC(ON(C(CC3)=0)C
3=0)=0)c1)=C(c(cc1)cc3c10CCCO3
)C2=0

STOCK1IN-00734

CCCc(c(0C)c1)cc2c10C(C)=C(c(cc1
)cc3c10CCCO3)C2=0

STOCK1IN-00735

CC(NC(N[C@H](CSC1)[C@H]10C(C
}=0)=0)=0

STOCK1IN-00736

Cc(c)(c(cc12)c3)[C@]1l[Ce@@]23
c(c)(c)cC[C@H]10

STOCK1N-00737

CCOc(ccl)cec1C(OCCIC@ @H]1C(C
CCC2)[N+]2(C)CCC1)=0.[I-]

STOCK1IN-00740

CC(C)NC[C@@H](c(cc1)cc(O)c10)
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