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5 

Host Factor Conc 
L3 0 . 0 ng / ml 
IL3 0 . 01 ng / mL 
IL3 0 . 1 ng / mL 
IL3 1 ng / mL 
?L3 10 ng / mL 
IL3 100 ng / mL 
IL15 0 . 0 ng / ml 
IL15 0 . 01 ng / mL 
IL15 0 . 1 ng / mL 
IL15 1 ng / mL 
IL15 10 ng / mL 
IL15 100 ng / mL 
IL6 0 . 0 ng / ml 
IL6 0 . 01 ng / mL 
IL6 0 . 1 ng / mL 
IL6 1 ng / mL 
IL6 10 ng / mL 
IL6 100 ng / mL 
SCF 0 . 0 ng / ml 
SCF 0 . 01 ng / mL 
SCF 0 . 1 ng / mL 
SCF 1 ng / mL 
SCF 10 ng / mL 
SCF 100 ng / mL 
FLT3 0 . 0 ng / ml 
FLT30 . 01 ng / mL 
FLT3 0 . 1 ng / mL 
FLT3 1 ng / mL 
FLT3 10 ng / mL 
FLT3 100 ng / mL 
IL4 0 . 0 ng / ml 
IL4 0 . 01 ng / mL 
IL4 0 . 1 ng / mL 
IL4 1 ng / mL 
IL4 10 ng / mL 
IL4 100 ng / mL 

Hill EC50 
0 . 5391 5 . 1118 
0 . 4619 7 . 5159 
0 . 3164 22 . 1664 
0 . 3553 23 . 3197 
0 . 3911 22 . 5621 
0 . 4276 21 . 5773 
0 . 5374 4 . 5252 
0 . 5456 4 . 7956 
0 . 5223 5 . 1369 
0 . 5639 4 . 6853 
0 . 5474 4 . 8593 
0 . 5803 4 . 2075 
0 . 5269 4 . 5635 
0 . 53954 . 6483 
0 . 5771 4 . 2131 
0 . 5312 4 . 645 
0 . 5605 4 . 494 
0 . 5772 4 . 4834 
0 . 5433 5 . 0496 
0 . 5206 5 . 1184 
0 . 5289 4 . 7638 
0 . 5263 14 . 9426 
0 . 5293 4 . 9611 
0 . 5473 4 . 8079 
0 . 5785 4 . 0982 
0 . 5549 3 . 251 
0 . 5837 4 . 0456 
0 . 5677 4 . 1235 
0 . 567 3 . 6648 

0 . 6116 I 3 . 9157 
0 . 494 6 . 2811 

0 . 4721 7 . 6786 
0 . 4582 10 . 607 
0 . 4529 11 . 2471 
0 . 4687 10 . 4343 
0 . 4579 11 . 1402 

EC50CI r2 
3 . 8724 - 6 . 7479 0 . 987 
. 4628 - 10 . 3405 0 . 983 

12 . 1764 - 40 . 3525 0 . 944 
14 . 1087 - 38 . 5443 10 . 958 
14 . 9315 - 34 . 0924 10 . 971 
15 . 2841 - 30 . 4619 | 0 . 979 
3 . 4241 - 5 . 9805 0 . 987 
3 . 6317 - 6 . 3325 0 . 987 
3 . 9508 - 6 . 6792 0 . 988 
3 . 4341 - 6 . 3924 0 . 984 
3 . 7109 - 6 . 3630 0 . 987 
3 . 2656 - 5 . 4211 0 . 989 
3 . 2798 - 6 . 3497 0 . 982 
3 . 4190 - 6 . 3197 0 . 984 
3 . 1209 - 5 . 6876 0 . 984 
3 . 4403 - 6 . 2716 0 . 984 
3 . 4060 - 5 . 9295 0 . 986 
3 . 4583 - 5 . 8123 0 . 988 
3 . 8776 - 6 . 5759 0 . 988 
3 . 7436 - 6 . 9982 0 . 984 
3 . 5384 - 6 . 4137 0 . 985 
3 . 7637 - 6 . 4909 0 . 987 
3 . 5256 - 6 . 9812 0 . 98 
3 . 7504 - 6 . 1636 0 . 989 
2 . 9655 - 5 . 6635 0 . 982 
2 . 3904 - 4 . 4215 0 . 984 
3 . 1306 - 5 . 2282 0 . 988 
. 9621 - 5 . 7402 0 . 981 

2 . 7944 - 4 . 8065 0 . 987 
2 . 9477 - 5 . 2015 0 . 986 
4 . 3841 - 8 . 9990 0 . 979 
5 . 1536 - 11 . 4406 0 . 974 
7 . 3974 - 15 . 2093 10 . 978 
7 . 8367 - 16 . 1418 | 0 . 978 
7 . 1849 - 15 . 1533 0 . 977 
7 . 6311 - 16 . 26290 . 976 

2 
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Host Factor Conc 
TSLP 0 . 0 ng / ml 
TSLP 0 . 01 ng / mL 
TSLP 0 . 1 ng / mL 
TSLP / 1 ng / mL 
TSLP 10 ng / mL 
TSLP 100 ng / mL 
MCSF 0 . 01 ng / mL 
MCSF | 0 . 1 ng / mL 
MCSF 1 ng / mL 
MCSF 10 ng / mL 
MCSF | 100 ng / mL 
ILO 0 . 0 ng / ml 
IL9 0 . 01 ng / mL 
ILO 0 . 1 ng / mL 
IL9 ng / mL 
IL9 10 ng / mL 
IL9 100 ng / mL 

GMCSF 0 . 0 ng / ml 
GMCSF 0 . 01 ng / mL 
GMCSF 
GMCSF 1 ng / mL 
GMCSF 10 ng / mL 
GMCSF 100 ng / mL 
CXCL12 0 . 0 ng / ml 
CXCL12 0 . 01 ng / mL 
CXCL12 | 0 . 1 ng / mL 
CXCL121 ng / mL 
CXCL12 10 ng / mL 
CXCL12 100 ng / mL 

Hill 
0 . 5017 
0 . 4805 
0 . 5043 
0 . 456 L 
0 . 4007 
0 . 4177 
0 . 5375 
0 . 5247 
0 . 5357 
0 . 517 
0 . 5489 
0 . 5582 
0 . 5585 | 
0 . 5698 
0 . 538 / 
0 . 5789 
0 . 5306 
0 . 4922 
0 . 5195 
0 . 4903 
0 . 5287 
0 . 4985 
0 . 50775 
0 . 5302 
0 . 5506 
0 . 555 
0 . 5543 
0 . 5257 
0 . 5626 

EC50 EC50CI 
4 . 9482 3 . 5263 - 6 . 9434 
5 . 692 3 . 8453 - 8 . 4256 
8 . 314 6 . 0702 - 11 . 3872 
13 . 35 10 . 1901 - 17 . 4896 

18 . 4296 12 . 8535 - 26 . 4247 
17 . 6412 | 11 . 9235 - 26 . 1008 
4 . 803 3 . 0670 - 7 . 5216 
5 . 4838 3 . 8284 - 7 . 8550 
4 . 6983 3 . 2180 - 6 . 8595 
4 . 6896 3 . 2354 - 6 . 7975 
4 . 943 3 . 4050 - 7 . 1756 
4 . 2149 2 . 9368 - 6 . 0491 
4 . 3679 3 . 0111 - 6 . 3359 
4 . 0533 2 . 8653 - 5 . 7341 
4 . 6609 3 . 1394 - 6 . 9198 
4 . 4575 2 . 8883 - 6 . 8792 
5 . 3572 3 . 5917 - 7 . 9905 
4 . 9682 3 . 4753 - 7 . 1024 
4 . 4331 3 . 1515 - 6 . 2359 
5 . 2002 3 . 7301 - 7 . 2496 
5 . 0754 3 . 5354 - 7 . 2862 
5 . 1825 3 . 6136 - 7 . 4324 
. 2664 3 . 9156 - 7 . 0832 

4 . 2517 3 . 0049 - 6 . 0157 
4 . 02 2 . 8966 - 5 . 5790 

4 . 3428 3 . 0724 - 6 . 1384 
4 . 9481 3 . 5552 - 6 . 8868 
6 . 341 4 . 6141 - 8 . 7143 
7 . 7776 5 . 4588 - 11 . 0814 

r2 
0 . 981 
0 . 975 
0 . 983 
0 . 987 
0 . 978 
0 . 974 
0 . 968 
0 . 979 
0 . 977 
0 . 978 
0 . 978 
0 . 979 
0 . 977 
0 . 98 
0 . 975 
0 . 97 
0 . 975 
0 . 979 
0 . 981 
0 . 982 
0 . 978 
0 . 979 
0 . 985 
0 . 98 
0 . 982 
0 . 98 
0 . 982 
0 . 983 
0 . 979 
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Host Factor Conc 
GCSF 0 . 0 ng / ml 
GCSF 0 . 01 ng / mL 
GCSF 0 . 1 ng / mL 
GCSF | 1 ng / mL 
GCSF 10 ng / mL 
GCSF 100 ng / mL 
TGFb 0 . 0 ng / ml 
TGFb 0 . 01 ng / mL 
TGFb 0 . 1 ng / mL 
TGFb 1 ng / mL 
TGFb 10 ng / mL 
TGFb 100 ng / mL 
L2 0 . 0 ng / ml 
IL2 0 . 01 ng / mL 
IL2 0 . 1 ng / mL 
IL2 1 ng / ml 
IL2 10 ng / mL 
L2 100 ng / mL 
IL7 0 . 0 ng / ml 
IL7 0 . 01 ng / mL 
IL7 0 . 1 ng / mL 1 
ILT 1 ng / mL 
IL7 
L7 100 ng / mL 

Hill 
0 . 4859 
0 . 4888 
0 . 4995 
0 . 5238 
0 . 5082 
0 . 5071 
0 . 5196 
0 . 8345 
1 . 3386 
1 . 1768 
1 . 0645 
1 . 258 

0 . 5186 
0 . 4837 
0 . 4856 
0 . 51 

0 . 5181 
0 . 507 

0 . 4659 
0 . 3318 
0 . 3661 
0 . 3761 
0 . 383 
0 . 352 

EC50 EC50CI 
5 . 3848 3 . 8070 - 7 . 6163 
5 . 6829 4 . 1379 - 7 . 8048 
5 . 2436 3 . 5467 - 7 . 7522 
4 . 4557 2 . 9858 - 6 . 6491 
5 . 5333 3 . 8070 - 8 . 0422 
5 . 5916 3 . 8599 - 8 . 1003 
4 . 4138 3 . 1588 - 6 . 1674 
2 . 0792 1 . 3877 - 3 . 1152 
1 . 0712 0 . 6824 - 1 . 6815 
1 . 2921 0 . 8022 - 2 . 0810 
1 . 4597 0 . 8969 - 2 . 3756 
1 . 4057 0 . 8535 - 2 . 3151 
4 . 3969 3 . 0447 - 6 . 3495 
4 . 8218 3 . 3902 - 6 . 8578 
4 . 531 3 . 0037 - 6 . 8346 

4 . 4851 3 . 1998 - 6 . 2866 
4 . 753 | 3 . 2444 - 6 . 9630 

4 . 6062 3 . 3039 - 6 . 4219 
7 . 0902 5 . 2763 - 9 . 5276 
61 . 9094 41 . 1312 - 93 . 1840 
251 . 4246 157 . 6730 - 400 . 9203 
281 . 2124 165 . 0664 - 479 . 0824 
286 . 5185 | 173 . 4620 - 473 . 2615 
448 . 189 245 . 0635 - 819 . 6787 

0 . 98 
0 . 983 
0 . 975 
0 . 974 
0 . 977 
0 . 978 
0 . 981 
0 . 972 
0 . 943 
0 . 949 
0 . 954 
0 . 947 
0 . 978 
0 . 98 

0 . 974 
0 . 981 
0 . 977 
0 . 982 
0 . 985 
0 . 971 
0 . 958 
0 . 947 
0 . 95 
0 . 938 
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Reg Number 
SJ000000250 

SJ000000854 

SJ000113084 

SJ000126662 

SJ000285182 

SJ000285183 

SJ000285185 

SJ000285188 

SJ000285190 
SJ000285193 
SJ000285194 

Molsmiles Synonym 
CCCNC [ C @ H ] ( O ) COclccccc1C ( = O ) CCc2cc PROPAFENONE 
ccc2 
OC1 = C ( Oc2cc ( O ) ( O ) c2C1 = 0 ) c3ccc ( O ) ( O QUERCETIN 
c3 
COcicc2nc ( nc ( N ) c2cc10C ) N3CCN ( CC3 ) C ( DOXAZOSIN 
= O ) C4C0c5ccccc504 
Nclnc ( SCc2ccc ( cc2 ) [ N + ] = O ) [ O NBTGR 
] ) c3ncn ( [ C @ @ H ] 40 [ C @ H ] ( CO ) [ CH ] ( O ) C 
40c3n1 
CC ( = C ) [ C @ @ H ] 1 [ C @ H ] 20C ( = O ) [ C @ @ H ] PICROTOXININ 
1 [ C @ ] 3 ( 0 ) C [ C @ H ] 40 [ C @ ] 45C ( = O ) [ C @ 
H ] 2 [ C @ ] 35C 
CCCCCCCCCCCCCCCC [ nt ] lccccc1 CETYLPYRIDINIUM 

CHLORIDE 
CCN ( CC ) CCCC ( C ) Nclccnc2cc ( CI ) ccc 12 CHLOROQUINE 

DIPHOSPHATE 
NCI = NC ( = O ) N ( C = C1 ) [ C @ @ H ] 20 [ C @ H ] ( CYTARABINE 
CO ) [ C @ @ H ] 0 [ C @ @ H ] 20 
Oclncc ( F ) ( O ) nl | FLUOROURACIL 
CN ( CCC ) CCCI CHLORMETHINE 
N [ C @ @ H ] ( Cclcccccl ) N ( CCCI ) CCCI ) C ( = 0 MELPHALAN 
0 
NC ( Cclcccccl ) N ( CCCI ) CCCI ) C ( = O ) 0 | MELPHALAN 
Sc1 [ nH | cnc2ncnc12 MERCAPTOPURINE 
CN ( Cclcnc2nc ( N ) nc ( N ) c2nl ) c3ccccc3 ) C ( = METHOTREXATE 
O ) N [ C @ @ H ] ( CCC ( = O ) O ) C ( = O ) O 
COclc ( C ) 2COC ( = O ) c2c ( O ) c1C \ C = C ( C ) \ C MYCOPHENOLIC 
CC ( = O ) 0 ACID 
NC ( = N ) c1ccc ( OCCCCCOc2ccccc2 ) C ( = N ) N PENTAMIDINE 
cc1 | ISETHIONATE 
CCN ( CC ) CCCC ( C ) Nclc2ccc ( CI ) cc2nc3ccc ( QUINACRINE 
OC ) cc13 
COclcc20C [ C @ H ] 30c4c5C [ C @ @ H ] ( Oc5c ROTENONE 
Cc4C ( = O ) [ C @ H ] 3c2cc10C ) C ( = C ) C 
O = C1CC20CC = C3CN4CC [ C @ @ ] 56C4C [ C STRYCHNINE 
@ @ H ] 3 [ C @ @ H ] 2C5N1c7ccccc67 
CC [ Hg / Sclccccc1C = 00 | THIMEROSAL 

| NC1nc ( Sc2 [ nHjcnc . nl THIOGUANINE 
OC ( = O ) CCCclcccccl ) N ( CCCI ) CCCI CHLORAMBUCIL 
COclccc ( C [ C @ H ] ( N ) C ( = O ) N [ C @ @ H ] 2 [ C PUROMYCIN 
@ @ H ] ( CO ) OC ( C @ @ H ] 20 ) n3cnc4c ( ncnc3 
4 ) N ( CC ) ccl 

SJ000285194 
SJ000285195 
SJ000285196 

SJ000285197 

SJ000285200 

SJ000285202 

SJ000285203 

SJ000285206 

SJ000285207 
SJ000285208 
SJ000285210 
SJ000285212 
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Reg Number 
SJ000285215 

SJ000285215 

SJ000285218 
SJ000285219 

SJ000285219 

SJ000285220 

SJ000285221 

SJ000285225 

Molsmiles Synonym 
CC [ C @ H ] 1CN2CCc3cc ( OC ) ( OC ) cc3C2C [ EMETINE 
C @ @ H ] 1CC4NCCc5cc ( OC ) ( OC ) cc45 
CC [ C @ H ] 1CN2CCc3cc ( OC ) ( OC ) cc3 [ C @ EMETINE 
@ H ] 2C [ C @ @ H ] 1C [ C @ H ] 4NCCc5cc ( OC ) 
OC ) cc45 
CC12C3CCC ( 03 ) C1 ( C ) C ( = O ) OC2 = 0 CANTHARIDIN 
C [ C @ H ] 10C ( C ( O ) [ C @ @ H ] 10 ) N2C = C ( F ) C FLUORO - 5 
( = O ) NC2 = 0 DEOXYURIDINE 
C [ C @ H ] 10 [ C @ H ] ( [ C @ H ] ( O ) [ C @ @ H ] 10 ) FLUORO - 5 ' 
N2C = C ( F ) C ( = O ) NC2 = 0 DEOXYURIDINE 
C \ C \ 1 = C \ CC [ C @ @ ] 2 ( C ) 0 [ C @ @ H ] 2 [ C @ H ] PARTHENOLIDE 
30C ( = O ) C ( = CC @ @ H ] 3CC1 
NcInc ( N ) c2nc ( CNc3ccccc3 ) C ( = O ) NC ( CCC | AMINOPTERIN 
( = O ) O ) C ( = O ) O ) cnc2nl 
CCCCC [ C @ @ H ] 1 [ C @ @ H ] ( OC ( = O ) CC ( C ) ANTIMYCIN A 
C ) [ C @ H ] ( C ) OC ( = O ) [ C @ @ H ] ( NC = O ) c2 
C ( NC = 0 ) c20 ) [ C @ @ H ] ( C ) OC1 = 0 
CC1 = CN ( C @ H ] 2C [ C @ @ H ] ( [ N ZIDOVUDINE 
] [ + ] # N ) [ C @ @ H ] ( CO ) 02 ) C ( = ONCl = 0 
NC1 = NC ( = O ) N ( C = N1 ) [ C @ @ H ] 20 [ C @ H ] AZACITIDINE 
CO ) [ C @ @ H ] ( O ) [ C @ H ] 20 
C [ C @ H ] 1C [ C @ H ] ( C ) C ( = O ) [ C @ @ H ] ( C1 ) [ C | CYCLOHEXIMIDE 
@ H ] ( O ) CC2CC ( FO ) NC ( FO ) C2 

INC ( COCK O ) [ CH - ] [ NT ] # N ) C = O0O AZASERINE 
CC ( C ) CC ( = O ) OCIC ( O [ C @ @ H ] 2C [ C @ H ] ( [ ATRACTYLOSIDE 
C @ H ] 3CC [ C @ @ ] 45CC ( CC [ C @ H ] 4 [ C @ ] 3 ( 
C ) C2 ) C ( = C ) [ C @ @ H ] 50 ) C ( = O ) 0 ) OC ( CO ) C 
( OS ( = O ) ( = O ) [ O - ] ) CIOS ( = O ) = O ) [ O - ] 
COclcc ( cc ( OC ) c10C ) [ C @ H ] 2 [ C @ @ H ] 3 [ C PODOFILOX 
@ H ] ( COC3 = O ) [ C @ @ H ] ( O ) c4cc50COc5cc2 

SJ000285226 

SJ000285227 

SJ000285228 

SJ000285229 
SJ000285231 

SJ000285232 

SJ000285232 PODOFILOX 

SJ000285234 SALINOMYCIN 

COclcc ( cc ( OC ) C10C ) [ C @ H ] 2 [ C @ @ H ] 3C ( 
COC3 = O ) [ C @ @ H ] ( O ) c4cc50COc5cc24 
CC [ C @ H ] ( [ C @ H ] 1CC [ C @ H ] ( C ) [ C @ @ H ] ( 
01 ) [ C @ @ H ] ( CC @ H ] ( O ) [ C @ H ] ( C ) C ( = O ) [ 
C @ H ] ( CC ) [ C @ H ] 20C3 ( O [ C @ @ ] 4 ( CC [ C @ 
( C ) ( 04 ) [ C @ H ] 5CC [ C @ ] ( O ) CC ) [ C @ H ] ( C ) 
05 ) [ C @ H ] ( O ) C = C3 ) [ C @ H ] ( C ) C [ C @ @ H ] 2 
C ) C ( = O ) 0 
COclcc ( cc ( OC ) c10 ) C @ H ] 2 [ C @ @ H ] 3 [ C @ 
H ] ( COC3 = O ) [ C @ H ] ( O [ C @ @ H ] 40 [ C @ @ H 
] 5CO [ C @ @ H ] ( C ) 0 [ C @ H ] 5 [ C @ H ] ( 0 ) [ C @ 
H ] 40 ) c6cc70COc7cc26 
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Reg Number 
SJ000285238 

SJ000285241 
SJ000285242 

SJ000285243 

SJ000285244 

Molsmiles Synonym 

COC1 = CC = C2C = CC1 = O ) [ C @ H ] ( CCc3cc ( COLCHICINE 
OC ) c ( OC ) c ( OC ) c23 ) NC ( = O ) C 
Cnlcnc ( c1Sc2 [ nH ] cnc3ncnc23 ) [ N + ] = O ) [ O - ] | AZATHIOPRINE 

| CC ( C ) ( C ) CC ( C ) ( C ) clccc ( OCCOCC [ N + ] ( C ) ( BENZETHONIUM 
C ) Cc2ccccc2 ) ccl CHLORIDE 
CO [ C @ @ ] 12 [ C @ @ H ] 3NC3CN1C4 = C ( [ C @ MITOMYCIN 
@ H ] 2COC ( = OÀN ) C ( = 0 ) C ( = C ( C ) C4 = ONG 
CC ( C ) CCINC ( = O ) C ( CCCN ) NC ( = O ) C ( NC = GRAMICIDIN 
O ) C2CCCN2C ( = O ) C ( Cc3ccccc3 ) NC ( = O ) C ( 
CC ( C ) C ) NC ( = O ) C ( CCCN ) NC ( = O ) C ( NCIO 
) C4CCCN4C ( = O ) C ( Cc5ccccc5 ) NC1 = 0 ) C ( C ) 
C ) C ( C ) C 
C [ n + ] 1c2cc ( N ) ccc2cc3ccc ( N ) cc13 ACRIFLAVINIUM 
CC ( C ) CINC ( = O ) C ( NC ( = O ) C2 = C ( N ) C ( = O ) CDACTINOMYCIN 
( = C30c4c ( C ) ccc ( C ( = O ) NC5C ( C ) OC ( = O ) C ( 
C ( CFC ) N ( C ) C O ) CN ( C ) C = O ) C6CCCC & CC 
O ) CNC5 = 0 ) C ( C ) C?c4N = C23 ) COC ( C ) OC 

= O ) C ( C ( C ) C ) N ( C ) C ( = O ) CN ( C ) C ( = O ) C7CC 
CC7C1 = 0 
CC [ C @ @ ] 1 ( 0 ) C [ C @ H ] ( O [ C @ H ] 2C [ C @ @ AKLAVINE 
H ] { [ C @ H ] ( O ) [ C @ H ] ( C ) 02 ) N ( C ) C ) c3c ( 0 ) c4 HYDROCHLORIDE 
C ( = O ) c5c ( 0 ) cccc5C ( = O ) c4cc3 [ C @ H ] 1C ( = O 

SJ000285246 
SJ000285249 

SJ000285256 

DOC 
SJ000285261 

SJ000285262 

CN ( C ) clccccc1 ) C ( = C2C = CC ( = [ N + ] ( C ) C ) C GENTIAN VIOLET 
= C2 ) c3ccc ( cc3 ) N ( C ) C 
C [ C @ @ H ] 1OC ( = O ) CC ( O ) CC ( O ) CCC ( O ) C ( AMPHOTERICIN B 
OCC ( O ) C [ C @ ] 2 ( 0 ) C [ C @ H ] ( 0 ) C ( C ( C [ C @ 
@ H ] ( OC30C ( C ) C ( O ) [ C @ @ H ] ( N ) C30 ) \ C = 
C \ C = C \ C = C \ C = C \ C = C \ C = C \ C = C \ [ C @ H ] ( C ) 
[ C @ @ H ] ( O ) [ C @ H ] 1C ) 02 ) C ( = O ) 0 
OC ( = O ) clccc { ccl ) S ( = O ) ( = O ) N ( Cl ) C1 HALAZONE 
CN ( CC ( = S ) SSC ( = S ) N ( C ) C THIRAM 
S = P ( NICC1 ) ( N2CC2 ) N3CC3 ???????? 
OC [ C @ H ] 10C ( C [ C @ H ] 10 ) N2C = C ( F ) C ( = 0 FLOXURIDINE 
NC2 = 0 
Oclc ( Cl ) cc ( C1 ) C ( Cl ) c1Cc2c ( O ) ( Cl ) cc ( CI ) c2 HEXACHLOROPHEN 

SJ000285263 
SJ000285267 
SJ000285270 
SJ000285272 

SJ000285273 
C1 

SJ000285276 CCN ( CC ) CCNclccc ( CO ) c2Sc3ccccc3C ( = O ) HYCANTHONE 
c12 
COC ( = O ) Nclnc2cc ( ccc2 [ nH ] 1 ) C ( = O ) c3cccs NOCODAZOLE SJ000285278 

SJ000285279 
SJ000285285 

CC [ N + ] ( C ) ( C ) clcccc ( O ) el 
CN ( C ) clnc ( nc ( nl ) N ( C ) C ) N ( C ) C 

EDROPHONIUM 
ALTRETAMINE 
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Reg Number 
SJ000285292 
SJ000285294 

Molsmiles Synonym 
N [ C @ @ H ] 1CONC1 = 0 CYCLOSERINE 
CC ( = O ) [ Hg ] clcccccl PHENYLMERCURIC 

ACETATE 
CCC1 = CN ( C2OCC ( O ) C2CO ) C ( = O ) NC1 = 0 EDOXUDINE 
CC [ C @ H ] ( CIOC ( CC ) ( C [ C @ @ H ] 1C ) C2CC [ I LASALOCID 
C @ ] 0 ) ( CC ) [ C @ H ] ( C ) 02 ) C ( = O ) C ( C ) [ C @ SODIUM 
@ H ] ( 0 ) [ C @ H ] ( C ) CCc3ccc ( C ) ( O ) c3C ( = O ) 

SJ000285299 
SJ000285307 

SJ000285308 

SJ000285313 

SJ000285315 
SJ000285316 

SJ000285317 
SJ000285318 

Colcc ( N ) c2ccccc2 [ n + ] 1CCCCCCCCCC [ n + ] DEQUALINIUM 
3c ( C ) cc ( N ) c4ccccc34 CHLORIDE 
CCCCCCCC \ C = C \ CCCCCCCCOP ( = O ) ( O ) O ELAIDYLPHOSPHOC 
CC [ N + ] ( C ) ( C ) C HOLINE 
CCCCCCNC ( = O ) NIC = C ( F ) C ( = O ) NCI - O CARMOFUR 

| CCC [ C @ @ H ] 1C [ C @ H ] ( N ( C ) C1 ) C ( = O ) N [ C LINCOMYCIN 
@ H ] ( [ C @ @ H ] ( CO ) [ C @ H ] 20 [ C @ H ] ( SC ) [ 
C @ H ] ( O ) [ C @ @ H ] ( O ) [ C @ @ H ] 20 
Oclcccc2cccnc12 | OXYQUINOLINE 
CNC ( = 0 ) Ociccc2N ( C ) [ C @ H ] 3N ( C ) CC [ C @ PHYSOSTIGMINE 
@ ] 3 ( C ) c2c1 SALICYLATE 
CCCCC ( CC ) CN = C ( N ) N = C ( N ) NCCCCCCN ALEXIDINE 
C = NC ( = NCC ( CC ) CCCC ) NON HYDROCHLORIDE 

| OCCNCCNclccc ( NCCNCCO ) 2C ( = O ) c3c | MITOXANTRONE 
O ) ccc ( O ) c3C ( = O ) c12 
O [ Hg ] clc ( O ) c ( Br ) cc2C ( = C3C = C ( Br ) C ( = O ) C MERBROMIN 
= C30c12 ) c4ccccc4C ( = O ) O 
C [ n + ] 1cc2c30C0c3ccc2c4ccc5cc6OCOcbcc SANGUINARINE 
5c14 SULFATE 
S = C1CC = CC = [ N + ] 10 [ Zn ] ON2C = CC = CC2 = PYRITHIONE ZINC 

SJ000285319 

SJ000285321 

SJ000285323 

SJ000285327 

SJ000285332 

SJ000285334 CO [ C @ H ] 1C [ C @ H ] ( O [ C @ H ] 2 [ C @ H ] ( C ) [ C OLEANDOMYCIN 
Ocampo1CWHICCICO @ HI | PHOSPHATE . @ @ H ] ( O [ C @ @ H ] 30 [ C @ H ] ( C ) C [ C @ @ H ] 

[ C @ H ] 30 ) N ( C ) C ) [ C @ @ H ] ( C ) C [ C @ @ ] 4C 
04 ) C ( = O ) [ C @ H ] ( C ) [ C @ @ H ] ( O ) [ C @ @ H ] ( 
C ) [ C @ @ H ] ( C ) OC ( = O ) [ C @ @ H ] 2C ) 0 [ C @ @ 
H ] C [ C @ @ H ] 10 
CC [ C @ ] 1 ( 0 ) CC2CN ( CCc3c ( [ nH ] c4ccccc34 ) | VINBLASTINE 
[ C @ @ ] ( C2 ) C ( = O ) OC ) c5cc6ccc50C ) N ( C ) [ 
C @ H ] 7 [ C @ ] ( O ) ( [ C @ H ] ( OC ( = O ) C ) [ C @ ] 8 ( C 
C ) C = CCN9CC [ C @ ] 67 [ C @ H ] 89 ) C ( = O ) OC ) 
C1 

SJ000285335 
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SJ000285335 CCC1 ( 0 ) CC2CN ( CCc3c ( [ nH ] c4ccccc34 ) [ C VINBLASTINE 

@ @ ] ( C2 ) ( C ( PO ) OC ) c5cc6c6cc5OC ) N ( C ) C7 [ 
C @ ] ( O ) [ C @ H ] ( OC ( = O ) C ) [ C @ ] 8 ( CC ) C = C 
CN9CC [ C @ ] 67 [ C @ H ] 89 ) C ( = O ) OC ) C1 

SJ000285337 C \ C ( = C \ C ( = O ) 0 ) \ C = C \ C = C ( / C ) \ C = C \ C1 = CC ISOTRETINOIN 
C ) CCCCi ( C ) ? 

SJ000285337 C \ C ( = C / C = C / C ( = C / C ( = 0 ) 0 ) / C ) \ C = C \ C1 = CC TRETINOIN 
C ) CCCCi ( C ) ? 

SJ000285338 Clclccc ( NC ( = N ) NC ( = N ) NCCCCCCNC ( = N ) CHLORHEXIDINE 
NCC = N ) Nc2ccc ( Cl ) cc2 ) cc1 

SJ000285343 OC ( = O ) CCC ( = O ) Nclcccccl ) S ( = O ) ( = O ) Nc2 
nccs2 IAZOLE 

SJ000285358 C [ C @ ] 12CCC ( = O ) C = C1CC [ C @ H ] 3 [ C @ @ HYDROCORTISONE 
H ] 4CC [ C @ ] ( O ) ( C = 0 ) CO ) [ C @ @ ] 4 ( C ) C [ C 
@ H ] 0 [ C @ H ] 23 

SJ000285363 CSclccc2Sc3ccccc3CC ( N4CCN ( C ) CC4 ) c2cl METITEPINE 
SJ000285364 COclccccc1 ) [ C @ @ H ] 2Sc3ccccc3N ( CCN ( C DILTIAZEM 

C ) C ( = O ) [ C @ @ H ] 2OCE = O ) C 
SJ000285365 CC [ C @ ] 1 ( 0 ) OC ( [ C @ @ H ] ( C ) C [ C @ H ] 1C ) [ C MONENSIN SODIUM 

@ H ] 2C [ C @ H ] ( C ) C ( 02 ) [ C @ 13 ( CC ) CC [ C @ SALT 
@ H ] ( 03 ) [ C @ ] 4 ( C ) CCC5 ( C [ C @ H ] ( 0 ) [ C @ 
@ H ] ( C ) [ C @ H ] ( 05 ) [ C @ H ] ( C ) [ C @ @ H ] ( OC ) 
[ C @ H ] ( C ) C ( = O ) 0 ) 04 

SJ000285368 CC @ 12CCC @ H ] 3 [ C @ @ H ] ( CCC @ ] 40 ) STROPHANTHIDIN 
C [ C @ @ H ] ( 0 ) CC [ C @ ] 34C = O ) [ C @ @ ] 1 ( 0 ) C 
C [ C @ @ H ] 2C5 = CC ( = O ) OC5 

SJ000285369 OC1 = CC = Cc2ccc ( O ) ( O ) c2C1 = 0 PYROGALLIN 
SJ000285373CNIC2CCC1CC ( C2 ) C ( = O ) C ( CO ) c3ccccc3 ATROPINE 
SJ000285375 CC ( NC ( C ) ( C ) C ) C ( = O ) clcccc ( Cl ) c1 BUPROPION 
SJ000285382 C [ C @ @ H ] 1CC [ C @ @ ] 2 ( OC ) 0 [ C @ H ] 3C [ C | HECOGENIN 

@ H ] 4 [ C @ @ H ] 5CC [ C @ H ] 6C [ C @ @ H ] ( 0 ) C 
C [ C @ ] 6 ( C ) [ C @ H ] 5CC ( = O ) [ C @ ] 4 ( C [ C @ H ] 
3 [ C @ @ H ] 2C 

SJ000285383 CNICCC ( = C2c3ccccc3Sc4ccccc24 ) CC1 PIMETHIXENE 
MALEATE 

SJ000285387 CN [ C @ @ H ] ( C ) [ C @ H ] ( O ) c1cccccl PSEUDOEPHEDRINE 
HYDROCHLORIDE 

SJ000285396 | NC ( Cclccc ( CI ) cc1 ) C ( = O ) 0 CHLOROPHENYLAL 
ANINE 

SJ000285400 C [ C @ H ] 1CCC [ C @ ] 2 ( C ) C [ C @ H ] 30C ( = O ) C HELENINE 
| ( = C ) [ C @ H ] 3C = C12 

SJ000285410 CC [ C @ @ ] 1 ( 0 ) C ( = O ) OCC2 = C1C = C3N ( Cc4 CAMPTOTHECIN 
cc5ccccc5nc34 ) C2 = 0 

Figure 24 ( continued ) 
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Reg Number Molsmiles Synonym 
SJ000285413 CC ( = O ) OCC ( O ) CC ( = O ) CCCCCCCCCCCC # AVOCADYNONE 

ACETATE 
SJ000285423 COC ( = O ) [ C @ ] 1 ( C ) CC [ C @ ] 2 ( C ) CC [ C @ ] 3 ( PRISTIMERIN 

CC4 = CC = C5C ( = C ( 0 ) ( = 0 ) C = C5 [ C? ] 4 ( C ) 
CC [ C @ @ ] 3 ( C ) [ C @ @ H ] 2C1 ) C 

SJ000285426 CSCCC ( N ) C ( = O ) NC ( CC ( C ) C ) C ( = O ) NC ( Cc1 METHIONYL 
ccccc1 ) C ( = O ) 0 LEUCYLPHENYLAL 

ANINE ACETATE 
SJ000285431 COCI = CC ( C ) [ C @ @ H ] 2C [ C @ H ] 30C ( = O ) C QUASSIN 

[ C @ H ] 4C ( = C ( OC ) C ( = O ) C ( [ C @ @ ] 34C ) [ C @ 
@ 12 ( C ) C1 = 0 ) C 

SJ000285433 O = CICCc2cc ( OCCCCc3nnnn3C4CCCCC4 ) CILOSTAZOL 
Cc2N1 

SJ000285436 C [ C @ @ H ] 1CC [ C @ H ] 2 [ C @ @ H ] ( C ) C ( = O ) O | ARTEMISININ 
[ C @ @ H ] 30 [ C @ @ ] 4 ( C ) CC [ C @ @ H ] 1 [ C @ 
@ 123004 

SJ000285439 CC ( C ) CCINC ( = O ) C ( CCCN ) NC ( = O ) C ( NCC = TYROTHRICIN 
O ) C ( Cc2ccc ( O ) cc2 ) NC ( = O ) C ( CCC ( = O ) O ) N 
C ( = O ) C ( CC ( = O ) O ) NC ( = O ) C ( Cc3ccccc3 ) NC 
( 0 ) C ( Cc4ccccc4 ) NC ( = O ) C5CCCN5C ( 0 ) 
C ( Cc6ccccco ) NC1 = 0 ) C ( C ) C 

SJO00285440 0 = C1C = CC ( = O ) c2ccccc12 1 , 4 
NAPHTHOOUINONE 

SJ000285442 COclcc ( \ C = C \ C ( = CC ( = 0 ) \ C = C \ c2ccc ( O ) ( O CURCUMIN 
C ) c2 ) O ) ccc10 

SJ000285443 Oclccccc1 ) C ( = C2C = CC ( = O ) C = C2 ) c3ccc ( O ROSOLIC ACID 
Jcc3 

SJ000285445 OC ( = O ) Cclcc ( I ) c ( Oc2cc ( I ) ( O ) ( I ) c2 ) c ( I ) c1 TETRAC 
SJ000285450N clc2ccccc2nc3ccccc13 9 - AMINOACRIDINE 
SJ000285451 COclccc2cc3c4cc50COc5cc4CC [ n + ] 3cc2cl BERBERINE 

?? CHLORIDE 
SJ000285452 CCCC10 [ C @ @ H ] 2CC3C4CCC5 = CC ( = O ) C BUDESONIDE 

= CC5 ( C ) C4 [ C @ @ H ] ( 0 ) CC3 ( C ) [ C @ @ ] 2 ( 01 
) C ( = O ) CO 

SJ000285452 CCCC10 [ C @ @ H ] 2C [ C @ H ] 3 [ C @ @ H ] 4CC BUDESONIDE 
C5 = CC ( = O ) C = C [ C @ ] 5 ( C ) [ C @ H ] 4 [ C @ @ H ] 
( O ) C [ C @ ] 3 ( C ) [ C @ @ ] 2 ( 01 ) C ( = O ) CO 

SJ000285453 C [ C @ ] 12CCC ( = O ) C = CIC = C [ C @ @ H ] 3 [ C @ POTASSIUM 
@ H ] 2CC [ C @ @ ] 4 ( C ) [ C @ H ] 3CC [ C @ @ ] 40 | CANRENOATE 
CCC ( = O ) 0 

SJ000285454 CC ( = O ) OCCI = C ( N2C ( SCI ) [ C @ H ] ( NC ( = O ) CEPHALOSPORIN C 
CCCC ( N ) C ( = O ) 0 ) C2 = 0 ) C ( = O ) 0 SODIUM 

SJ000285460 CCNIC = C ( C = 0 ) ) C ( = O ) c2cc30COc3cc12 OXOLINIC ACID 

Figure 24 ( continued ) 
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Reg Number 
SJ000285461 

SJ000285462 

SJ000285465 
SJ000285466 
SJ000285484 

SJ000285487 
SJ000285490 

SJ000285502 

SJ000285504 
SJ000285506 

Molsmiles Synonym 

CCN ( CCCCOC ( = O ) c1ccc ( OC ) ( OC ) c1 ) C ( C ) MEBEVERINE 
Cc2ccc ( OC ) cc2 HYDROCHLORIDE 
CN ( C ) [ C @ H ] 1 [ C @ @ H ] 2 [ C @ @ H ] ( O ) [ C @ MECLOCYCLINE 
@ H ] 3C ( = C ) c4c ( Cl ) ccc ( O ) c4C ( = C3C ( = O ) [ C SULFOSALICYLATE 
G ] 2 ( O ) C = C ( C ( = OÀN ) Cl = O0OO 
CC12CC3CC ( C ) ( C1 ) CC ( N ) ( C3 ) C2 MEMANTINE 
NCCCS ( = O ) ( = O ) [ O - ] HOMOTAURINE 
NCC ( O ) clccc ( O ) ccl OCTOPAMINE 

HYDROCHLORIDE 
CNIC ( = O ) NC ( = O ) c2clncn2C THEOBROMINE 
CC ( = CCCC1 ( C ) Oc2c ( CC = C ( C ) C ) c30C45C6 DIHYDROGAMBOGI 
CC ( C = C4C ( = O ) c3c ( 0 ) 2C = C1 ) C ( O ) C5 ( C \ C C ACID 
= C ( \ C ) / C ( = O ) O ) OC6 ( CC ) C 
CCCCclocccccc2c1C ( = O ) c3cc ( I ) c ( OCCNC | AMIODARONE 
CC ) CC ) ( I ) c3 
CCCNC ( C ) C ( = O ) Nclccccc1C PRILOCAINE 
CCN ( CC ) CCOclccc2c ( cl ) C ( = O ) c3cc ( OCCN | TILORONE 
( CC ) CC ) ccc23 
CC ( = O ) [ C @ H ] 1C ( = O ) [ C @ ] 2 ( C ) [ C @ @ H ] PACLITAXEL 
OC [ C @ H ] 30C [ C @ @ ] 3 ( OC ( = O ) C ) C2 [ C @ 
H ] ( OC ( = O ) c4ccccc4 ) [ C @ ] 5 ( 0 ) C [ C @ H ] ( OCG 
= O ) [ C @ H ] ( O ) [ C @ @ H ] ( NC ( = O ) c6ccccc ) c7 
ccccc7 ) C ( = C1C5 ( C ) C ) C 
CC ( = O ) OC1C \ C ( = C \ CC \ C ( = C \ CC [ C @ ( C ) CRASSIN ACETATE 

| 0C2CCIC ( = CC ( = 0 ) 02 ) \ C ) \ C 
CC @ @ H ] ( N ) [ C @ @ H ] ( O ) clcccccl EPHEDRINE 

| OCC = O ) CICCCNC1 NIPECOTIC ACID 
CC [ C @ H ] 1 [ C @ @ H ] ( Cc2cncn2C ) COC1 = 0 | PILOCARPINE 
COclcc2nc ( nc ( N ) c2cc1OC ) N3CCN ( CC3 ) C ( PRAZOSIN 
= O ) c4occc4 

| C [ C @ ] 12C [ C @ H ] ( O ) [ C @ H ] 3 [ C @ @ H ] ( CC PREDNISOLONE 
C4 = CC ( = O ) C = C [ C @ ] 34C ) [ C @ @ H ] 1CC [ C 
@ ] 2 ( 0 ) C ( = O ) CO 
CC ( = O ) OCC ( = O ) [ C @ @ ] i ( 0 ) CCC2C3CCC4 PREDNISOLONE 
= CC ( = O ) C = CC4 ( C ) C3 [ C @ @ H ] ( 0 ) C [ C @ ] i | ACETATE 

SJ000285508 

SJ000285512 

SJ000285522 
SJ000285526 
SJ000285536 
SJ000285540 

SJ000285541 

SJ000285542 

2C 
SJO00285543 
SJ000285544 
SJ000285547 
SJ000285549 

C [ C @ ] 12CC ( = O ) C3C ( CCC4 = CC ( = O ) C = C [ PREDNISONE 
C @ ] 34C ) C1CC [ C @ ] 2 ( 0 ) C ( = O ) CO 
COclcc ( NC ( C ) CCCN ) c2ncccc2c1 PRIMAQUINE 
CCN ( CC ) CCNC ( = O ) clccc ( N ) cc1 PROCAINAMIDE 
CN1CCN ( CCCN2c3ccccc3Sc4ccc ( CI ) cc24 ) C PROCHLORPERAZIN 
CI E 
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Reg Number 
SJ000285551 
SJ000285554 

SJ000285564 
SJ000285569 
SJ000285572 

SJ000285572 

SJ000285574 
SJ000285577 

SJ000285584 
SJ000285586 

SJ000285587 

SJ000285588 
SJ000285591 

Molsmiles Synonym 
CC ( = O ) [ C @ H ] 1CCC2C3CCC4 = CC ( = O ) CC [ PROGESTERONE 
C @ ] 4 ( C ) C3CC [ C @ ] 12C 
CC ( = CCclc ( O ) c2C ( = O ) C ( = COc2c3C = CC ( C POMIFERIN 
( C ) Oc13 ) c4ccc ( O ) ( O ) c4 ) C 
NNCCclcccccl PHENELZINE 
CICNCCN1 PIPERAZINE 
COclccc2nccc ( [ C @ H ] ( O ) [ C @ H ] 3C [ C @ @ H QUININE SULFATE 
14CCN3C [ C @ @ H ] 4C = C ) c2cl 
COclccc2nccc ( [ C @ H ] ( O ) [ C @ H ] 3C [ C @ @ H QUININE SULFATE 
14CCN3C [ C @ @ H ] 4C = C ) c2cl 
OCclccccc10 SALICYL ALCOHOL 
CC ( = O ) S [ C @ @ H ] 1CC2 = CC ( = O ) CC [ C @ ] 2 ( SPIRONOLACTONE 
C ) [ C @ H ] 3CC [ C @ @ ] 4 ( C [ C @ @ H ] ( CC [ C @ 
@ ] 45CCC ( = O ) 05 ) C13 
Oclccc2C ( = O ) c3c ( O ) ccc ( O ) c3C ( = O ) c2c10 QUINALIZARIN 
C [ C @ ] 12CCC ( = O ) C [ C @ @ H ] 1CCC3C2CC [ 5 - ALPHA 
C @ @ ] 4 ( C ) C3CCC4 = 0 ANDROSTAN - 3 , 17 

DIONE 
CC ( = CCCCI ( C ) Oc2c ( CC = C ( C ) C ) c30C45C6 GAMBOGIC ACID 
CC ( C = C4C ( = O ) c3c ( O ) 2C = C1 ) C ( = O ) C5 ( C 
C = C ( C ) / C ( = O ) 0 ) 0C6 ( C ) C ) C 
Oclccc ( cc1 ) C2 = C0c3cc ( O ) ccc3C2 = 0 DAIDZEIN 
CCCCCIC ( = O ) N ( N ( C1 = 0 ) c2ccc ( O ) cc2 ) c3cc | OXYPHENBUTAZON 
ccc3 
CC \ C ( = C ( / clcccccl ) \ c2ccc ( OCCN ( C ) C ) cc2 ) TAMOXIFEN 
c3ccccc3 
CCCCNclcccccl ) C ( = O ) OCCN ( C ) C TETRACAINE 

HYDROCHLORIDE 
CN ( C ) S ( = O ) ( = O ) clccc28c3ccccc3 \ C ( = C / CC THIOTHIXENE 
N4CCN ( C ) CC4 ) \ c2c1 
CN ( C ) S ( = O ) = O ) clccc2Sc3ccccc3 \ C = C \ CC THIOTHIXENE 
N4CCN ( C ) CC4 ) \ c2cl 
CSclccc2Sc3ccccc3N ( CCC4CCCCN4C ) c2c1 THIORIDAZINE 
Cclccc ( ccl ) C ( = O ) c2ccc ( CC ( = O ) O ) n2C TOLMETIN 
Colcc ( CC ( = O ) O ) n ( C ) c1C ( = O ) c2ccc ( CI ) cc2 ZOMEPIRAC 

SODIUM 
C NIN ( C ( = O ) C ( = C1C ) N ) c2ccccc2 AMINOPHENAZONE 
COC ( = O ) [ C @ @ H ] 1 [ C @ @ H ] ( O ) CC [ C @ @ H YOHIMBINE 
] 2CN3CCc4c ( [ nH ] c5ccccc45 ) [ C @ @ H ] 3C [ C HYDROCHLORIDE 
@ H ] 12 

| CC ( C ) Cclccccc1 ) [ C @ H ] ( C ) C ( = O ) 0 IBUPROFEN 
CC ( C ) [ N + ] 1 ( C ) [ C @ @ H ] 2CCC1C [ C @ @ H ] ( IPRATROPIUM 
C2 ) C ( = O ) C ( CO ) c3ccccc3 

Figure 24 ( continued ) 

E 
SJ000285592 

SJ000285606 

SJ000285608 

SJ000285608 

SJ000283610 
SJ000285614 
SJ000285618 

SJ000285619 
SJ000285625 

SJ000285630 
SJ000285635 
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Reg Number 
SJ000285638 

SJ000285643 

SJ000285646 

SJ000285651 
SJ000285652 
SJ000285655 
SJ000285657 

SJ000285659 

Molsmiles Synonym 
C [ C @ H ] ( COclcccccl ) N [ C @ H ] ( C ) [ C @ H ] ( O ISOXSUPRINE 
c2ccc ( O ) cc2 HYDROCHLORIDE 
Colcccc ( CN2CCN ( CC2 ) C ( c3ccccc3 ) c4ccc ( C MECLOZINE 
1 ) cc4 ) c1 
C [ C @ H ] 1CC2C3CC [ C @ H ] ( C ( = O ) C ) [ C @ @ ] MEDRYSONE 
3 ( C ) C [ C @ H ] ( 0 ) C2 [ C @ @ ] 4 ( C ) CCC ) C = 
C14 
Cnlccnc1S THIAMAZOLE 
COclccccc1OCC ( O ) COC ( = O ) N METHOCARBAMOL 
C [ C @ ( N ) ( Colccc ( O ) ( O ) cl ) C = 00 METHYLDOPA 
C [ C @ H ] 1CC2C3CC [ C @ ] ( 0 ) ( C ( = O ) CO ) [ C METHYLPREDNISO 
@ @ ] 3 ( C ) C [ C @ H ] ( 0 ) C2 [ C @ @ ] 4 ( C ) C = CC ( LONE 
= O ) C = C14 
CN ( C ) [ C @ H ] 1 [ C @ @ H ] 2C [ C @ @ H ] 3Cc4c ( c MINOCYCLINE 
cc ( O ) c4C ( = C3C ( = O ) [ C @ ] 2 ( 0 ) C ( = C ( C ( = O ) 
N ) C1 = O0O . O ) N ( C ) C 
C ( C1 = NCCN1 ) c2cccc3ccccc23 NAPHAZOLINE 
COC ( = C1C ( C ( = C ( C ) N = C1C ) C ( = O ) OC ) c2cc NIFEDIPINE 
ccc2 [ N + ] ( = O ) [ O - ] ) O 
[ O NITROFURANTOIN 
IN + ) ( = O ) cloc ( \ C = N \ N2CC ( = O ) NC2 = 0 ) ccl 
COclccc2 [ C @ H ] ( OC ( = O ) c2c1OC ) [ C @ @ H ] NOSCAPINE 
3N ( C ) CCc4cc50COc5c ( OC ) c34 HYDROCHLORIDE 
CCEO ) O [ C @ ] 1 ( CCC2C3CCC4 = CC ( = O ) CC NORETHISTERONE 
[ C @ @ H ] 4C3CC [ C @ ] 12C ) C # C ??????? 
CC [ C @ ] 12CC [ C @ H ] 3 [ C @ @ H ] ( CCC4 = CC ( NORGESTREL 
= O ) CC [ C @ H ] 34 ) [ C @ @ H ] icC [ C @ @ 2 ( 0 ) 
C # C 
Oclccc ( CI ) ccl PARACHLOROPHEN 

SJ000285664 
SJ000285666 

SJ000285667 

SJ000285668 

SJ000285671 

SJ000285674 

SJ000285678 
OL 

SJ000285683 

SJ000285684 
SJ000285686 
SJ000285687 
SJ000285688 

SJ000285689 
SJ000285692 

COclccc ( Cc2nccc3cc ( OC ) ( OC ) cc23 ) cc1OC PAPAVERINE 
HYDROCHLORIDE 

COclccc ( C ( = O ) c2ccccc2 ) ( O ) cl OXYBENZONE 
NCC ( CC ( = O ) O ) clccc ( Cl ) ccl BACLOFEN 
CC ( C [ N + ] ( C ) ( C ) COC ( = O ) N BETHANECHOL 
NC ( CO ) C ( = O ) NNCclccc ( O ) ( O ) c10 BENSERAZIDE 

HYDROCHLORIDE 
C COC ( = O ) clccc ( N ) ccl BENZOCANE 
C [ C @ H ] 1CC2C3CCC4 = CC ( = O ) C = C [ C @ ] 4 ( BETAMETHASONE 
C ) [ C @ @ ] 3 ( F ) [ C @ @ H ] ( 0 ) C [ C @ ] 2 ( C ) [ C @ 
@ ] 1 ( 0 ) C ( = O ) CO 

| CN + ] ( C ) ( COCCOCK = 0 ) N CARBACHOL 
NCC = O ) N1c2ccccc2C = Cc3ccccc13 CARBAMAZEPINE 

Figure 24 ( continued ) 

SJ000285695 
SJ000285696 
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Reg Number 
SJ000285704 

SJ000285710 
SJ000285712 

SJ000285713 
SJ000285715 
SJ000285718 
SJ000285725 

SJ000285727 

SJ000285728 

SJ000285729 

SJ000285740 

Molsmiles Synonym 
CC1 = C ( N2C ( SC1 ) [ C @ H ] ( NC ( = O ) [ C @ H ] ( N CEFRADINE 
C3 = CCC = CC3 ) C2 = 0 ) C ( = O ) 0 
CC1 = CC ( = O ) N ( O ) C ( = C1 ) C2CCCCC2 CICLOPIROX 
CCN ( CC ) CCOclccc ( ccl ) \ C ( = C ( / CI ) \ c2ccccc CLOMIPHENE 
2 ) \ c3ccccc3 
Clclccccc1C ( c2ccccc2 ) ( c3ccccc3 n4ccnc4 CLOTRIMAZOLE 
Oclccc ( Cl ) c2cccnc12 CLOXYQUIN 

| CN ( CON = Ncl [ nHjcnc1C ( = OÀN DACARBAZINE 
CC ( = O ) N ( O ) CCCCCNC ( = O ) CCC ( = O ) N ( O ) | DEFEROXAMINE 
CCCCCNC ( = O ) CCC ( = O ) N ( O ) CCCCCN 
CN ( C ) [ C @ H ] 1 [ C @ @ H ] 2C [ C @ @ H ] 3 [ C @ H DEMECLOCYCLINE 
1 ( 0 ) c4c ( Cl ) ccc ( O ) c4C ( = C3C ( = O ) [ C @ ] 2 ( 0 ) C HYDROCHLORIDE 
( = C ( C ( = OÀN ) C1 = O0OÀO 
C [ C @ @ H ] 1CC2C3CCC4 = CC ( = O ) C = C [ C @ ] DEXAMETHASONE 

| 4 ( C ) [ C @ @ ] 3 ( F ) [ C @ @ H ] ( 0 ) C [ C @ ] 2 ( C ) [ C ACETATE 
@ @ ] 1 ( 0 ) C ( = O ) COC ( = O ) C 
C [ C @ @ H ] 1CC2C3CCC4 = CC ( = O ) C = C ( C @ ] DEXAMETHASONE 
4 ( C ) [ C @ @ ] 3 ( F ) [ C @ @ H ] ( 0 ) C [ C @ ] 2 ( C ) [ C 
@ @ 1 ( 0 ) C ( = O ) COP = O ) ( O ) O 
CN [ CaH ] 1C ( O ) C ( O ) C ( CO ) OCTOC2 [ C @ H ] ] DIHYDROSTREPTO 
( O [ C @ H ] 3 [ C @ H ] ( O ) [ C @ @ H ] ( O ) [ C @ H ] ( N MYCIN SULFATE 
= C ( N ) N ) [ C @ @ H ] ( O ) [ C @ @ H ] 3N = C ( N ) N ) O 
C ( C ) [ C @ ] 2 ( 0 ) CO 
cc1 ( C ) OC ( = O ) NC1 = 0 DIMETHADIONE 
OCCN ( CCO ) clnc ( N2CCCCC2 ) c3nc ( nc ( N4C DIPYRIDAMOLE 
CCCC4 ) c3n1 ) N ( CCO ) CCO 
CCN ( CC ) C = S ) SSC ( = S ) N ( CC ) CC DISULFIRAM 
NCCclccc ( O ) ( O ) c1 DOPAMINE 
C [ C @ @ H ] 1 [ C @ H ] 2 [ C @ H ] ( O ) [ C @ H ] 3 [ C @ DOXYCYCLINE 
H ] ( N ( C ) C ) C ( = O ) C ( = C ( O ) [ C @ @ ] 3 ( 0 ) C ( = C2 
C ( = O ) c4c ( O ) cccc14 ) O ) C ( = O ) N 
CCCCOclccc ( cc1 ) C ( = O ) CCN2CCCCC2 DYCLONINE 
CCC ( = C ) C ( = O ) clccc ( OCC ( = O ) O ) ( Cl ) c1C1 ETACRYNIC ACID 
CCclcc ( ccnl ) C ( = S ) N ETHIONAMIDE 
CC ( = O ) OCC ( = O ) [ C @ @ ] 1 ( 0 ) CCC2C3CCC4 FLUDROCORTISON 
= CC ( = O ) CC [ C @ ] 4 ( C ) [ C @ @ ] 3 ( F ) [ C @ @ H ] ( E ACETATE 
OC [ C @ ] 12C 
C [ C @ @ H ] 1CC2C3C [ C @ H ] ( F ) C4 = CC ( = O ) FLUMETASONE 
C = C [ C @ ] 4 ( C ) [ C @ @ ] 3 ( F ) [ C @ @ H ] ( O ) C [ C PIVALATE 
@ ] 2 ( C ) [ C @ @ ] 1 ( 0 ) C ( = O ) COC ( = O ) C ( C ) ( C ) 

SJ000285742 
SJ000285745 

SJ000285747 
SJ000285748 
SJ000285750 

SJ000285752 
SJ000285761 
SJ000285764 
SJ000285766 

SJ000285767 
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| Reg Number 
SJ000285768 

SJ000285769 

Molsmiles Synonym 
CC ( = O ) OCC ( = O ) [ C @ @ ] 120C ( C ) ( C ) 0 [ C @ , FLUOCINONIDE 
@ H ] 1CC3C4C [ C @ H ] ( F ) C5 = CC ( = O ) C = C [ C 
@ ] 5 ( C ) [ C @ @ ] 4 ( F ) [ C @ @ H ] ( O ) C [ C @ 23C 
C [ C @ H ] 1CC2C3CC [ C @ ] ( 0 ) ( C ( = O ) C ) [ C @ FLUOROMETHOLO 
@ J3 ( C ) C [ C @ H ] ( O ) [ C? ] 2 ( F ) CA ( C ) C = CC ( = | NE 
O ) C = C14 
CC ( C = 0 ) O ) clccc ( c ( F ) cl ) c2ccccc2 FLURBIPROFEN 
NCC = N ) N \ N = C / clc ( Cl ) cccc1C1 GUANABENZ 
CCCCCCclccc ( O ) cc10 HEXYLRESORCINO 

SJ000285770 
SJ000285778 
SJ000285781 

SJ000285783 

SJ000285786 

SJ000285787 

SJ000285787 

C [ N + ] 1 ( C ) [ C @ H ] 2CCC1C [ C @ @ H ] ( C2 ) OC | HOMATROPINE 
= O ) C ( O ) c3ccccc3 
CC ( = O ) OCC ( = O ) [ C @ @ ] 1 ( 0 ) CCC2C3CCC4 HYDROCORTISONE 
= CC ( = O ) CC [ C @ ] 4 ( C ) C3 [ C @ @ H ] ( O ) C [ C @ | ACETATE 
112C 
C [ C @ ] 12CCC ( = O ) C = CICCC3C4CC [ C @ ] O HYDROCORTISONE 
( C ( = O ) COC ( = O ) CCC ( = O ) O ) [ C @ @ ] 4 ( C ) C [ HEMISUCCINATE 
C @ H ] ( 0 ) C23 
C [ C @ ] 12CCC ( = O ) C = C1CC [ C @ H ] 3 [ C @ @ HYDROCORTISONE 
H ] 4CC [ C @ ] ( O ) ( C ( = O ) COC ( = O ) CCC ( = O ) 0 ) HEMISUCCINATE 
[ C @ @ 4 ( C ) CC @ H ] ( O ) [ C @ H ] 23 
CN1CCc2cccc3c2C1Cc4ccc ( O ) ( O ) c34 | APOMORPHINE 
Nclccccc1 ) C ( = O ) O POTASSIUM P 

AMINOBENZOATE 
CIC1 = CC2 = NC = CC ( NC3 = CC = C ( C ( CN ( CC ) AMODIAQUINE 
CC ) = C3 ) 0 ) = C2C = C1 DIHYDROCHLORID 

SJ000285790 SJ000285790 
SJ000285797 

SJ000285801 

SJ000285812 
SJ000285814 

SJ000285814 

COcloc ( Cc2cnc ( N ) nc2N ) cc ( OC ) c1OC TRIMETHOPRIM 
CC ( C ) CCIN2C ( = O ) [ C @ ] ( NC ( = O ) C3CN ( CC BROMOCRIPTINE 
C @ @ H ] 4Cc5c ( Br ) [ H ] c6cccc ( C4 = C3 ) c56 ) 
OC2 ( 0 ) [ C @ @ H ] 7CCCN7C1 = 0 ) C ( C ) C 
CC ( C ) C [ C @ @ H ] 1N2C ( = O ) [ C @ ] ( NC ( = O ) [ C BROMOCRIPTINE 
@ H ] 3CN ( C ) [ C @ @ H ] 4Cc5c ( Br ) [ nH ] c6cccc 
C4 = C3 ) c56 ) ( O [ C @ @ ] 2 ( 0 ) [ C @ @ H ] 7CCCN 
7C1 = O ) C ( C ) C 
CN ( C ) [ C @ H ] 1 [ C @ @ H ] 2 [ C @ @ H ] ( O ) [ C @ METACYCLINE 
@ H ] 3C ( = C ) c4cccc ( O ) c4C ( = C3C ( = O ) [ C @ ] 2 ( HYDROCHLORIDE 
OC ( = C ( C = OÀN ) Cl = 0 ) OO . 
CCC ( = O ) OCC ( = O ) C1 ( OC ( = O ) CC ) C ( C ) CC2 BECLOMETHASONE 
C3CCC4 = CC ( = O ) C = CC4 ( C ) C3 ( C1 ) C ( O ) CC1 

SJ000285818 

SJ000285820 

20 
SJ000285827 CCOclccc ( Cc2nccc3cc ( OCC ) ( OCC ) cc23 ) cc ETHAVERINE 

10CC HYDROCHLORIDE 

Figure 24 ( continued ) 
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Reg Number 
SJ000285831 

SJ000285834 

SJ000285835 
SJ000285836 

Molsmiles Synonym 
| CCclcccc2c3CCOC ( CC ) CC ( = O ) O ) c3 [ nH ] C ETODOLAC 

12 
CC ( C ) OC ( = O ) C ( C ) ( C ) Oclcccccl ) C ( = O ) c2c FENOFIBRATE 
cc ( Cl ) cc2 
COCI = O ) Nclnc2cc ( Sc3ccccc3 ) ccc2 [ nH ] 1 FENBENDAZOLE 
O = CINCC2 ( CCN ( CCc3ccccc3 ) CC2 ) 01 FENSPIRIDE 

HYDROCHLORIDE 
CC ( NCCC ( clcccccl ) c2ccccc2 ) c3ccccc3 FENDILINE 

HYDROCHLORIDE 
CCN ( CC ) CCNC ( = O ) COclccc ( OC ) ccl MEFEXAMIDE 
COC ( = O ) Ncl nc2cc ( ccc2 [ nH ] 1 ) C ( = O ) c3cccc | MEBENDAZOLE 

SJ000285837 

SJ000285838 
SJ000285840 

c3 
SJ000285842 

SJ000285845 

1 SJ000285849 
SJ000285858 

SJ000285860 
SJ000285864 

SJ000285866 
SJ000285878 

Nclccccc1 ) C ( = O ) NCC ( = O ) 0 AMINOHIPPURIC 
ACID 

COC ( = CIC ( C = C ( C ) N = CIC ) C = O ) OCCN ( C NICARDIPINE 
Cc2ccccc2c3ccccc3 ) [ N + 1 ( = O ) [ 0 - 10 
CCCCOclccc ( OCCCN2CCOCC2 ) ccl PRAMOCAINE 
CN \ C ( = C / [ N + ] ( = O ) [ O RANITIDINE 
1 ) \ NCCSCcloc ( CN ( C ) C ) ccl 
CCCCCCCCNC ( C ) C ( O ) clccc ( SC ( C ) C ) cel SULOCTIDIL 
CCCCCI ( COC ( = O ) CCC ( = O ) 0 ) C ( = O ) N ( N ( CSUXIBUZONE 
1 = O ) c2ccccc2 ) c3ccccc3 
CC ( C ( = O ) O ) clcccíccl ) C ( = O ) c2cccs2 SUPROFEN 
CC ( = O ) OCICCC2C3CCc4cc ( O ) ccc4C3CCC ESTRADIOL 

| 12C ACETATE 
Clclccc ( COC ( Cn2ccnc2 ) c3ccc ( Cl ) cc3C1 ) ccl | ECONAZOLE 
CC1 ( C ) 0 [ C @ @ H ] 2CC3C4C [ C @ H ] ( F ) C5 = C FLUNISOLIDE 
C ( = O ) C = CC5 ( C ) C4C ( O ) CC3 ( C ) [ C @ @ ] 2 ( 0 
1 ) C ( = O ) CO 
0 - C1N ( [ Se ] c2ccccc12 ) c3ccccc3 EBSELEN 

| CC12CCC3C ( CCc4cc ( OCc5ccccc5 ) ccc34 ) C1 | ESTRIOL BENZYL 
c [ C @ @ H ] ( O ) [ C @ @ H ] 20 ETHER 
CCCoclccccclc2nc ( O ) c3 [ nH ] nnc3n2 ZAPRINAST 
Colccccc1 ) S ( = O ) ( = O ) NC ( = O ) NN2CCCCC TOLAZAMIDE 

SJ000285879 
SJ000285880 

SJ000285881 
SJ000285882 

SJ000285885 
SJ000285887 

C2 
SJ000285888 

SJ000285890 

CCOC = O ) [ C @ H ] ( CCclccccc1 ) N [ C @ @ H ] ( ENALAPRIL 
C ) C ( = O ) N2CCC [ CH ] 2C ( = O0O 

| NCCCC [ C @ H ] ( N [ C @ @ H ] ( CCclccccc1 ) C ( = 1 LISINOPRIL 
O ) O ) C = OWN2CCC [ C @ H ] 2C ( = O0O 
CCCCOclccc ( CC ( = O ) NO ) ccl BUFEXAMAC 
CCNIC = C ( C = 0 ) 0 ) C ( = O ) c2cc ( F ) ( N3CCN LOMEFLOXACIN 
C ( C ) C3 ) c ( F ) c12 HYDROCHLORIDE 

SJ000285892 
SJ000285903 

Figure 24 ( continued ) 
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Reg Number 
SJ000285909 
SJ000285920 
SJ000285922 

Molsmiles Molsmiles 
C [ n + ] 1cccccl \ C = NO 
NC \ C = C / C ( = O ) 0 
OC ( = O ) C1 = CCNCC1 

Synonym 
PRALIDOXIME 
TACA 
ISOGUVACINE 
HYDROCHLORIDE 
CARBIDOPA 
MEFLOQUINE 

SJ000285925 
SJ000285935 

CC ( Celccc ( O ) ( O ) cl ) ( NN ) C ( = O ) 0 
OC ( CICCCCN1 ) c2cc ( nc3c ( cccc23 ) C ( F ) ( F ) F 
) C ( F ) ( F ) F 
CCN ( CC ) CCOC ( = O ) C ( clcccccl ) cccccc2 SJ000285936 

SJ000285940 Nclc ( Br ) cc ( Br ) cc1CNC2CCC ( O ) CC2 

SJ000285949 CCC ) COCC ( CN ( Cclccccc 1 ) cccccc2 ) N3C 
CCC3 
CN ( Cclcc ( Br ) cc ( Br ) c1N ) C2CCCCC2 

| ADIPHENINE 
HYDROCHLORIDE 

| AMBROXOL 
| HYDROCHLORIDE 
BEPRIDIL 
HYDROCHLORIDE 
BROMHEXINE 
HYDROCHLORIDE 
BROMOPRIDE 
CLOFOCTOL 

SJ000285950 

SJ000285951 
SJ000285958 

| CCN ( CC ) CCNC ( = O ) clcc ( Br ) ( N ) cc1OC 
CC ( C ) ( C ) CC ( C ) ( C ) clccc ( O ) ( Cc2ccc ( CI ) cc2 
CI ) c1 

CC ( = O ) NS ( = O ) ( = O ) clccc ( N ) cc1 SJ000285959 SULFACETAMIDE 
SODIUM 
CYCLOBENZAPRIN SJ000285960 CN ( C ) CCC = C1c2ccccc2C = Cc3ccccc13 

SJ000285965 

SJ000285966 

SJ000285967 

SJ000285971 
SJ000285972 

SJ000285973 

Clclccc ( OCC ( = O ) N2CCN ( Cc3ccc40C0c4c | FIPEXIDE 
3 ) CC2 ) cc1 HYDROCHLORIDE 
Nclcccc ( c1 ) C ( = C2C = CC ( = N ) C = C2 ) c3cccc PARAROSANILINE 
Nc3 PAMOATE 
C ( C ( CICCCCC1 ) C2CCCCC2 ) C3CCCCN3 PERHEXILINE 

MALEATE 
CN1N = C ( S / C / 1 = N \ C ( = O ) C ) S ( = O ) ( = O ) N METHAZOLAMIDE 
Cclccccc1OCCOCC [ N + ] ( C ) ( C ) Cc2ccccc2 ) | METHYLBENZETHO 
C ( C ) ( C ) CC ( C ) ( C ) C NIUM CHLORIDE 
C [ C @ H ] 1CC2C3CCC @ ( 0 ) ( C ( = O ) COC ( = 6 - ALPHA 
O ) C ) C3 ( C ) C [ C @ H ] ( 0 ) C2C4 ( C ) C = CC ( = O ) C METHYLPREDNISO 
= C14 LONE ACETATE 
COclcc ( NS ( = O ) ( = O ) C ) ccclCc2c3ccccc3nc4 AMSACRINE 
ccccc24 
CCCC ( = O ) [ C @ @ ] 1 ( CCC2 [ C @ @ H ] 3CCC HYDROCORTISONE 
4 = CC ( = O ) CC [ C @ ] 4 ( C ) C3 [ C @ @ H ] ( 0 ) C [ C BUTYRATE 
@ ] 12C ) C ( = O ) CO 
CN ( CS ( = O ) ( = O ) [ O METAMIZOLE 
] ) C1 = C ( C ) N ( C ) N ( C1 = O ) c2ccccc2 
Felccccc1 ) C ( = O ) C2CCN ( CCN3C ( = O ) Nc4c KETANSERIN 
cccc4C3 = 0 ) CC2 TARTRATE 

Figure 24 ( continued ) 

SJ000285974 

SJ000285978 

SJ000285980 

SJ000285983 
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Reg Number 
SJ000285987 
SJ000285991 
SJ000285996 

SJ000285998 

SJ000285999 
SJ000286003 

SJ000286004 

SJ000286006 

SJ000286007 

Molsmiles Synonym 
| CCCoclccc2 [ nH ] c ( NC ( = O0OC ) nc2c1 | OXIBENDAZOLE 
CCCCCCCCCCCCC [ N + ] ( C ) ( C ) Cclcccccl BENZALKONIUM 

CHLORIDE 
CC ( C ) clc ( C ( = O ) c2ccccc2 ) c ( c3ccccc3 ) c ( c4cc ATORVASTATIN 
C ( F ) cc4 ) n1CC [ C @ @ H ] ( O ) C [ C @ @ H ] ( 0 ) CC 
( = O ) O 
CC ( = O ) OCC ( = O ) [ C @ @ ] 120C3 ( CCCC3 ) O [ | AMCINONIDE 
C @ @ H ] 1CC4C5CCC6 = CC ( = O ) C = C [ C @ ] 6 ( 
C ) [ C @ @ ] 5 ( F ) [ C @ @ H ] ( O ) C [ C @ ] 24C 
CCCCN1CCCCCIC ( = O ) Nc2c ( C ) cccc2C BUPIVACAINE 
CO [ C @ @ H ] iC [ C @ @ H ] ( C [ C @ H ] 2CC [ C @ NIGERICIN SODIUM 
H ] ( C ) [ C @ @ H ] ( 02 ) [ C @ @ H ] ( C ) C ( = O ) 0 ) 0 [ 
C @ ] 3 ( 0 [ C @ @ ] ( C ) ( C [ C @ H ] 3C ) [ C @ H ] 4CC 
[ C? ] ( C ) ( O4 ) C5O [ C @ H ] ( C [ C @ @ H35C ) C6 
0 [ C @ @ ] ( O ) ( CO ) [ C @ H ] ( C ) C [ C @ @ H ] 6C ) [ 
C @ @ H ] 1C 
CC ( = O ) C1 = C ( O ) C2C3C ( Cc4cccc5 [ nH ] cc3c4 CYCLOPIAZONIC 
5 ) C ( C ) ( C ) N2C1 = 0 ACID 
CCC ( = O ) OCI [ C @ @ H ] ( C ) C [ C @ H ] 2 [ C @ @ CLOBETASOL 
H ] 3CCC4 = CC ( = O ) C = C [ C @ ] 4 ( C ) [ C @ @ ] 3 ( F PROPIONATE 
[ C @ @ H ] ( O ) C [ C @ ] 12C ) C ( = O ) CCI 
CCICCCC ( C ) NINC ( = O ) c2ccc ( CI ) c ( c2 ) S ( = O CLOPAMIDE 

| = O ) N 
Clelccccc1 ) C ( OCCN2CCCCC2 ) c3ccccc3 CLOPERASTINE 

HYDROCHLORIDE 
OC ( = O ) CCCCCICCSS1 THIOCTIC ACID 

| OC ( Cnlcncnl ) ( Cn2cncn2 ) c3ccc ( F ) cc3F FLUCONAZOLE 
CC [ C @ H ] ( C ) C ( = O ) [ C @ H ] 1C [ C @ @ H ] ( C ) LOVASTATIN 
C = C2C = C [ C @ H ] ( C ) [ C @ H ] ( CC [ C @ @ H ] 3C 
[ C @ @ H ] ( 0 ) CC ( = O ) 03 ) [ C @ @ H ] 12 
COclcc ( cc ( OC ) c10 ) [ C @ H ] 2 [ C @ @ H ] 3C ( C TENIPOSIDE 
OC3 = 0 ) C ( O [ C @ @ H ] 40 [ C @ @ H ] 5CO [ C @ 
H ] ( OC5 [ C @ H ] ( O ) [ C @ H ] 40 ) c6cccs6 ) c7cc8 
OCOc8cc27 
Clclc ( Cl ) c ( C # N ) c ( CI ) c ( C # N ) c1C1 CHLOROTHALONIL 
CC1 = C2CCC3C4CCC ( = O ) [ C @ @ ] 4 ( C ) CCC FORMESTANE 
3 [ C @ @ ] 2 ( C ) CCC1 = 0 
C [ C @ @ H ] 1CC ( CI ) CC [ C @ H ] 1C ( = O ) OC ( C ) ( TRIMEDLURE 
C ) ? 
CC ( N ) C ( = O ) OC ( C ) ( C ) Cclccc ( Cl ) ccl A LAPROCLATE 
OC [ C @ H ] 10C2 [ C @ @ H ] ( OC3 = NC = N ) C = | ANCITABINE 
CN23 ) [ C @ @ H ] 10 

Figure 24 ( continued ) 

SJ000286008 

SJ000286018 
SJ000286024 
SJ000286025 

SJ000286030 

SJ000286034 
SJ000286035 

SJ000286036 

SJ000286037 
SJ000286038 
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Reg Number 
SJ000286038 

SJ000286039 

SJ000286041 
SJ000286044 
SJ000286046 

SJ000286046 
SJ000286052 

SJ000286053 

Molsmiles Synonym 
OC [ C @ H ] 10 [ C @ @ H ] 2C ( OC3 = NC ( = N ) C = ANCITABINE 
CN23 ) C @ H ] 10 
Colcccccl ) S ( = O ) ( = O ) NC ( = O ) NN2CC3CCC GLICLAZIDE 
C3C2 
CC ( = O ) Nclc ( I ) cc ( I ) c ( C ( = O ) O ) c1I ACETRIAZOIC ACID 
O = C10C ( = O ) C2C3CCC ( 03 ) C12 NORCANTHARIDIN 
CNCC [ C @ @ H ] ( Oclccccc1 ) C ( F ) ( F ) F ) c2ccc FLUOXETINE 
Cc2 
CNCCC ( Oclccc ( ccl ) C ( F ) ( F ) F ) c2ccccc2 FLUOXETINE 
OC1 = C ( [ C @ @ H ] 2CC [ C @ H ] ( CC2 ) c3ccc ( CI ) ATOVAQUONE 
cc3 ) C ( = O ) C ( = O ) c4ccccc14 
CC ( C ) N = C ( N ) N = C ( N ) Nclccc ( Cl ) cc1 PROGUANIL 

HYDROCHLORIDE 
| NC ( = N ) NC ( = O ) clnc ( CI ) c ( nclN ) N2CCCCC N , N 
C2 HEXAMETHYLENE 

AMILORIDE 
CCCCCCclccc ( O ) cc1O . Nc2c3ccccc3nc4cccc ACRISORCIN 
c24 
CCC ( C ) ( C ) C ( = O ) [ C @ H ] ic [ C @ @ H ] ( C ) C SIMVASTATIN 
= C2C = C [ C @ H ] ( C ) [ C @ H ] ( CC [ C @ @ H ] 3C [ 
C @ @ H ] ( O ) CC ( = O ) 03 ) [ C @ @ H ] 12 
COclccccc1OCCNCC ( O ) COc2cccc3 [ nH ] c4c CARVEDILOL 
cccc4c23 
CC ( C ) N ( CCC ( clccccc1 ) c2cc ( C ) ccc20 ) C ( C ) | TOLTERODINE 

SJ000286056 

SJ000286057 

SJ000286063 

SJ000286065 

SJ000286075 
SJ000286086 

SJ000286093 

SJ000286097 
SJ000286098 
SJ000286101 

SJ000286109 

Cclcc2N = C3C ( = O ) NC ( = O ) N = C3N ( C [ C @ H ] RIBOFLAVIN 
( O ) [ C @ H ] ( O ) [ C @ H ] ( O ) CO ) c2cclc 
CN [ C @ H ] CC [ C @ GH ] ( c2ccc ( Cl ) 2 ( Cl ) c2c3 | SERTRALINE 
ccccc13 
OC ( = O ) CCcloc ( c2ccccc2 ) c ( nl ) c3ccccc3 OXAPROZIN 
CCN ( C ( = O ) \ C = C \ C ) clccccc1C CROTAMITON 
NCC = NCclcccccl ) NC ( = O ) c2nc ( CI ) c ( N ) nc2N BENZAMIL 

HYDROCHLORIDE 
CN1C2CCCICC ( C2 ) OC ( c3ccccc3 ) c4ccccc4 AMINOBENZTROPI 

NE 
OC1CCCCCIN2CCC ( CC2 ) c3ccccc3 VESAMICOL 

HYDROCHLORIDE 
COclccc ( CCN ( C ) CCCC ( CHN ) ( CC ) C ) cccc ( VERAPAMIL 
OC ) ( OC ) c2 ) cc10C 
COclccc ( CCN2CCC ( CC2 ) Nc3nc4ccccc4n3C | ASTEMIZOLE 
c5ccc ( F ) cc5 ) ccl 
Clclccc20c3ccccc3N = C ( N4CCNCC4 ) c2cl AMOXAPINE 

Figure 24 ( continued ) 

SJ000286112 

SJ000286113 

SJ000286118 

SJ000286121 
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Reg Number 
SJ000286124 

Molsmiles 
NCICC1c2ccccc2 

Synonym 
TRANYLCYPROMIN 

SJ000286127 
SJ000286128 

SJ000286133 

SJ000286134 

SJ000286142 

SJ000286143 

CICCc2nnnn2CC1 PENTETRAZOL 
CC1 = C ( O ) C ( = O ) C = C2C1 = CC = C3 [ C @ @ ] 2 ( CELASTROL 
C ) CC [ C @ @ ] 4 ( C ) [ C @ @ H ] 5C [ C @ @ ] ( C ) ( CC 
[ C @ 5 ( C ) CC [ C @ ] 34C ) C ( = O ) 0 
Fclccccc1 ) C ( N2CCN ( C \ C = C \ c3ccccc3 ) CC2 FLUNARIZINE 
Dc4ccc ( F ) cc4 HYDROCHLORIDE 
OCCN1CCN ( CCCN2c3ccccc3Sc4ccc ( cc24 ) FLUPHENAZINE 
C ( F ) ( F ) F ) CC1 
CC ( = O ) OCC ( = O ) [ C @ @ ] 1 ( 0 ) [ C @ @ H ] ( CC2 TRIAMCINOLONE 
C3CCC4 = CC ( = O ) C = C [ C @ ] 4 ( C ) [ C @ @ ] 3 ( F ) DIACETATE 
[ C @ @ H ] ( 0 ) C [ C @ ] 12C ) OC ( = O ) C 
NS ( = O ) ( = O ) clcc2c ( NC ( NS2 ( = O ) = 0 ) C ( CI ) CI | TRICHLORMETHIAZ 
cc1c1 IDE 
Nclnc ( N ) c2nc ( c ( N ) nc2nl ) c3ccccc3 TRIAMTERENE 
OC ( = O ) c1ccccc10 ) N = Nc2ccccc2 ) S ( = O ) ( = SULFASALAZINE 
O ) Nc3ccccn3 
Nclccccc1 ) S ( = O ) ( = O ) Nc2ccc ( Cl ) nn2 SULFACHLORPYRID 

AZINE 
OC ( = O ) clcccnc1Nc2cccc ( c2 ) C ( F ) ( F ) F NIFLUMIC ACID 
CCCCC ( = O ) [ C @ @ ] 1 ( [ C @ @ H ] ( C ) CC2C3 BETAMETHASONE 
CCC4 = CC ( = O ) C = C [ C @ 4 ( C ) C @ @ ] 3 ( F ) C ( VALERATE 
OC [ C @ ] 12C ) C ( = O ) CO 
CN1CCCCICCOC ( C ) ( c2ccccc2 ) c3ccc ( Cl ) cc CLEMASTINE 

SJ000286144 
SJ000286146 

SJ000286151 

SJ000286152 
SJ000286154 

SJ000286155 

SJ000286156 

SJ000286159 
SJ000286160 

SJ000286162 

| CC12CCC ( = O ) C = C1CCC3C4CC [ C @ ] ( 0 ) ( C HYDROCORTISONE 
( = O ) COP ( = O ) ( O ) 0 ) C4C ) C [ C @ H ] ( 0 ) C23 SODIUM 

PHOSPHATE 
CCclnc ( N ) nc ( N ) clc2ccc ( Cl ) cc2 PYRIMETHAMINE 
CN ( C ) clccc2c ( ccc ( \ C = C \ c3cc ( C ) n ( c3C ) c4cc PYRVINIUM 
ccc4 ) [ n + 12C ) c1 PAMOATE 
CCCCCCCCColccc ( OCCOCCOCCOCCOC NONOXYNOL - 9 
COCCOCCOCCOCCO ) cc1 
CN [ C @ @ H ] 1 [ C @ @ H ] ( O ) C ( OC2 [ C @ @ H ] ( GENETICIN 
N ) C [ C @ @ H ] ( N ) [ C @ H ] ( O [ C @ H ] 30 [ C @ H ] ( 
C ( C ) O ) [ C @ @ H ] ( 0 ) [ C @ H ] ( 0 ) [ C @ H ] 3N ) [ C 
@ H ] 20 ) 0C [ C @ ji ( CO 
0 = C ( CC ( = O ) clcccccl ) c2ccccc2 DIBENZOYLMETHA 

SJ000286166 

SJ000286172 
NE 

SJ000286174 OC ( = O ) C1 = CN ( c2ccc ( F ) cc2 ) c3cc ( N4CCNC 
C4 ) c ( F ) cc3C1 = 0 

Figure 24 ( continued ) 

SARAFLOXACIN 
HYDROCHLORIDE 
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Synonym Reg Number 
SJ000286175 

Molsmiles 
NC ( = O ) clccc ( N ) nçl 6 

AMINONICOTINAMI 

SJ000286178 

SJ000286181 

SJ000286185 

SJ000286186 
SJ000286187 

SJ000286188 
SJ000286191 

SJ000286195 

O = C10 [ C @ @ ] 23C [ C @ @ H ] ( C = CC2 = C1 ) N4 SECURININE 
CCCC [ C @ H ] 34 
CCCCCCCCCCCCCCCCOP ( = O ) ( O ) OCC [ N MILTEFOSINE 
+ 1C CC 
CN1CCN ( CCCN2c3ccccc3Sc4ccccc24 ) C ( F ) TRIFLUOPERAZINE 
( F ) F ) CC1 
OC ( CCNICCCCCLXC2CCCCC2 ) c3ccccc3 TRIHEXYPHENIDYL 
COclcc ( cc ( OC ) c1O ) [ C @ H ] 2C3C ( COC3 = 0 ) 4 ' 
[ C @ H ] ( O ) c4cc50COc5cc24 DEMETHYLEPIPOD 

OPHYLLOTOXIN 
cc @ @ H ] ( N ) CO L - ALANINOL 
COclccc2C [ C @ H ] 3N ( C ) CCc4cc ( OC ) c ( Oc5c CEPHARANTHINE 
60COcocc7CCN ( C ) [ C @ @ H ] ( Cc8ccc ( Oclc2 
cc8 ) c57 ) cc34 
Clclccc ( CO \ N = C ( / Cn2ccnc2 ) \ c3ccc ( Cl ) cc3C OXICONAZOLE 
1 ) C ( Cl ) c1 
COC ( = O ) N ' N = C \ clc [ n + ] ( [ O CARBODOX 
] c2ccccc2 [ n + ] 1 [ 0 - ] 
CC ( CN1c2ccccc28c3ccccc13 ) N ( C ) C PROMETHAZINE 
CCI ( C ) 0 [ C @ @ H ] 2CC3C4CCC5 = CC ( = O ) C TRIAMCINOLONE 
= C [ C @ ] 5 ( C ) [ C @ @ ] 4 ( F ) [ C @ @ H ] ( 0 ) C [ C @ ] ACETONIDE 
3 ( C ) [ C @ @ 2 ( 01 ) C ( = O ) CO 
Cclnccc2c3ccc ( Occ3 [ nHjc12 HARMOL 

HYDROCHLORIDE 
CS ( = O ) ( = O ) clccc ( cc1 ) [ C @ @ H ] ( O ) [ C @ @ H THIAMPHENICOL 
J ( CO ) NC ( = ) C ( Cl ) Cl 
CICN2CC ( N = C2S1 ) c3ccccc3 LEVAMISOLE 
CC ( = O ) 0C1C ( O ) C2C ( C ) ( C ) CCC ( O ) C2 ( C ) C COLFORSIN 
3 ( 0 ) C = O ) CC ( C ) ( OC13C ) C = C 
NCCCCNCCCN SPERMIDINE 

TRIHYDROCHLORI 

SJ000286199 

SJ000286204 
SJ000286205 

SJ000286213 

SJ000286217 

SJ000286225 
SJ000286229 

SJ000286231 
DE 

SJ000286236 
SJ000286243 

OXCARBAZEPINE 
CRUSTECDYSONE 

NC ( = O ) N1c2ccccc2CC ( = O ) c3ccccc13 
CC ( C ) ( O ) CC [ C @ @ H ] ( O ) [ C @ ] ( C ) ( 0 ) CICC [ 
c @ @ ] 2 ( 0 ) C3 = CC ( = O ) C4C [ C @ @ H ] ( O ) [ C 
@ @ H ] 0 ) C [ C @ ] 4 ( C ) C3CC [ C @ ] 12C 
CC ( = O ) [ C @ @ H ] 1C [ C @ @ ] 2 ( C ) [ C @ @ H ] 
C [ C @ H ] 3O [ Ca @ ] 23 [ CG004 ( C ) Cl [ CG ] 
5 ( C ) C = CC ( = O ) C ( C ) ( C ) C5 = C ( O ) C4 = 0 ) chcoc 

SJ000286248 ANTHOTHECOL 

c6 

Figure 24 ( continued ) 
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Reg Number 
SJ000286251 

SJ000286267 

SJ000286300 

SJ000286312 

SJ000286359 

Molsmiles Synonym 
CCI ( C ) C = ) C = C [ C @ ] 2 ( C ) C3CC [ C @ @ ] 4 CEDRELONE 
C ) [ C @ @ H ] ( C [ C @ H ] 50 [ C @ @ ] 45 [ C @ ] 3 ( C ) 
C ( = O ) C ( = C12 ) O ) chcocco 
CCC ( C ) C ( O ) C ( = O ) [ C @ H ] 1 [ C @ H ] ( OC = 0 ) | PRIEURIANIN 
C ( C = C ) C2 ( 0 ) C ( = O ) C [ C @ @ H ] ( c3cocc3 ) [ C 
@ ] 12C ) [ C @ @ ] 4 ( C ) [ C @ H ] ( CC ( = O ) [ C @ 
CYCOC ( = O ) C ) C4CC ( = O ) OCOC ( - 0 ) C 
O [ C @ H ] 1C = C2CCN3Cc4cc50COc5cc4C ( C LYCORINE 
@ @ H ] 10 ) C23 HYDROCHLORIDE 
C [ C @ @ H ] 1CC [ C @ @ ] 2 ( OC1 ) OC3C ( O ) C4C | DIGITONIN 
5CC [ C @ H ] 6C [ C @ H ] ( O [ C @ @ H ] 70 [ C @ H ] ( 
CO ) [ C @ H ] ( O [ C @ @ H ] 8O [ C @ H ] ( CO ) [ C @ 
@ H ] ( O ) [ CH ] ( O [ Ca @ H ] 9OC [ C @ @ H ] ( O ) 
[ C @ H ] ( O ) [ C @ H ] 90 ) [ C @ H ] 8O [ C @ @ H ] % 1 
00 [ C @ H ] ( CO ) [ C @ H ] ( 0 ) [ C @ H ] ( O [ C @ @ H ] 
% 110 [ C @ H ] ( CO ) [ C @ @ H ] ( O ) [ C @ H ] ( O ) [ C 
@ H ] % 110 ) [ C @ H ] % 100 ) [ C @ H ] ( O ) ( C @ H ] 7 
O ) [ C @ H ] ( 0 ) C [ C @ ] 6 ( C ) C5CC [ C @ ] 4 ( C ) C3 [ 
C @ @ H ) 2C 
CN ( C ) Cclc ( C ) [ nHjc2ccccc12 2 - METHYL 

GRAMINE 
COC ( = O ) [ C @ @ H ] 10C ( = O ) C20C23 [ C @ @ ] | 7 - BETA - HYDROXY 
1 ( C ) CCC4 [ C @ @ ] 5 ( C ) [ C @ H ] C [ C @ @ H ] ( O 7 
C ( = O ) C ) C ( C ) ( C ) C5C [ C @ @ H ] ( O ) [ C @ @ ] 34 DESACETOXYKHIV 
C ) OC ( = O ) C ORINIC ACID , 

METHYL ESTER 
Oclccc2C3c4cc ( O ) ( O ) cc4CC3 ( O ) COc2cl BRAZILIN 
COclcc20C [ C @ H ] 30c4c ( ccc50c ( cc45 ) C ( C ) 
C ) C ( = O ) [ C @ H ] 3c2cc1OC 
COC ( = O ) clc ( C ) c20c3c ( CI ) ( O ) ( CI ) ( C ) c3 LEOIDIN 
C - 010c2c ( C ) c10 
CC ( C ) ( C = C ) c1c20c3c ( O ) ( O ) ccc3C ( = O ) c2c MACLUROXANTHO 
( 0 ) c4C = CC ( C ) ( C ) Oc14 NE 

OC ( = CC ( = O ) clcccccl ) c2ccccc20 2 ' , BETA 
DIHYDROXYCHALC 
ONE 

OC [ C @ H ] 10 [ C @ @ H ] ( Oc2ccc ( C ( = O ) \ C = C1 2 , 4 ' 
c3ccccc3 ) ( O ) c2 ) [ C @ H ] ( O ) [ C @ @ H ] 0 [ C | DIHYDROXYCHALC 
@ @ H ] 10 ONE 4 ' - GLUCOSIDE 
O = CICC ( Oc2ccccc12 ) c3ccccc3 FLAVANONE 

Oclccccc1 ) C ( = O ) \ C = C \ cccccc2 41 
HYDROXYCHALCO 
NE 

SJ000286366 

SJ000286380 
SJ000286381 

SJ000286382 

SJ000286387 

SJ000286389 

SJ000286393 

SJ000286395 
SJ000286396 
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Reg Number 
SJ000286398 2 , 6 

SJ000286406 

SJ000286408 

SJ000286413 

Molsmiles Synonym 
COC1 = CC ( = O ) C = C ( OC ) C1 = 0 

DIMETHOXYQUINO 
NE 

COclccc2C ( = O ) C ( Cc3ccc ( OC ) ( O ) c3 ) COc2 DEOXYSAPPANONE 
B 7 , 3 ' - DIMETHYL 
ETHER 

CC ( C ) C ( C ) C = CC ( C ) C1CCC2C3 = CC = C4C ERGOSTEROL 
C ( O ) CCC4C ) C3CCC12C 
COC1 = CC ( = O ) C ( = CC1 = 0 ) C ( C = C ) c2ccc ( O ) DALBERGIONE , 4 
cc2 METHOXY - 4 ' 

HYDROXY 
COclcc20CC @ H ] 30c4c ( CC = C ( C ) C ) ( O ) c ROTENONIC ACID 
Cc4C ( = O ) [ C @ H ] 3c2cc10C 
COclcc ( C \ C = C \ c2ccccc2 ) c ( OC ) cc10 VIOLASTYRENE 
COC1 = CC ( = O ) C ( = CC1 = 0 ) C ( C = C ) cccccc2 

METHOXYDALBER 
GIONE 

COclccc2C ( = O ) \ C ( = C \ c3ccc ( OC ) ( O ) c3 ) \ C SAPPANONE A 
Oc2c1 DIMETHYL ETHER 
COclcc20C [ C @ H ] 30c4c5CCC ( C ) ( C ) Oc5cc BETA 
c4C ( = O ) [ C @ H ] 3c2cc10C DIHYDROROTENON 

SJ000286415 

SJ000286419 
SJ000286421 

SJ000286423 

SJ000286424 

SJ000286430 
SJ000286434 

C = CC ( C1 = CC ( = O ) C = CC1 = O ) c2ccccc2 
COclccc2C ( = O ) C ( Cc3ccc ( OC ) ( OC ( = O ) C ) c 
3 ) COc2c1 

DALBERGIONE 
DEOXYSAPPANONE 
B 7 , 3 ' - DIMETHYL 
ETHER ACETATE 
DIHYDROROTENON SJ000286436 

SJ000286438 MUNDOSERONE 
SJ000286446 
SJ000286448 

FLAVOKAWAIN B 
PYRROMYCIN 

SJ000286450 
SJ000286451 

COclcc20C [ C @ H ] 30c4c5CC ( Oc5ccc4C ( = 
O ) [ C @ H ] 3c2cc1OC ) C ( C ) C 
COclccc2C ( = O ) [ C @ @ H ] 3 [ C @ @ H ] ( COc4c 
( OC ) ( OC ) cc34 ) Oc2cl 
COclcc ( O ) ( C ( = O ) C = C \ c2ccccc2c ( OC ) c1 
CC [ C @ @ ] 1 ( 0 ) C [ C @ H ] ( O [ C @ H ] 2C [ C @ @ 
H ] ( [ C @ H ] ( O ) [ C @ H ] ( C ) 02 ) N ( C ) C ) c3c ( 0 ) c4 
C ( = O ) c5c ( O ) ccc ( O ) c5C ( = O ) c4cc3 [ C @ H ] 1C 
= O ) OC 
Oclccc2C30c4cc5OCOc5cc4c3cOc2c1 
CC ( = O ) [ C @ @ H ] 1C2CC [ C @ H ] 3 [ C @ @ ( C 
( O ) [ C @ @ H ] 4C [ C @ H ] ( 0 ) C ( C ) ( C ) [ C @ @ ] 4 
O ) [ C @ H ] ( O ) CC13C [ C @ @ ] 2 ( C ) O 
Cclcc ( O ) ( C = O ) c20c3c ( OC ( = O ) c12 ) ( C ) ( 
Oc4C ( = O ) OC ( O ) c34 
O [ C @ H ] 1Cc2ccc ( O ) cc20 [ C @ @ H ] 1c3ccc ( O 
c ( 0c3 
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MAACKIAIN 
GRAYANOTOXIN I 

SJ000286453 NORSTICTIC ACID 
SJ000286455 FISETINIDOL 
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Reg Number 
SJ000286458 

SJ000286481 
SJ000286496 
SJ000286501 

SJ000286511 

SJ000286515 

SJ000286515 

SJ000286516 

SJ000286520 
SJ000286522 

Molsmiles | Synonym 
COclc ( CC ( = O ) c2cc3CC ( O ) C ( C ) ( C ) Oc3cc20 DIHYDROMUNDUL 
) ccc40C ( C ) ( C ) C = Cc14 ETONE 
Clclcccc ( CI ) c1NC2 = NCCN2 CLONIDINE 

| NC1 [ BH ] cnc2ncnc12 ADENINE 
CN1Cc2c30COc3ccc2 [ C @ H ] 4 [ C @ @ H ] ( 0 ) CHELIDONINE 
Cc5cc6OCOc6cc5 [ C @ @ H ] 14 
CC ( C ) CCCC ( C ) [ C @ H ] 1CCC2C3C [ C @ @ H ] CHOLESTAN - 3 
( O ) [ C @ @ ] 4 ( 0 ) C [ C @ @ H ] ( 0 ) CC [ C @ ] 4 ( C ) C BETA , 5 - ALPHA , 6 
3CC [ C @ ] 12C BETA - TRIOL 
COcloc ( cc ( OC ) c10C ) [ C @ H ] 2 [ C @ H ] 3 [ C @ PODOPHYLLOTOXI 
H ] ( COC3 = O ) [ C @ @ H ] ( OC ( = O ) C ) c4cc50CON ACETATE 
c5cc24 
COclcc ( cc ( OC ) c10C ) [ C @ H ] 2 [ C @ @ H ] 3 [ C PODOPHYLLOTOXI 
@ H ] ( COC3 = O ) [ C @ @ H ] ( OC ( = O ) C ) c4cc50 N ACETATE 
COc5cc24 
Oclccc ( CI ) cc1C ( = O ) Nc2ccc ( cc2C1 ) [ N + ] ( = O ) NICOLSAMIDE 
10 - 1 
Oclccc ( ccl ) C2 = COc3cc ( O ) cc ( O ) c3C2 = 0 GENISTEIN 
COC1 = CC = O ) C ( = CC1 = 0 ) C ( C = C ) c2ccc ( O 4 , 4 ' 
C ) cc2 DIMETHOXYDALBE 

RGIONE 
CO¢lccccc1C2 = COc3cc ( O ) ccc3C2 = 0 7 - HYDROXY - 2 

METHOXYISOFLAV 
ONE 

CCOC ( = O ) clc ( C ) cc ( O ) cc10 ORSELLINIC ACID , 
ETHYL ESTER 

COclccccc1 ) [ C @ @ H ] ( C ) C ( = O ) c2ccc ( O ) cc | ANGOLENSIN 
20 
CCC = C ) \ C = C / 1 \ C = CC ( = O ) C ( = C1 ) C RETUSOQUINONE 
COclcc20CC30c4cc50C ( C ) ( C ) C = Cc5c ( O ) C BETA - TOXICAROL 
4C ( = O ) C3c2cc10C 
COclcc2cc [ n + ] 3c ( C ) c4cc ( OC ) ( OC ) cc4cc3c CORALYNE 
2cc1OC CHLORIDE 

| CC ( N ) COclc ( C ) cccc1C MEXILETINE 
CCC ( = O ) OCC ( = O ) [ C @ @ ] 1 ( OC ( = O ) CC ) C BETAMETHASONE 
@ @ H ] ( C ) CC2C3CCC4 = CC ( = O ) C = C [ C @ ] 4 ( 17 , 21 
C ) C3 ( F ) [ C @ @ H ] ( O ) C [ C @ ] 12C DIPROPIONATE 
CC = CCC1 = C ( O ) C ( = O ) c2ccccc2C1 = 0 ) C L APACHOL 
C [ C @ ] 12CCC3C ( CCC4 = CC ( = O ) CC [ C @ ] 34 TESTOSTERONE 
C ) C1CC [ C @ @ H ] 20 
OCIOCC = C2OC ( = O ) C = C12 PATULIN 
CC ( C ) Nclnc ( Cl ) nc ( NC ( C ) C ) nl PROPAZINE 

SJ000286525 

SJ000286530 
SJ000286533 

SJ000286536 
SJ000286537 

SJ000286548 

SJ000286550 
SJ000286552 

SJ000286565 
SJ000286572 
SJ000286576 
SJ000286594 
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Reg Number 
SJ000286616 

SJ000286619 
SJ000286644 

SJ000286645 
SJ000286646 
SJ000286648 

SJ000286657 
SJ000286658 

SJ000286694 
SJ000286708 

SJ000286710 

SJ000286711 

Molsmiles Synonym 
CCCCCCC ( C ) OC ( = O ) COclccc ( CI ) cc1c1 2 , 4 

DICHLOROPHENOX 
YACETIC ACID , 
ISOOCTYL ESTER 

CC ( C ) N ( C ( = O ) CCI ) clccccc1 PROPACHLOR 
CCCCOC ( = O ) clccccc1C ( = O ) OCc2ccccc2 BENZYLBUTYLPHT 

HALATE 
CCCCCCCCCclccc ( O ) cc1 4 - NONYLPHENOL 
CCOCN ( C ( = O ) CCI ) clc ( C ) cccc1CC ACETOCHLOR 
COclcc2OCOc2cc1C3 = Cc4cc5ccoc5cc40C3 PACHYRRHIZIN 
= 0 

COclccc2c ( cl ) [ nH ] c3c ( C ) nccc23 HARMINE 
COclccc2cc3c4cc ( OC ) ( OC ) cc4CC [ n + ] 3cc2 PALMATINE 
clOC CHLORIDE 
OCC ( O ) CC ( O ) CCCCCCCCCCCC = C AVOCADENE 
COclcc ( cc ( OC ) c10C ) [ C @ H ] 2 [ C @ @ H ] 3 [ C | BETA - PELTATIN 
@ H ] ( COC3 = 0 ) Cc4c ( O ) c50COc5cc24 
OC [ C @ H ] 10 [ C @ H ] ( [ C @ H ] ( O ) [ C @ @ H ] 10 KINETIN RIBOSIDE 
) n2cnc3c ( NCc4occc4 ) ncnc23 
CC ( C ) clc ( O ) ( O ) ( C = O ) c2c ( O ) c ( c ( C ) cc12 ) c GOSSYPOL 
3c ( C ) cc4c ( C ( C ) C ) ( O ) ( O ) C ( C = 0 ) c4c30 
CSC = C ( C ) C ( = OOC1 [ C @ H ] ( OC ( = OC ) C27 | BETA - ESCIN 
CO ) [ C @ H ] ( 0 ) C [ C @ ] 3 ( C ) C ( = CCC4C5 ( C ) C 
CC ( O [ C @ @ H ] 60 [ C @ @ H ] ( [ C @ @ H ] ( O [ C 
@ @ H ] 70 [ C @ H ] ( CO ) [ C @ @ H ] 0 [ C @ H ] ( O 
[ C @ H ] 70 ) [ C @ H ] ( O ) [ C @ H ] 60 [ C @ @ H ] 80 

[ C @ H ] ( CO ) [ Ca @ H ] ( O ) [ C @ H ] ( O ) C H08 
O ) C ( = 0 ) 0 ) [ C @ ] ( C ) ( CO ) C5CCC34C ) C2CC1 
( C ) C 
COclcc20C [ C @ H ] 30c4c5C = CC ( C ) ( C ) Oc5c DEGUELIN 
cc4C ( = O ) [ C @ H ] 3c2cc1OC 
NC ( C ( O ) C ( = O ) 0 ) C ( = 0 ) 0 D . L - THREO - 3 

HYDROXYASPARTI 
CACID 

COCIC [ C @ H ] 2N3CC ( O ) C2 ( C = C1 ) c4cc50CCRINAMINE 
Oc5cc4C3 
CCCCCCCCCCCCCCCC [ N + ] ( C ) ( C ) C CETRIMONIUM 

BROMIDE 
COclcc2CC [ C @ H ] ( NC ( = O ) C ) C3 = C ( C = CC ( COLCHICEINE 
= O ) C ( = C3 ) O ) c2c ( OC ) 10C 
COclcccc ( O ) c10 

METHOXYCATECH 
OL 

SJ000286715 

SJ000286728 

SJ000286729 

SJ000286749 

SJ000286751 

SJ000286753 

SJ000286767 
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Reg Number 
SJ000286769 

SJ000286772 4 ' 

SJ000286775 

Molsmiles Synonym 
OCC ( O ) CC ) CCCCCCCCCCCC = C . OCC | AVOCATIN B 
OCC ( O ) CCCCCCCCCCCC # C 
COclccc { ccl ) C ( = O ) \ C = C \ c2ccccc2 

METHOXYCHALCO 
NE 

CCC ( C ) [ C @ H ] 10 [ C @ @ ] 2 ( C [ C @ @ H ] 3C [ C AVERMECTIN B1 
@ @ H ] ( C \ C = C ( C ) \ [ C @ @ H ] ( OC4C [ C @ H ] ( 
OC ) C ( O [ C @ H ] 5C [ C @ H ] ( OC ) [ C @ @ H ] ( 0 ) 
C @ H ] ( C ) 05 ) [ C @ H ] ( C ) 04 ) [ C @ @ H ] ( C ) \ C = 
C \ C = C \ 6 / CO [ C @ @ H ] 7 [ C @ H ] ( 0 ) C ( = C [ C @ 
@ H ] ( C ( = O ) ( 3 ) [ C @ ] 670 ) C ) 02 ) C = C [ C @ @ 
? ] 1? 
NCCCCN PUTRESCINE 

DIHYDROCHLORID 
SJ000286776 

E 
SJ000286780 
SJ000286781 

SJ000286782 
SJ000286783 

SJ000286797 
SJ000286800 

NC @ @ H ] ( CCON = C ( N ) N ) C ( = O ) 0 CANAVANINE 
C [ C @ H ] ICC [ C @ ] 2 ( NC1 ) OC3C4CCC5C [ C TOMATINE 
@ H ] ( CC [ C @ ] 5 ( C ) C4CC [ C @ ] 3 ( C ) [ C @ @ H ] 
2C ) 0 [ C @ H ] 60 [ C @ H ] ( CO ) [ C @ H ] ( O [ C @ H ] 
70 [ C @ H ] ( CO ) [ C @ @ H ] ( O ) [ C @ H ] ( O [ C @ H ] 
80CC0 @ H ] ( O ) [ C @ H ] ( O ) [ CH ] 80 [ CH 
190 [ C @ H ] ( CO ) [ C @ @ H ] ( O ) [ C @ H ] ( O ) [ C @ 
H390 ) [ CGH170 ) CaH ] ( O ) [ CGH16O 
COclcc ( O ) cc ( OC ) 10C ANTIAROL 
O [ C @ @ H ] 10 [ C @ H ] ( COC ( = O ) CC [ N + ] = 0 ) ENDECAPHYLLIN X 
[ O - ] ) [ C @ @ H ] ( OC ( = O ) CC [ N + ] ( = O ) [ O 
D [ C @ H ] ( OC ( = O ) CC [ N + ] ( = O ) [ O 
D [ C @ H ] IOC ( = O ) CC [ N + ] ( = O ) [ O - ] 
CICCN ( CCC ) CCC1 TRICHLORMETHINE 
COCI ( C ) CCC20C2 ( C ) CCC3C1CC3 ( C ) C 2 - METHOXY - 5 

( 6 ) EPOXY 
TETRAHYDROCA 
OPHYLLENE 

CCI ( C ) CC2C1CCC ( = O ) C ( CCC2 = C ) C3CC ( = 2 - METHYLENE - 5 
O ) C3 = 0 ( 2 , 5 

DIOXOTETRAHYDR 
OFURAN - 3 - YL ) - 6 
OXO - - 10 , 10 
DIMETHYLBICYCL 
0 7 : 2 : 0JUNDECANE 

| OC [ C @ H ] 10 [ C @ @ H ] ( Oc2cc ( O ) c3C ( = O ) C = | COSMOSIIN 
C ( Oc3c2 ) c4ccc ( O ) cc4 ) [ C @ H ] ( O ) [ C @ @ H ] 
O ) [ C @ @ H ] 10 

SJ000286801 

SJ000286802 
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Reg Number 
SJ000286804 

SJ000286809 

SJ000286813 
SJ000286816 

SJ000286821 5 , 4 ' 

SJ000286829 5 

SJ000286830 

SJ000286847 

SJ000286853 

Molsmiles Synonym 
CCC ( = O ) [ C @ H ] 1CC [ C @ H ] 2 [ C @ @ H ] 3C TESTOSTERONE 
CC4 = CC ( = O ) CC [ C @ ] 4 ( C ) [ C @ H ] 3CC [ C @ ] PROPIONATE 
12C 
COC1 = C ( C = 0 ) Oc2cc30C ( C ) ( C ) C = Cc3c ( O ROBUSTIC ACID 
C ) c12 ) c4ccc ( OC ) cc4 METHYL ETHER 
COclc ( O ) cc2C ( = CC ( = O ) Oc2c10C ) c3ccccc3 KUHLMANNIN 
COclc2C = CC ( C ) ( C ) Oc2ccc1C3 = COc4cc50 MUNDULONE 
C ( C ) ( C ) C ( 0 ) Cc5cc4C3 = 0 
COclcccccl ) C2 = CC ( = O ) c3c ( OC ) cccc302 

DIMETHOXYFLAVO 
NE 

CC ( = O ) [ C @ H ] 1CC [ C @ ] 2 ( C ) [ C @ H ] 3CC [ 
Ca @ ] 4 ( C ) [ C @ @ H ] ( CCC4 = O ) [ C @ @ H ] 3C DEHYDROEPIANDR 
C = C2C1 OSTERONE 

??????? 
C [ C @ @ ] 1 ( CO ) [ C @ H ] ( 0 ) CC [ C @ @ ] 2 ( C ) [ C | ANDROGRAPHOLID 
@ H ] ( C \ C = C \ 3 / [ C @ H ] ( O ) COC3 = 0 ) C ( = C ) C E 
CC12 
COclcc20CC30c4c5C = CC ( C ) ( C ) Oc5cc ( O ) | ALPHA - TOXICAROL 
4C ( = O ) C3c2cc1OC 
CC ( = O ) OCC ( = O ) [ C @ H ] 1CCC2C3CCC4 = C DESOXYCORTICOS 
C ( = O ) CC [ C @ ] 4 ( C ) C3CC [ C @ ] 12C TERONE ACETATE 
COC ( = O ) clc ( C ) c20c3c ( C1 ) C ( OC ) ( Cl ) c ( C ) c LEOIDIN DIMETHYL 
3C ( = O ) Oc2c ( C ) c10C ETHER 
CC ( = O ) OCICCC ( = C ) [ C @ H ] 2CC ( C ) ( C ) [ C @ CARYOPHYLLENYL 
@ H 2C \ C = C \ 1 / C ACETATE 
COclccc2C ( = O ) [ C @ @ H ] 3 [ C @ @ H ] ( COc4c ROTENONIC ACID , 
c ( OC ) ( OC ) cc34 ) Oc2c1CC = C ( C ) C METHYL ETHER 
CC ( C ) CCCC ( C ) CCCC ( C ) CCCC1 ( C ) CCcc ( ALPHA 
C ) ( O ) ( C ) ( C ) c201 TOCOPHEROL 
CC ( C ) C1 = CC ( = O ) C ( = CC1 = 0 ) C THYMOQUINONE 
C [ C @ ] 12CC [ C @ @ H ] ( O ) CCICC [ C @ @ H ] 3 [ EPIANDROSTERONE 
C @ @ H ] 2CC [ C @ @ ] 4 ( C ) ( C @ H ] 3CCC4 = 0 
C [ C @ ] 12C [ C @ H ] ( O ) [ C @ @ ] 3 ( F ) [ C @ @ H ] ( TRIAMCINOLONE 
CCC4 = CC ( = O ) C = C [ C @ ] 34C ) [ C @ @ H ] 1C [ C 
@ @ H ] 0 [ C @ ] 2 ( 0 ) C ( = O ) CO 
OC ( = O ) CCCINCC2CC1CN3CCCCC23 LUPANYL ACID 

HYDROCHLORIDE 
NCCCC ( = O ) O GABA 
CC1 ( C ) 0 [ C @ @ H ] 2CC3C4CCC5 = CC ( = O ) C HALCINONIDE 
CC5 ( C ) C4 ( F ) C ( O ) CC3 ( C ) [ C @ @ ] 2 ( 01 ) C ( = 
? ) CCI 

SJ000286865 

SJ000286868 

SJ000286877 

SJ000286884 

SJ000286890 
SJ000286899 

SJ000286902 

SJ000286904 

SJ000286906 
SJ000286948 
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Reg Number 
SJ000286950 

SJ000286959 

SJ000286960 

SJ000286962 

Molsmiles Synonym 
CCCINC = O ) C ( C ( O ) C ( C ) C \ C = C \ CN ( C ) CO CICLOSPORIN 
= O ) C ( C ( C ) C ) N ( C ) C ( = O ) C ( CC ( C ) C ) N ( C ) C ( = 
O ) C ( CC ( C ) C ) N ( C ) C ( = O ) C ( C ) NC ( = O ) C ( C ) N 
C ( = O ) C ( CC ( C ) C ) N ( C ) C = O ) C ( NCO ) C ( C 
C ( C ) C ) N ( C ) C ( = O ) CN ( C ) C1 = 0 ) C ( C ) C 
CC ( C ) CC ( = O ) clc ( O ) ( C ) ( O ) c2cloc3c ( C ( = RHODOMYRTOXIN 
OCC ( C ) C ) ( O ) ( C ) ( O ) c23 
Cclc ( O ) ( O ) cc2c1CC = C3 [ C @ @ 12 ( C ) CC [ C DIHYDROCELASTR 
@ @ ] 4 ( C ) C5C [ C @ @ ] ( C ( CC [ C @ ] 5 ( C ) CC [ C OL 
@ ] 34C ) C = O ) 0 
Oclcc ( O ) c2C ( = O ) C = C ( Oc2cl ) c3cc ( O ) ( O ) ( HIERACIN 
Oc3 
CCC ( C ) C ( = O ) clc ( O ) ( C ) c20c3c ( C ) ( O ) ( CC RHODOMYRTOXIN 
= O ) C ( C ) CC ) ( O ) c3c2c10 
CC [ C @ @ ] 1 ( 0 ) C ( = O ) OCC2 = C1C = C3N ( Cc4 10 
cc5cc ( O ) ccc5nc34 ) C2 = 0 HYDROXYCAMTOT 

HECIN 
OC [ C @ H ] 10C ( C [ C @ @ H ] 10 ) N2C = C ( C = O TRIFLURIDINE 
NC2 = 0 ) C ( F ) ( F ) F 
COCT - O ) [ C @ ] 1 ( C ) CC [ C @ 12 ( C ) CC [ C @ ] 3 ( PRISTIMEROL 
C ) C4 = CCc5c ( C ) ( O ) ( O ) cc5 [ C @ ] 4 ( C ) CC [ C 
@ @ ] 3 ( C ) C2C1 
COCI = CC ( = O ) C ( = C / C / 1 = C \ C = C \ c2ccccc2 ) OBTUSAQUINONE 

SJ000286963 

SJ000286965 

SJ000286983 

SJ000286986 

SJ000286993 

SJ000287007 COclcc ( O ) 2C ( = O ) C = C ( Oc2cl ) c3ccc ( OC ) GINKGETIN , 
c3 ) c4c ( O ) cc ( O ) c5C ( = O ) C = C ( Oc45 ) c6ccc ( 0 ) POTASSIUM SALT 
CC6 

SJ000287016 

SJ000287020 

SJ000287054 

CC1 ( C ) 0 [ C @ @ H ] 2CC3C4C [ C @ H ] ( F ) C5 = C FLUOCINOLONE 
C ( = O ) C = C [ C @ ] 5 ( C ) [ C @ @ ] 4 ( F ) [ C @ @ H ] ( O ACETONIDE 
C [ C @ ] 3 ( C ) [ C @ @ ] 2 ( 01 ) C ( = O ) CO 
CC ( C ) C1 = CC2 = CC [ C @ H ] 3 [ C @ ( C ) ( CO ) CC ABIETANOL 
C [ C @ ] 3 ( C ) C2CC1 
Oclcc ( O ) c2C [ C @ @ H ] ( OC ( = O ) c3cc ( O ) ( O ) THEASINENSIN 
C ( O ) c3 ) [ C @ H ] ( Oc2cl ) c4cc ( O ) ( O ) ( O ) c4c5c 
( O ) ( O ) ( O ) cc5 [ C @ H ] 60c7cc ( O ) cc ( O ) c7C [ 
CaH ] 60C = Oc8cc ( 0 ) c ( Oc ( O ) c8 
CC [ C @ H ] ( C ) C ( = O ) [ C @ H ] 1CCC = C2C = C [ COMPACTIN 
C @ H ] ( C ) C @ H ] ( CCTC @ @ H13CC @ @ H ] 
O ) CC ( = O ) 03 ) [ C @ @ H ] 12 
CC ( C ) CCC [ C @ @ H ] ( C ) CCCC @ @ H ] ( C ) CC PHYTOL 
\ C ( = C \ CO ) C 

SJ000287055 

SJ000287058 
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Reg Number 
SJ000287059 

SJ000287062 11 

Molsmiles Synonym 
CC ( = CCC \ C ( = C \ C = C \ C ( = C \ C = C \ C ( = C \ C = C1 LYCOPENE 
C = C ( / C ) \ C = C \ C = C ( / C ) \ C = C \ C = C ( C ) \ CCC = 
C ( C ) CC ) \ C ) \ C ) C 
CICC ( = O ) [ C @ H ] ( Cclcccccl ) NC ( = O ) OCc2c 
cccc2 BENZYLOXYCARBO 

NYLAMINOPHENET 
HYL 
CHLOROMETHYL 
KETONE 

Oclccc ( \ C = C \ c2cc ( O ) cc ( O ) c2 ) ccl RESVERATROL 
CC ( = O ) Oclccc ( \ C = C \ c2cc ( OC ( = O ) C ) cc ( OC ( TRIACETYLRESVER 
= O ) C ) c2 ) cc1 ATROL 
CNICCN ( CC1 ) C2 = Nc3cc ( CI ) ccc3Nc4ccccc2 CLOZAPINE 

SJ000287073 
SJ000287074 

SJ000287076 

SJ000287077 COclcc ( O ) c2C ( = O ) c3c ( O ) cc ( C ) cc3C ( = O ) c2c PHYSCION 
SJ000287078 

SJ000287087 
SJ000287088 
SJ000287090 

SJ000287092 

COclccc ( \ C = C \ c2cc ( O ) cc ( O [ C @ @ H ] 30 [ C PICEID 
@ H ] ( CO ) [ C @ @ H ] ( O ) [ C @ H ] ( O ) [ C @ H ] 30 ) 
c2 ) ccl 
N [ C @ @ H ] ( [ C @ @ H ] 1CC ( = NO1 ) CI ) C ( = O ) 0 ACIVICIN 
N [ C @ @ H ] ( C ( = O ) N [ C @ H ] 1 [ C @ H ] 2SCC ( = CEFACLOR 
C ( N2C1 = O ) C ( = O ) O ) CI ) c3ccccc3 
CC [ C @ H ] ( [ C @ @ H ] 10 [ C @ @ H ] ( [ C @ @ H ] NARASIN 
C [ C @ H ] ( O ) ( C @ H ] ( C ) C ( = O ) [ C @ H ] ( CC ) [ C 
@ H ] 20 [ C @ @ ] 3 ( O [ C @ @ ] 4 ( CC [ C @ C ) ( 04 
C5CC [ C @ ] ( O ) ( CC ) [ C @ H ] ( C ) 05 ) [ C @ H ] ( O 
C = C3 ) [ CH ] ( C ) C [ C @ @ H ] 2C ) [ CaH ] ( C 
C [ C @ H ] 1C ) C ( = O ) O 
CC [ C @ H ] 1CC [ C @ H ] 20 [ C @ @ ] 3 ( CC [ C @ @ | OLIGOMYCIN 
H ] ( C ) [ C @ @ H ] ( C [ C @ H ] ( C ) O ) 03 ) [ C @ H ] ( C ) 
[ C @ @ H ] ( OC ( = O ) \ C = C \ [ C @ @ H ] ( C ) ( C @ H ] 
O ) [ C @ @ H ] ( C ) C ( = O ) [ C @ @ H ] ( C ) [ C @ H ] ( O ) 
[ C @ @ H ] ( C ) C ( = O ) [ C @ @ ] ( C ) ( O ) [ C @ H ] ( 0 ) [ 
C @ @ H ] ( C ) C \ C = C \ C = C \ 1 ) [ C @ H ] 2C 
Oclccccc1 ) C2 = CC ( = O ) c3c ( O ) cc ( O ) cc302 APIGENIN 
COclccc2C ( = O ) C ( = C / c3ccc ( O ) ( O ) c3 ) \ COC SAPPANONE A 7 
2cl METHYL ETHER 
C [ C @ @ H ] 1CC2C3C [ C @ H ] ( F ) C4 = CC ( = O ) FLUMETASONE 
C = C ( C @ ] 4 ( C ) [ C @ @ ] 3 ( F ) [ C @ @ H ] ( 0 ) C [ C 
@ 12 ( C ) c @ @ 1 ( 0 ) C ( = O ) CO 
OC1 = C ( Oc2cc ( O ) cc ( O ) c2C1 = 0 ) c3ccc ( O ) cc3 MORIN 

SJ000287098 
SJ000287101 

SJ000287102 

SJ000287131 
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SJ000287132 

Molsmiles Synonym 
Fclccccc1 ) C ( = O ) CCCN2CCN ( CC2 ) c3ccccn | AZAPERONE 

SJ000287133 

SJ000287134 

SJ000287136 

SJ000287138 

SJ000287139 
SJ000287147 
SJ000287149 

SJ000287150 
SJ000287152 
SJ000287155 

CC ( = O ) [ C @ @ H ] 1CC ( = O ) OC ( C ) ( C ) C2CC NOMILIN 
= O ) [ C @ ] 3 ( C ) C ( CC [ C @ @ ] 4 ( C ) [ C @ @ H ] ( O 
C ( = O ) [ C @ H ] 50 [ C @ @ ] 345 ) chcocco ) [ C @ @ 
112C 
Oclccc ( \ C = C \ C ( = O ) OCCc2ccccc2 ) cc10 PHENETHYL 

CAFFEATE 
OC ( = O ) C ( Cclccc ( O ) ( O ) cl ) OC ( = O ) \ C = C \ c2 ROSMARINIC ACID 
ccc ( O ) ( O ) c2 
CC1 ( C ) 0 [ C @ @ H ] 2CC3C4C [ C @ H ] ( F ) C3 = C FLUDROXYCORTID 
C ( = O ) CC [ C @ ] 5 ( C ) C4 [ C @ @ H ] ( 0 ) C [ C @ ] 3 ( 
C ) [ C @ @ ] 2 ( 01 ) C ( = O ) CO 

| CS ( = O ) ( = O ) CCCCN = C = S ERYSOLIN 
0 = C1c2ccccc2C ( = O ) c3ccccc13 ANTHRAQUINONE 
CC [ C @ @ ] 1 ( 0 ) C ( = O ) OCC2 = C1C = C3N ( Cc4 TOPOTECAN 
cc5c ( CN ( C ) C ) ( O ) ccc5nc34 ) C2 = 0 
OCP = O ) clccccc10 SALICYLIC ACID 

INC1nc ( O ) c2 [ nHjnnc / nl . | AZAGUANINE - 8 
CC ( = O ) OCC ( = O ) [ C @ @ ] 1 ( 0 ) CC [ C @ H ] 2 [ C ISOFLUPREDONE 
@ @ H ] 3CCC4 = CC ( = O ) C = C [ C @ ] 4 ( C ) [ C @ @ ACETATE 
13 ( F ) [ C @ @ H ] 0 ) C [ C @ ] 12C 
OC [ C @ H ] 10 [ C @ H ] ( C [ C @ @ H ] 10 ) N2C = CCIDOXURIDINE 
1 ) C ( = O ) NC2 = 0 
CN ( C ) C \ C = C ( iclccc ( Br ) cc1 ) \ c2cccnc2 ZIMELIDINE 

DIHYDROCHLORID 
E MONOHYDRATE 

C [ C @ H ] 1CCC2 ( NC1 ) O [ C @ H ] 3C [ C @ H ] 4 [ C TOMATINE 
@ @ H ] 5CC [ C @ H ] 6C [ C @ H ] ( CC [ C @ ] 6 ( C ) [ 
C @ H ] 5CC [ C @ ] 4 ( C ) [ C @ H ] 3 [ C @ @ H ] 2C ) 0 [ 
C @ @ H ] 70 [ C @ H ] ( CO ) [ C @ H ] ( O [ C @ @ H ] 8 
O [ C @ H ] ( CO ) [ C @ @ H ] ( 0 ) [ C @ H ] ( O [ C @ @ 
H ] 90C [ C @ @ H ] ( O ) [ C @ H ] ( 0 ) [ C @ H ] 90 ) [ C 
@ H ] 80 [ C @ @ H ] % 100 [ C @ H ] ( CO ) [ C @ @ H ] 
( O ) [ C @ H ] ( O ) ( C @ H ] % 100 ) [ C @ H ] ( O ) [ C @ 
H170 
CC12NC ( Cc3ccccc13 ) c4ccccc24 DIZOCILPINE 

MALEATE 

SJ000287160 

SJ000287177 

SJ000287181 

SJ000287182 
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SJ000287193 

SJ000287195 

SJ000287203 

Molsmiles Synonym 
CC [ C @ @ H ] ( C ) [ C @ H ] 10 [ C @ ] 2 ( CC [ C @ @ IVERMECTIN 
H ] 1C ) C [ C @ @ H ] 3C [ C @ @ H ] ( C \ C = C ( / C ) \ [ C 
@ @ H ] ( O [ C @ H ] 4C [ C @ H ] ( OC ) [ C @ @ H ] ( O [ 
C @ H ] 5C [ C @ H ] ( OC ) [ C @ @ H ] ( O ) [ C @ H ] ( C ) 
05 ) [ C @ H ] ( C ) 04 ) [ C @ @ H ] ( C ) \ C = C \ C = C \ / 
CO [ C @ @ H ] 7 [ C @ H ] ( 0 ) C ( = C [ C @ @ H ] ( C = 
0 ) 03 ) [ C @ ] 670 ) C ) 02 
CC ( C ) NICCN ( CC1 ) c2ccc ( OC [ C @ H ] 3CO [ C TERCONAZOLE 
@ @ ( Cn4cncn4 ) ( 03 ) c5ccc ( CI ) cc5Cl ) cc2 
CC ( = O ) N ( CC ( O ) CO ) clc ( I ) c ( C = O ) NCC ( O ) IOHEXOL 
CO ) c ( Ic ( C = O ) NCC ( OCO ) cle 
CCIOC ( = O ) CC ( O ) CC ( O ) CC ( O ) CCC ( O ) C ( O NYSTATIN 
) CC ( = O ) CC ( O ) C ( C ( O ) CC ( O [ C @ @ H ] 20 [ C 
@ H ] ( C ) [ C @ @ H ] ( O ) [ C @ H ] ( N ) [ C @ @ H ] 20 ) 
\ C = C \ C = C \ C = C \ C = C \ CC \ C = C \ C = C \ C ( C ) C ( 
0 ) C1C ) C = 0 ) 0 
CC ( C ) nlc ( \ C = C \ [ C @ H ] ( O ) C [ C @ H ] ( O ) CC ( = FLUVASTATIN 
00 ) c ( c2ccc ( F ) cc2 ) c3ccccc13 
OC ( = O ) COC ( = O ) Cclccccc1Nc2c ( CI ) cccc2C ACECLOFENAC 

SJ000287206 

SJ000287209 

SJ000287215 

SJ000287222 

SJ000287228 
SJ000287229 
SJ000287231 

SJ000287238 

CCCCCC [ C @ @ H ] 1 [ C @ @ H ] ( OC ( = O ) CC ( C ANTIMYCIN A 
C ) [ C @ H ] ( C ) OC ( = O ) C ( NC ( = O ) c2cccc ( NC = 

O ) c20 ) [ C @ @ H ] ( C ) C1 = 0 
CCCSclccc2 [ nH ] ( NC ( = O ) OC ) nc2cl ALBENDAZOLE 
OC ( CCCNICCCCC1 ) ( c2ccccc2c3ccccc3 DIPHENIDOL 
CC ( = O ) OCC ( = O ) [ C @ @ ] 1 ( 0 ) CC [ C @ H ] 2 [ C FLUDROCORTISON 
@ @ H ] 3CCC4 = CC ( = O ) CC [ C @ ] 4 ( C ) C3 ( F ) C ( E ACETATE 
= O ) C [ C @ ] 12C 
CC ( C ( O ) clccc ( O ) ccl ) N2CCC ( Cc3ccccc3 ) C IFENPRODIL 
C2 TARTRATE 
CCCCCCC [ N + ] ( CC ) CC ) CCCCclccc ( CI ) cc1 CLOFILIUM 

TOSYLATE 
OCCN1CCN ( CC \ C = C / 2 \ c3ccccc3Sc4ccccc2 FLUPENTIXOL 
4 ) C ( F ) ( FF ) CC1 
Nelnc ( S ) c2ncn { [ C @ @ H ] 30 [ C @ H ] ( CO ) [ C THIOGUANOSINE 

| @ @ H ] ( O ) [ C @ H ] 30 ) c2n1 
Fclccc ( ccl ) C ( OCCN2CCN ( CCCc3ccccc3 ) C GBR 12909 
C2 ) c4ccc ( F ) cc4 DIHYDROCHLORID 

SJ000287239 

SJ000287245 

SJ000287247 

SJ000287256 

SJ000287261 ANISOMYCIN COclccc ( C [ C @ H ] 2NC [ C @ H ] ( O ) [ C @ H ] 20 
C ( = O ) C ) ccl 
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SJ000287270 

SJ000287281 
SJ000287282 

SJ000287283 

SJ000287295 
SJ000287300 

SJ000287313 

SJ000287314 

SJ000287317 

SJ000287320 

Molsmiles Synonym 
C [ C @ ] 12C [ C @ H ] ( 0 ) [ C @ H ] 3 [ C @ @ H ] ( CC CORTICOSTERONE 
C4 = CC ( = O ) CC [ C @ ] 340 ) [ C @ @ H ] 1CC [ C @ 
@ H ] 2C ( = O ) CO 
CC1 = CC ( = 0c2ccccc2C1 = 0 MENADIONE 
CCCCC [ C @ H ] ( 0 ) \ C = C \ [ C @ H ] 1 [ C @ H ] ( 0 ) DINOPROST 
C [ C @ H ] ( 0 ) [ C @ @ H ] 1C \ C = C / CCCC ( = O ) 0 TROMETAMOL 
Oclnc2ccccc2n1CCCN3CCC ( CC3 ) n4c ( O ) no DOMPERIDONE 
5cc ( Cl ) ccc45 MALEATE 
Cclnnc ( O ) nc10 | AZATHYMINE , 6 

| NC ( = N ) NCclcccc ( I ) c1 IOBENGUANE 
SULFATE 

Oclccccc1 ) C ( = O ) N \ N = C \ c20c ( cc2 ) [ N + ] 90 NIFUROXAZIDE 
D [ O - ] 
COclccccclN2CCN ( CCCCNC ( = O ) c3ccc4cc DO 897 / 99 
ccc4c3 ) CC2 
CC ( C ) [ C @ @ ] 1 ( NC ( = O ) [ C @ @ H ] 2C [ C @ H ] 3 DIHYDROERGOCRIS 
[ C @ @ H ] ( Cc4c [ nH ] c5cccc3c45 ) N ( C ) C2 ) O [ C | TINE MESYLATE 
@ @ ] ( O ) [ C @ @ H ] 7CCCN7C ( = O ) [ C @ H ] ( C 
c8ccccc8 ) N6C1 = 0 
C [ C @ @ H ] 1C [ C @ H ] 2 [ C @ @ H ] 3CCC4 = CC ( | MOMETASONE 
= O ) C = C [ C @ ] 4 ( C ) [ C @ @ ] 3 ( CI ) [ C @ @ H ] ( 0 ) 
C [ C @ ] 2 ( C ) [ C @ @ ] 1 ( OC ( = O ) c50ccc5 ) C ( = O ) 
CCI 
COclcc2CCN3Cc4c ( C [ C @ H ] 3c2cc10 ) ccc ( O SCOULERINE 
C ) c40 
COclcc ( \ C = C \ C ( = O ) N2CCC = CC2 = O ) cc ( OC PIPERLONGUMINE 
) c1OC 
Calc2ccncc2c ( Cc3c4ccccc4 [ nHjc13 ELLIPTICINE 
C [ C @ H ] ic [ C @ H ] 2 [ C @ @ H ] 3C [ C @ H ] ( F ) C DIFLORASONE 
4 = CC ( = O ) C = C [ C @ ] 4 ( C ) [ C @ @ ] 3 ( F ) [ C @ @ DIACETATE 
H ] ( 0 ) C [ C @ ] 2 ( C ) [ C @ @ ] 1 ( OC ( = O ) C ) C = O ) 
COC ( = O ) C 
Coclccc2 [ nHjc3C ( = NCCc3c2c1 ) C METHOXY - 6 

HARMALAN 
C1CN = C ( C1 ) c2cccnc2 MYOSMINE 
NCCC ( O ) C ( = O ) N [ C @ @ H ] 1C [ C @ H ] ( N ) [ C BUTIROSIN 
@ @ H ] ( OC20 [ C @ H ] ( CN ) [ C @ @ H ] ( O ) [ C @ DISULFATE SALT 
H ] ( O ) [ C @ H ] 2N ) [ C @ H ] ( OC30 [ C @ H ] ( CO ) C 
( O ) [ C @ H ] 30 ) [ C @ H ] 10 
COC1 = C ( C # N ) C ( = O ) N ( C ) C = C1 RICININE 
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SJ000287329 

SJ000287330 

SJ000287331 
SJ000287333 

SJ000287335 

SJ000287348 
SJ000287350 

SJ000287365 
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SJ000287368 

Molsmiles 
CC [ N + ] ( C ) [ C @ @ H ] 2CC [ C @ H ] 1CC ( C2 ) 0 
C ( = O ) [ C @ H ] 3CCC ( C ( = O ) OC4C [ C @ H ] 5CC 
[ C @ @ H ] ( C4 ) [ N + ] 5 ( C ) CC ) ( cóccccc6c7cccc 

Synonym 
BETA 
BELLADONNINE 
DICHLOROETHYLA 
TE 

MONENSIN SODIUM 
SALT 

c37 
SJ000287384 CC [ Cm ] i ( CC [ C @ @ H ] ( 01 ) [ C @ ] 2 ( C ) CCCC 

@ ] 3 ( C [ C @ H ] ( O ) [ C @ @ H ] ( C ) [ C @ H ] ( O3 ) [ C 
@ @ H ] ( C ) [ C @ @ H ] ( OC ) [ C @ H ] ( C ) C ( = O ) 0 ) 
02 ) [ C @ @ H ] 40 [ C @ H ] ( C [ C @ @ H ] 4C ) C @ 
H ] 50 [ C @ @ ] ( O ) ( CO ) [ C @ H ] ( C ) C [ C @ @ H ] 5 

SJ000287393 

SJ000287394 
SJ000287395 

SJ000287397 

SJ000287398 

SJ000287400 

SJ000287409 

SJ000287413 

SJ000287428 
SJ000287441 
SJ000287448 

CCC ( = O ) OCC ( = O ) C1 ( OC ( = O ) CC ) C @ H ] ( CALCLOMETASONE 
| C [ C @ H ] 2 [ C @ @ H ] 3 [ C @ H ] ( CI ) CC4 = CC ( = | DIPROPIONATE 
O ) C = C [ C @ ] 4 ( C ) [ C @ H ] 3 [ C @ @ H ] ( 0 ) C [ C @ 
J12C 
Coloncc1C ( = O ) Nc2ccc ( cc2 ) C ( F ) ( F ) F LEFLUNOMIDE 
O [ Hg ] clc ( O ) ( Br ) cc2c10c3cc ( O ) c ( Br ) cc3C2 MERBROMIN 
40C ( = O ) c5ccccc45 
CC [ N + ] ( C ) ( CC ) CCC [ n + ] lc ( c2ccccc2 ) c3cc ( N PROPIDIUM IODIDE 
ccc3c4ccc ( N ) cc14 
CCICC ( CC ( C ) ( C ) NIC ) OC ( = O ) C ( O ) c2ccccc EUCATROPINE 

HYDROCHLORIDE 
COclccc2Sc3ccccc3N ( C [ C @ H ] ( C ) CN ( C ) C ) LEVOMEPROMAZIN 
2cl 
CC ( C ) ( C ) NC [ C @ @ H ] ( 0 ) COclcccc2C ( = O ) CLEVOBUNOLOL 
CCc12 
Fclcccccl ) [ C @ @ H ] 2CCNC [ C @ H ] 2C0c3c PAROXETINE 
cc40COc4c3 
Oclc ( I ) cc ( Cl ) c2cccnc12 CLIOQUINOL 
Oclccc ( OCc2ccccc2 ) ccl MONOBENZONE 
CCCCCCCCCCCCCCCC [ N + ] ( C ) ( C ) CCN ( C THONZONIUM 
clccc ( OC ) cclc2ncccn2 BROMIDE 
CNCCCC1c2ccccc2C = Cc3ccccc13 PROTRIPTYLINE 
OC ( = O ) CN ( CCN ( CC ( = O ) O ) CC ( = O ) 0 ) CCN ( PENTETIC ACID 
CC ( = O ) OCC ( = O ) 0 
CS ( = O ) ( = O ) clccccc1 ) [ C @ @ H ] ( O ) [ C @ @ H FLORFENICOL 
| ( CFNC ( = ) ) C ( Cl ) Cl 
C [ C @ ] 12CC [ C @ H ] 3 [ C @ @ H ] ( CCC4 = CC ( = DEOXYCORTICOST 
OCC [ C @ ] 340 ) [ C @ @ H ] 1CC [ C @ @ H ] 2C ( = ERONE 
OCO 
C [ N + ] ( C ) ( C ) CCCCCCCCCC [ N + ] ( C ) ( C ) C DECAMETHONIUM 

BROMIDE 
COclccc2c ( cl ) C ( = O ) N ( CCc3ccccc3 ) S ( = O ) ( GLIQUIDONE 
= O ) NC ( = O ) NC4CCCCC4 ) C ( = O ) C2 ( C ) C 
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SJ000287450 
SJ000287457 

SJ000287461 

SJ000287462 

SJ000287467 

SJ000287484 
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SJ000287488 

SJ000287490 

SJ000287493 

SJ000287506 

SJ000287508 

SJ000287523 

SJ000287543 

Molsmiles Synonym 
CCC ( = O ) [ C @ @ ] 1 ( [ C @ H ] ( C ) C [ C @ H ] 2 [ C FLUTICASONE 
@ @ H ] 3C [ C @ H ] ( F ) C4 = CC = O ) C = C [ C @ ] 4 ( PROPIONATE 
C ) [ C @ @ ] 3 ( F ) [ C @ @ H ] ( 0 ) C [ C @ ] 12C ) C ( = 0 
SCF 
CN ( C ) [ C @ H ] [ C @ @ H2C [ CaH ] 3C ( = C ( O ) LYMECYCLINE 
[ C @ ] 2 ( 0 ) C ( = C ( C ( = O ) NCNC ( CCCCN ) C ( = 0 
10 ) C1 = 0 ) ) C ( = O ) c4c ( O ) cccc4 [ C @ @ ] 3 ( C ) 
O 
CC ( = O ) [ C @ H ] 1CC [ C @ H ] 2 [ C @ @ H ] 3CC [ C ALFAXALONE 
@ H ] 4C [ C @ H ] ( 0 ) CC [ C @ ] 4 ( C ) [ C @ H ] 3C ( = 
O ) C [ C @ ] 12C 
CCCCC [ C @ H ] ( O ) \ C = C \ [ C @ H ] 1 [ C @ H ] ( 0 ) | ALPROSTADIL 
CC ( = O ) [ C @ @ H ] 1CCCCCCC ( = O ) O 
CCC ( = O ) [ C @ @ ] 1 ( C ) [ C @ H ] ( C ) C [ C @ H ] 2 [ C 
@ @ H ] 3CCC4 = CC ( = O ) C = C [ C @ ] 4 ( C ) [ C @ H 
13 [ C @ @ H ] ( O ) C [ C @ ] 12C 
CCOC ( = O ) [ C @ @ ] 1 ( CC [ C @ H ] 2 [ C @ @ H ] PREDNICARBATE 
3CCC4 = CC ( = O ) C = C [ C @ ] 4 ( C ) [ C @ H ] 3 [ C @ 
@ H ] 0 ) C [ C @ ] 12C ) C ( = O ) COC ( = O ) CC 
CC [ N + ] ( C ) ( CC ) CCOC ( = O ) C1c2ccccc20c3c METHANTHELINE 
cccc13 BROMIDE 
OCNIC ( NC ( = O ) NCNC ( = O ) NC2N ( CO ) C ( = IMIDUREA 
ONC2 = 0 ) C ( = O ) NC1 = 0 

| COC ( = ) ) Nc / nc2cc ( SC ( C ) Cccc2 [ nH ] 1 | METHIAZOLE 
CNICC [ C @ ] 2 ( C ) C1N ( C ) c3ccc ( O ) cc23 ESEROLINE 

FUMARATE SALT 
| COC ( = O ) CAC ( ECC = C2c3cc4 [ nH ] c ( cc5 [ nH ] c | VERTEPORTIN 
( cconc ( cc ( n3 ) [ C @ ] 12C ) ( C ) c6CCC ( = O ) 0 ) C ( 
= C5C ) CCC ( = 0 ) ) C ( C = C ) c4C ) C ( = O ) OC 
CCC ( C ) NICCC2 ( CC1 ) N = C3C4 = C ( O ) c5c ( 0 ) RIFABUTIN 
c ( C ) c60 [ C @ ] ( C ) ( 0 \ C = C \ [ C @ H ] ( OC ) [ C @ a 
H ] ( C ) [ C @ @ H ] ( OC ( = O ) C ) [ C @ H ] ( C ) [ C @ H ] ( 
O ) [ Cal ] ( C ) [ C @ @ H ] ( O ) [ C @ @ H ] ( C ) \ C = C 
C = C ( C ) \ C ( = O ) N4 ) C ( = O ) c6c5C3 = N2 
CCCCclccc2 [ nH ] ( NC ( = O ) OC ) nc2c1 PARBENDAZOLE 
CC @ @ H ] 1C [ C @ H ] 2 [ C @ @ H ] 3C [ C @ H ] ( F ) CLOCORTOLONE 
C4 = CC ( = O ) C = C [ C @ ] 4 ( C ) [ C @ @ ] 3 ( CI ) [ C @ PIVALATE 
@ H ] ( O ) C [ C @ ] 2 ( C ) [ C @ H ] 1C ( = O ) COC ( = 0 ) 
C ( CXC ) C 
CC1 = C ( C ) C ( = O ) C ( = C ( C ) C1 = 0 ) CCCCC # CCAA - 861 
CCC # CCO 

SJ000287544 

SJ000287545 
SJ000287547 

SJ000287561 

SJ000287562 

SJ000287563 
SJ000287568 

SJ000287585 
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SJ000287590 

SJ000287618 
SJ000287619 N 

SJ000287632 

Molsmiles Synonym 
CCN ( CC ) C ) clnc ( N ) c ( nç1C1 ) C ( = O ) N = C ( N ) | 5 - ( N - ETHYL - N 

ISOPROPRYL ) AMIL 
ORIDE 

CC ( C ) ( C ) clonc ( OCP ( = O ) ( O ) O ) c1CC ( N ) C ( = | ???? 
00 
CC ( = O ) NCCclccc ( O ) ( O ) cl 

ACETYLDOPAMINE 
MONOHYDRATE 

Nclccc ( CCNc2ncnc3c2ncn3C40C ( CO ) C ( 0 ) N6 - 2 - ( 4 
C40 ) ccl AMINOPHENYL ) ET 

HYLADENOSINE 
Brclccc ( \ C = C \ CNCCNS ( = O ) ( = O ) c2cccc3enc H - 89 
cc23 ) ccl 
N [ C @ @ H ] ( CC = C ) C ( = O ) O L - ALLYGLYCINE 
COclcc ( NS ( = O ) ( = O ) C ) ccc1 Nc2c3ccccc3nc4 AMSACRINE 
ccccc24 
C [ C @ H ] 1CC2C3CCC4 = CC ( = O ) C = C [ C @ ] 4 BECLOMETHASONE 
C ) [ C @ @ ] 3 ( CI ) [ C @ @ H ] ( O ) C [ C @ ] 2 ( C ) [ C @ 
@ ] 1 ( 0 ) C ( = O ) CO 
C [ C @ H ] 1CCC \ C = C \ C2C [ C @ H ] ( 0 ) C [ C @ @ BREFELDIN A 
12 ( 0 ) C \ C = C \ C ( = O ) 01 
Oclcccccl ) c2nc ( c3ccc ( F ) cc3 ) c ( [ nH ] 2 ) c4ccn SB 202190 

SJ000287647 
SJ000287648 
SJ000287657 

SJ000287660 

SJ000287663 

SJ000287667 
« c4 

SJ000287668 

SJ000287676 
SJ000287677 SJ000287677 

SJ000287680 

SJ000287682 

OC [ C @ H ] 10 [ C @ H ] ( C [ C @ @ H ] 10 ) N2C = C ( BRIVUDINE 
\ C = C \ Br ) C ( = O ) NC2 = 0 
CC ( C ) ( C ) clccc ( ccl ) S ( = O ) = 0 ) \ C = C \ C # N BAY 11 - 7085 
Nclncnc2cl nc ( BrincoCACOPOVO Nclncnc2cl nc ( Br ) n2C30C4COP ( = O ) ( O ) O [ 8 - BROMO - CAMP 
C @ @ H ] 4C30 SODIUM 
CC ( C ) ( C ) [ C @ ] 1 ( 0 ) CCN2C [ C @ H ] 3c4ccccc4 BUTACLAMOL 
CCc5cccc ( [ C @ @ H ] 2C1 ) c35 HYDROCHLORIDE 
Oclccc2C [ C @ H ] 3N ( CC = C ) CCc4cccc ( c34 ) c R - N 
2010 ALLYLNORAPOMO 

RPHINE 
HYDROBROMIDE 

| NC ( = NC = O ) clnc ( Cl ) c ( N ) nc1N ) NCc2ccc ( Cl | 3 ' 4 ' 3 ' , 4 ' 
) ( CI ) c2 DICHLOROBENZAM 

IL 
Tocl [ nHjc2ccccc2clc3 [ nHjc4ccccc4c3N = 0 INDIRUBIN - 3 ' 

OXIME 
COC ( = O ) [ C @ H ] ( NC ( = O ) clcc ( nc2ccccc12 ) c SB 218795 
3ccccc3c4ccccc4 
C \ C ( = C / C = C / C ( = C / C ( = O ) Nclccc ( O ) ccl ) / C ) RETINOIC ACID P 
C = C \ C2 = C ( C ) CCCC2 ( C ) C HYDROXYANILIDE 

Figure 24 ( continued ) 

SJ000287686 

IL 

SJ000287690 
SJ000287692 

SJ000287693 
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Reg Number 
SJ000287697 
SJ000287703 

SJ000287705 

SJ000287706 

SJ000287714 N 

SJ000287728 
SJ000287730 

SJ000287734 

SJ000287737 
SJ000287741 

Molsmiles Synonym 
OCCSC1 = C ( SCCO ) C ( = O ) c2ccccc2C1 = 0 NSC 95397 
OC [ C @ H ] 10 [ C @ H ] ( C ( O ) [ C @ H ] 10 ) n2cnc3 S - ( 4 
C ( SCc4ccc ( cc4 ) [ N + ] = O ) [ O - ] ) ncnc23 NITROBENZYL ) - 6 

THIOINOSINE 
CC ( C ) N ( CCC ( = O ) clccc2ccccc2c1 ) Cc3ccccc ZM 39923 

HYDROCHLORIDE 
COclccccclN2CCN ( CCCCNS ( = O ) ( = O ) c3cc N - ( 4 - [ 4 - ( 2 
cc4c ( cccc34 ) N ( C ) C ) CC2 METHOXYPHENYL ) 

- PIPERAZIN - 1 - YL ) 
BUTYL - 5 
( DIMETHYLAMINO ) 
- NAPHTALENE - 1 
SULFONAMIDE 

CCCCCCCC \ C = C / CCCCCCCC ( = O ) NCCclc 
cc ( O ) ( O ) _ 1 OLEOYLDOPAMINE 
OC [ C @ H ] 10 [ C @ H ] C [ C @ @ H ] 10 ) N2C = C ( BROMODEOXYURI 
Br ) C ( = O ) NC2 = 0 DINE 
CC ( C ) ( NC ( = O ) CBr ) [ C @ H ] 1CCC [ C @ ] ( C ) ( C BROMOACETYL 
1 ) NCC ( O ) COc2ccccc2CC = C ALPRENOLOL 

MENTHANE 
COclcccc ( OC ) c10CCNCC2CSc3ccccc302 BENOXANTHIAN 

HYDROCHLORIDE 
CN ( C ) S ( = O ) ( = O ) clcc ( ccc1C ) [ N + ] ( = O ) [ O - ] BRL 50481 
COclccc2c ( c [ n + ] ( C ) c3c2ccc4cc50COc5cc34 | CHELERYTHRINE 
c10C CHLORIDE 
Colcc ( NC ( = O ) Nc2ccc3c ( ccn3C ) c2 ) snl SB 204741 
N [ C @ @ H ] ( CCI ) C ( = O ) 0 BETA - CHLORO - L 

ALANINE 
HYDROCHLORIDE 

Clclcccccl ) C ( c2ccc ( Cl ) cc2 ) [ n + ] 3ccn ( CC ( O ) CALMIDAZOLIUM 
Cc4ccc ( Cl ) cc4Cl ) c5ccc ( Cl ) cc5C1 ) c3 

TOCY = ) clccc ( [ Hg ] C1 ) cc1 
CHLOROMERCURIB 
ENZOIC ACID 

CCnlcnc2 ( Nc3cccc ( CI ) c3 ) nc ( N [ C @ @ H ] 4C CGP - 74514A 
CCCC @ @ H ] 4N ) nc12 HYDROCHLORIDE 
CCN ( CCCI ) Cclccccc1Br DSP - 4 

HYDROCHLORIDE 
CCclcccc ( c1 ) N ( C ) C ( = N ) Nc2cccc3ccccc23 CNS - 1102 
CNclccc2oc ( CTC @ H ) 30fCa @ ] 4 ( CCC @ H CALCIMYCIN 
] 3C ) 0 [ C @ H ] ( [ C @ H ] ( C ) C ( = O ) c5ccc [ nH ] 5 ) [ 
C @ H ] ( C ) C [ C @ H ] 4C ) nc2c1C ( = O ) 0 

C C1 ( C2CCC ( 02 ) C1 ( C ) C ( = O ) 0 ) C ( = O ) 0 CANTHARIDIC ACID 

Figure 24 ( continued ) 

SJ000287744 
SJ000287749 

SJ000287750 

SJ000287752 

SJ000287758 

SJ000287762 

SJ000287767 
SJ000287768 

SJ000287769 
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Reg Number 
SJ000287778 

Molsmiles 
CN1CCN ( CC1 ) c2nc3cc ( ccc3n4cccc24 ) C ( F ) 
FF 
Ilc2ccccc2c3ccccc13 SJ000287799 

SJ000287810 OC [ C @ H ] 10 [ C @ H ] ( [ C @ H ] ( O ) [ C @ @ H ] 10 
c2nc3cc ( Cl ) c ( Cl ) cc3 [ nH ] 2 

Synonym 
CGS - 12066A 
MALEATE 
DIPHENYLENEIODO 
NIUM CHLORIDE 
D 
RIBOFURANOSYLB 
ENZIMIDAZOLE 
N 
METHYLDOPAMINE 
HYDROCHLORIDE 
CHLORO - APB 
HYDROBROMIDE 
2 , 3 - DIMETHOXY - 1 , 4 
NAPHTHOOU????? 
ETOPOSIDE 

SJ000287813 CNCCclccc ( O ) ( O ) c1 

SJ000287814 Oclcc2C ( CN ( CC = C ) CCc2c ( Cl ) c10c3ccccc 
SJ000287821 COCI = C ( OC ) C ( = O ) c2ccccc2C1 = 0 

SJ000287827 COclcc ( cc ( OC ) c10 ) [ C @ H ] 2 [ C @ @ H ] 3 [ C @ 
H ] ( COC3 = O ) [ C @ H ] ( O [ C @ @ H ] 40 [ C @ @ H 
] 5CO [ C @ @ H ] ( C ) 0 [ C @ @ ] 5 ( 0 ) C [ C @ H ] 40 ) 
cócc70COc7cc26 
Oclcc2CCNCC ( c3ccccc3 ) c2cc10 SJ000287837 

SJ000287841 CIC1 = C ( Cl ) c2ccccc2C ( = O ) 01 

SKF - 38393 
HYDROCHLORIDE 
3 , 4 
DICHLOROISOCOU 
MARIN 
SP600125 
2 - ETHOXY - 3 
OCTADECANAMIDO 

SJ000287864 
SJ000287868 

Oclc2ccccc2c3N = Nc4cccclc34 
CCCCCCCCCCCCCCCCCC ( = O ) NCC ( COP 
( = O ) ( O ) OCC [ N + ] ( C ) ( C ) C ) OCC 

- 1 

SJ000287873 N 

SJ000287875 

PROPYLPHOSPHOC 
HOLINE 

CCNIC ( = O ) C = CC1 = 0 
ETHYLMALEIMIDE 

OC [ C @ H ] 10 [ C @ H ] ( [ C @ H ] ( O ) [ C @ @ H ] 10 ENBA ( S ) 
) n2cnc3c ( N [ C @ H ] 4CC5CCC4C5 ) nçnc23 
CN ( C ) clcc2c ( Nc3ccc4c ( cnn4Cc5ccccc5 ) c3 ) n GW 2947 
cnc2cnl 
COclcccc20C [ C @ H ] 3CN ( CCCCN4C ( = O ) N FIDUXOSIN 
c5c ( scáncc ( nc56 ) 07ccccc7 ) C4 = 0 ) C [ C @ H ] 3c HYDROCHLORIDE 

SJ000287882 

SJ000287889 

12 
SJ000287891 | CNC ( = O ) clcc2c ( c [ nH ] 1 ) nc3ccccc23 N - METHYL - BETA 

CARBOLINE 3 
CARBOXAMIDE 

Figure 24 ( continued ) 
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SJ000287899 

Molsmiles Synonym 
CCCCCCCCCCCCCCCCC = O ) NCC ( COP = O2 - ETHOXY - 3 
( O ) OCC [ N + ] ( C ) ( C ) COCC HEXADECANAMID 

0 - 1 
PROPYLPHOSPHOC 
HOLINE 

NC ( = N ) Nclccc2 [ nH ] c3 [ C @ @ H ] 40c5c ( 0 ) cc GUANIDINYL 
c6C [ C @ H ] 7N ( CC8CC8 ) CC [ C @ @ ] 4 ( c56 ) [ C NALTRINDOLE DI 
@ @ ] 7 ( 0 ) Cc3c2c1 TRIFLUOROACETAT 

SJ000287901 

SJ000287902 C ( CNICCN ( CCOC ( c2ccccc2c3ccccc3 ) CC1 ) GBR - 12935 
Cc4ccccc4 DIHYDROCHLORID 

SJ000287925 

SJ000287942 5 

SJ000287955 

SJ000287956 

SJ000287970 

SJ000287972 
SJ000287975 

C [ C @ @ H ] 10 [ C @ H ] ( C [ C @ H ] ( N ) [ C @ @ H ] 1 IDARUBICIN 
OO [ C @ H ] 2C [ C @ @ ] ( 0 ) ( Cc3c ( O ) c4C ( = O ) C 
5ccccc5C ( = O ) c4c ( O ) c23 ) C ( = O ) C 

| OC ( = ) Cclc [ nHjc2ccc ( 0 ) cc12 
HYDROXYINDOLAC 
ETIC ACID 

C [ C @ H ] ( N ) CNICCc2ccc ( Br ) cc12 VER - 3323 
HEMIFUMARATE 
SALT 

| CC ( C ) clcc ( F ) cc2CC [ C @ ] ( CCN ( C ) CCCc3nc NNC 55 - 0396 
| 4ccccc4 [ nH ] 3 ) ( Cc12 ) OC ( = OC5CC5 
CN [ C @ @ H ] 1C [ C @ @ H ] ( c2ccc ( CI ) c ( CI ) c2 ) INDATRALINE 
3ccccc13 HYDROCHLORIDE 
Nclnnc ( c ( N ) nl ) c2cccc ( Cl ) c2C1 LAMOTRIGINE 
Fclccccc1 ) C ( OCCCc2c [ nH ] cn2 ) c3ccc ( F ) cc33 - ( 1H - IMIDAZOL - 4 

YL ) PROPRYL DI ( P 
FLUOROPHENYL ) M 
ETHYL EHTER 
HYDROCHLORIDE 

0 = C1C = C ( Oc2clcccc2c3ccccc3 ) N4CCOCC LY - 294 , 002 
14 . HYDROCHLORIDE 
CC1 ( C ) CCC2 = C ( 01 ) c3ccccc3C ( = O ) C2 = 0 BETA - LAPACHONE 

| Cclcn [ nHjc1 FOMEPIZOLE 
COclcc2 [ C @ H ] 3CC [ C @ ] 4 ( C ) [ C @ @ H ] ( 0 ) C2 
C [ C @ H ] 4 [ C @ @ H ] 3CCc2cc10 METHOXYESTRADI 

OL 
COCC ( = O ) [ C @ ] 1 ( CCN ( C ) CCCc2nc3ccccc MIBEFRADIL 

| 3 [ nH ] 2 ) CCc4cc ( F ) ccc4 [ C @ @ H ] IC ( C ) C HYDROCHLORIDE 
CC [ N + ] ( CC ) ( CC ) COclccc ( \ C = C \ cccccc2 ) c MG 624 

SJ000287985 

SJ000287990 
SJ000287995 
SJ000288002 

SJ000288007 

SJ000288017 
cl 

Figure 24 ( continued ) 
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Reg Number 
SJ000288020 

SJ000288025 

Molsmiles Synonym 

Oclccc2C [ C @ @ H ] 3C4CCCC [ C @ ] 4 ( CCN3 LEVALLORPHAN 
CC = C ) c2cl TARTRATE 
Cclnc ( N = Nc2ccc ( cc2 ) C ( = O ) O ) ( COP = O ) ( MRS 2159 
010 ) ( C = O ) c10 
COclcc ( CNC ( = O ) CCCCCCC ( C ) C ) ccc10 DIHYDROCAPSAICI 

N . 

COclccc ( NC ( = O ) c2ccc ( cc2c3ccc ( cc3C ) c4n GR 127935 
oc ( C ) n4 ) cc1N5CCN ( C ) CC5 HYDROCHLORIDE 
Clclccc ( ccl ) N2CCN ( Cc3c [ nH ] c4ncccc34 ) C L - 745 , 870 

SJ000288026 

SJ000288030 

SJ000288031 
C2 

SJ000288034 
SJ000288037 

SJ000288041 

SJ000288052 
SJ000288058 

SJ000288059 3 

[ O - ] [ N + ] ( = O ) clccc ( Cl ) c ( cl ) C ( = O ) Nc2ccccc2 | GW9662 
CC ( C ) [ C @ H ] 1 [ C @ @ H ] 2C [ C @ @ H ] 3Cc4c ( c MINOCYCLINE 
cc ( O ) c4C ( = C3C ( = O ) [ C @ ] 2 ( 0 ) C ( = C ( C ( = O ) 
N ) C1 = OOÀOÀN ( C ) C 
TO NF 023 
] S ( = O ) ( = O ) clcc ( c2c ( NC ( = O ) c3cccc ( NC ( = 0 ) 
Nc4cccc ( c4 ) C ( = O ) Nc5ccc ( cócc ( cc ( c56 ) S ( = 0 
( = O ) [ O - ] ) S ( = O ) ( = O ) [ O - ] ) S ( = O ) ( = O ) [ O 
] ) c3 ) ccc ( c2c1 ) S ( = O ) = O ) [ O - ] ) S ( = O ) ( = O ) [ O - ] 
OCIC ( CC ( = O ) 0 ) CCCc2ccccc12 NCS - 382 
C [ C @ @ H ] 10 [ C @ H ] ( C [ N + ] ( C ) ( C ) C ) C [ C @ MUSCARINE 
H ] 10 CHLORIDE 
Nelon [ n + ] ( cl ) N2CCOCC2 

MORPHOLINOSYDN 
ONIMINE 
HYDROCHLORIDE 

COclccccc1CNCCCCCCNCCCCCCCCNCC METHOCTRAMINE 
CCCCNCc2ccccc20C TETRAHYDROCHLO 

RIDE 

C [ C @ H ] ( Cclccc ( O ) ( O ) cl ) [ C @ @ H ] ( C ) Cc2 MASOPROCOL 
ccc ( O ) ( O ) c2 
NC ( = O ) Cl = CN ( C = CC1 ) C20C ( COP ( = O ) ( O ) | NADPH 
OP ( = O ) ( O ) OC [ C @ H ] 30 [ C @ H ] ( C ( OP ( = O ) ( | TETRASODIUM 
O ) O ) [ CGH130 ) n4cnc5c ( N ) ncnc45 ) C ( O ) C2O 
CCCCCCC \ C = C / CCCCCCCCC ( = O ) 0 OLEIC ACID 
S = C ( Nclcccccl ) Nc2nccs2 1 - PHENYL - 3 - ( 2 

THIAZOLYL ) - 2 
THIOUREA 

Oclcc ( O ) cc ( \ C = C \ c2ccc ( O ) ( O ) c2 ) c1 PICEATANNOL 
Figure 24 ( continued ) 

SJ000288063 

SJ000288073 

SJ000288074 

SJ000288081 
SJ000288084 

| SJ000288092 
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Reg Number 
SJ000288093 

SJ000288098 

SJ000288099 

SJ000288114 

SJ000288126 

SJ000288139 

Molsmiles Synonym 
CC ( = C ) [ C @ @ H ] 1 [ C @ H ] 20C ( = O ) [ C @ @ H ] PICROTOXIN 
1 [ C @ ] 3 ( 0 ) C [ C @ H ] 40 [ C @ ] 45C ( = O ) [ C @ 
H ] 2 [ C @ ] 35C . CC ( C ) ( O ) ( C @ @ H ] 6 [ C @ H ] 70 
C ( = O ) [ C @ @ H ] 6 [ C @ ] 8 ( 0 ) C [ C @ H ] 90 [ C @ ] 
9 % 10C ( = O ) [ C @ H ] 7 [ C @ ] 8 % 10C 
Oclnc2ccccc2n1CCCN3CCN ( CC3 ) C ( c4cccc | OXATOMIDE 
c4 c5ccccc5 
[ O - ] [ n + ] lonc ( c2ccccc2 ) c1C # N 4 - PHENYL - 3 

FUROXANCARBONI 
TRILE 

C [ C @ H ] ( Cclccccc1 ) Nc2ncnc3c2ncn3 [ C @ @ R - N6 - ( 2 
H ] 40 [ C @ H ] ( CO ) [ C @ H ] ( 0 ) C40 PHENYLISOPROPYL 

ADENOSINE 
clenc2c ( cl ) ccc3cccnc23 1 , 10 

PHENANTHROLINE 
MONOHYDRATE 

NCC # Colcccccl 3 
PHENYLPROPARGY 
LAMINE 
HYDROCHLORIDE 

COclcc ( OC ) c ( \ C = C / 2 \ C ( = O ) Nc3ccccc23 ) IC 261 
OC ) cl 
SCE = S ) NICCCC1 PYRROLIDINE - 1 

CARBODITHIOIC 
ACID 

C [ C @ ] 12CCC ( = O ) C = CICC [ C @ @ H ] 3 [ C @ CORTEXOLONE 
@ H ] 2CC [ C @ @ ] 4 ( C ) [ C @ H ] 3CC [ C @ ] 4 ( 0 ) C MALEATE 
( = O ) CO 
CCCCCCCCCCCCCCCCCCNC ( = 0 ) OCC ( C | CV - 3988 
OP ( = O ) ( O ) OCC [ n + ] lccscl ) OC 
NCICCN ( CC1 ) c2cccc ( Cl ) n2 SR 57227A 
C \ N = C \ 1 / SN ( C ( = N1 ) c2ccccc2 ) c3ccccc3 SCH - 202676 
CC ( C ) COC = O ) OCNIC ( = O ) CN ( CCN2CC ( = SOBUZOXANE 
ON ( COC ( = O ) OCC ( CC ) C ( = O ) C2 ) CC1 = 0 
CC ( = O ) NNC ( = O ) N1Cc2ccccc20c3ccc ( CI ) cc SC 19220 

SJ000288140 

SJ000288147 

SJ000288150 

SJ000288156 

SJ000288159 
SJ000288163 
SJ000288173 

SJ000288175 
13 

SJ000288176 COclccc ( CCCOc2cc ( CCn3ccnc3 ) ccc20C ) cc SKF 96365 
SJ000288181 CCCC [ N + ] 1 ( C ) C2CC ( CC1C30 

[ C @ H ] ( CO ) c4ccccc4 
Colcc ( C ) ( C = C12 / C ( = O ) Nc3ccccc23 ) [ nH ] 1 

Figure 24 ( continued ) 

SCOPOLAMINE , N 
BUTYL - , BROMIDE 
SEMAXANIB SJ000288182 
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Reg Number 
SJ000288186 

SJ000288194 

SJ000288209 

SJ000288210 

SJ000288211 
c10 

SJ000288216 

SJ000288219 

SJ000288224 

Molsmiles Synonym 
CCCCCCCCCCCCCCCCCCC = O ) OC ( CC ( = DL 
010 ) C [ N + ] C ) ( C ) C STEAROYLCARNITI 

NE CHLORIDE 
CCclccccc1OC [ C @ @ H ] ( O ) CN [ C @ H ] 2CCC SR 59230A 
3ccccc3C2 OXALATE 
CCCCCCCCCCCCCCSCC ( = O ) 0 TETRADECYLTHIO 

ACETIC ACID 
Colccccc1 ) S ( = O ) ( = O ) N [ C @ @ H ] ( Cc2ccccc S - N - ( 4 - CHLORO - 3 
2 ) C ( = O ) CCI OXO - 1 

PHENYLBUTAN - 2 
YL ) - 4 
METHYLBENZENES 
ULFONAMIDE 

Oclccc ( \ C = C ( / C # N ) \ C ( = O ) NCCCc2ccccc2 ) c TYRPHOSTIN AG 
555 

COclcc2CCN3C ( = O ) N ( C ) \ C ( = N \ c4c ( C ) cc ( C | TREQUINSIN TREQUINSIN 
) cc4C ) C = C3c2cc1OC HYDROCHLORIDE 
Oclccc ( \ C = C ( / C # N ) \ C ( = O ) NCCc2ccccc2 ) cc TYRPHOSTIN AG 
10 698 
CNICCC2 ( CC1 ) COc3cc4CCN ( C ( = O ) c5ccc ( SB 224289 
cc5 ) c6ccc ( cc6C ) c7noc ( C ) n7 ) c4cc23 HYDROCHLORIDE 
CC ( C ) ( C ) clcc ( \ C = C ( / C # N ) \ C ( = S ) N ) ccc10 ) TYRPHOSTIN AG 
C ( C ) ( C ) C 879 
CC ( COclccc ( \ C = C \ c2ccccc2 ) ccl ) [ N + ] ( C ) ( C ) N , N , N - TRIMETHYL 

1 - ( 4 - TRANS 
STILBENOXY ) - 2 
PROPYLAMMONIU 
MIODIDE 

CCC1 ( 0 ) CC2CN ( CCc3c ( [ nHjc4ccccc34 ) [ C | VINCRISTINE 
@ @ ] ( C2 ) ( CEO ) OC ) c5cc6c ( cc5OC ) N ( C = 0 ) 
C7 [ C @ ] 0 [ C @ H ] ( OC ( = O ) C ) [ C @ ] 8 ( CC ) C 
= CCN9CC [ C @ ] 67 [ C @ H ] 89 ) C ( = O ) OC ) C1 
COC = 0 ) Cl = C ( c2cc ( OC ) c ( OC ) c ( OC ) c20c3c | T - 0156 
cnc ( OCc4ncccn4 ) c3C ( = O ) N1Cc5ccnc ( C ) c5 
Brclc ( NC2 = NCCN2 ) ccc3nccnc13 BRIMONIDINE 
C [ C @ @ H ] ( Oclccc ( Oc2cnc3ccc ( Cl ) cc3n2 ) cc XK469 
1 ) C ( = O ) [ Na ] 

| COC [ C @ H ] 10C ( = O ) c2coc3C ( = O ) C4 = C ( [ C WORTMANNIN 
@ @ H ] ( C [ C @ @ ] 5 ( C ) C4CCC5 = O ) OC ( = O ) C ) 
[ C @ ] 1 ( C ) c23 
CC ( C ) ( C ) clcc ( C = C ( C # N ) C # N ) cc ( c10 ) C ( C ) | TYRPHOSTIN A9 
C ) ? 

SJ000288226 

SJ000288238 

SJ000288244 

SJ000288246 

SJ000288249 
SJ000288262 

SJ000288270 

SJ000288274 

Figure 24 ( continued ) 
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Reg Number 
SJ000288278 

SJ000288284 

Molsmiles Synonym 
CCCCCCCC ( = O ) 0 [ C @ @ H ] 1 [ C @ @ H ] ( OCC THAPSIGARGIN 
= O ) \ C ( = C / C ) \ C ) C ( = C2 [ C @ @ H ] 30C ( = O ) [ C 
@ @ ] ( C ) ( 0 ) [ C @ @ ] 3 ( 0 ) [ C @ H ] ( C [ C @ ] ( C ) ( 0 
C ( = O ) C ) [ C @ @ H ] 12 ) OC ( = O ) CCC ) C 
CCCCC \ C = C / CC ( O ) \ C = C \ clcccc ( CC ( O ) CC U - 75302 
CCO ) nl 
CCCCN1C2CCCICC ( C2 ) OC ( c3ccc ( F ) cc3 ) c JHW 007 
4ccc ( F ) cc4 HYDROCHLORIDE 
CC [ n + ] 1c ( C = C \ C = C / 2 \ N ( C ) c3ccccc3C2 ( C ) AC - 93253 
C ) sc4ccccc14 
Nclccc ( ccl ) c2nc3cc ( ccc3 [ nH ] 2 ) c4nc5cc ( N ) c RO 90 - 7501 
cc5 [ nH04 
0c1 [ nHjc2cc ( Br ) ccc2clc3 [ nHjc4ccccc4c3Nz | BIO 

SJ000288304 

SJ000288306 

SJ000288308 

SJ000288312 
LO 

SJ000288313 
SJ000288316 

SJ000288318 

| SJ000288320 
SJ000288325 
SJ000288326 
SJ000288327 
SJ000288328 
SJ000518967 

COclccc ( CN = O ) ( cl ) C ( = O ) CCNC ( = O ) C AFMK 
CCN ( CCC ) CCOC ( = O ) C ACETYLCHOLINE 

MUSTARD 
HYDROCHLORIDE 

CICOc2c ( 01 ) cccc2N3CCN ( CC3 ) C4Cc5cccc S15535 
c5C4 
COccccc2NC ( = ) ) \ C ( = C / c3c [ nH ] cn3 ) \ c2c1 SU 9516 
NS ( = O ) ( = O ) C # Cçlçcccc1 PIFITHRIN - M? 
CC ( C ) Cnlcnc2c ( N ) nc3ccccc3c12 IMIQUIMOD 
CCCCCCCCclccc ( ccl ) c2ccc ( cc2 ) C ( = O ) 0 AC - 55649 
Ncl [ nH ] cnc2nnc ( Nc3ccc ( F ) cc3 ) c12 CGP 57380 
CCICCC2C ( C ) C ( O ) OC30C4 ( C ) CCC1C230 DIHYDROARTEMISI 

NIN 
CCICCC2C ( C ) C ( OC ( = O ) CCC ( = O ) 0 ) OC30 ARTESUNATE 
C4 ( C ) CCC1C23004 

04 
SJ000518972 

Figure 24 ( continued ) 
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Agent CYTARABINE | MELPHALAN MERCAPTOPURINE METHOIREXATE THIOGUANINE AMNOPIRINE AZACITDNE ETOPOSIDE MITOXANTRONE HYDROCORTISONE PREDNISOLONE DEXAMETHASONE AMSACRINE DARUBICIN VINCRISTINE 

W? . 

WT Curve WT Act T3151 

EC30 | WT ECSOCI 

Score 

Class EC50 

0 . 0639 | 0 . 0425 - 0 . 0961 A113 HIGH 0 . 0603 

> 5 

NA 

C555 WEAK 3 . 9408 

0 . 0211 0 . 0013 - 0 . 3518 A111 HIGH 0 . 0444 0 . 0225 0 . 0014 - 0 . 3699 Alll HIGH 0 . 0438 0 . 0441 | 0 . 0248 - 0 . 0786 B110 HIGH 0 . 0202 

< 0 . 1 

NÁ 

B110 HIGH < 0 . 1 

1 . 2936 | 0 . 9338 - 1 . 7920 B311 WEAK 1 . 2871 0 . 1369 0 . 1148 - 0 . 1632 A212 MED 0 . 1368 

0 . 0433 0 . 0348 - 0 . 0539 

A112 

HIGH 10 . 044 

0 . 1905 0 . 1782 - 0 . 2036 A212 MED 

0 . 19 

0 . 1573 0 . 1495 - 0 . 1654 A212 MED 0 . 1541 
0 . 1 0 . 0039 - 4 . 1318 B110 HIGH | 0 . 0374 0 . 0861 | 0 . 0767 - 0 . 0967 A112 HIGH 0 . 0747 

< 0 . 1 

NA NA 

B110 HIGH < 0 . 1 

0 . 1045 | 0 . 0914 - 0 . 1194 1 A213 / MED 0 . 1311 

T3151 EC50CI 0 . 0355 - 0 . 1023 NA 0 . 0342 - 0 . 0575 0 . 0316 - 0 . 0606 0 . 0010 - 0 . 1084 NA 0 . 3082 - 2 . 0498 0 . 1164 - 0 . 1608 0 . 0361 - 0 . 0536 0 . 1788 - 0 . 2020 0 . 1406 - 0 . 1689 0 . 0102 - 0 . 1371 0 . 0627 - 0 . 0889 NA 0 . 0021 - 8 . 2851 

T3151 Curve | T3151 Act 

Score 

Class 

A113 

HIGH 
C555 WEAK 

B110 

HIGH 
A112 HIGH B110 HIGH 

B110 

HIGH 

B311 

WEAK 

A212 

MED 

A112 HIGH 
A212 

MED 

A212 

MED 

B110 

HIGH 

A112 

HIGH 

B110 

HIGH 

A214 

MED 
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U . S . Patent 

> 5 > 5 

NA 

Oct . 31 , 2017 

WT 

WT Curve WT Act T3151 
Reg Number | EC50 WT EC50 CI Score Class | EC50 ( T3151 EC50 CI 

SJ000000250 

NA 

B241 INACTIVE > 5 

NA 

SJ000000854 > 5 

NA 

C555 INACTIVE > 5 

?? 

SJ000113084 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000126662 

NA 

C555 INACTIVE > 5 

NA 

SJ000285182 > 5 

C555 INACTIVE > 5 

NA 

SJ000285183 0 . 221 0 . 1535 - 0 . 3190 A211 MED 0 . 21 0 . 1479 - 0 . 2981 

SJ000285185 > 5 

?? 

C555 INACTIVE > 5 

?? 

SJ000285188 0 . 064 0 . 0425 - 0 . 0961 A113 HIGH 0 . 0603 0 . 0355 - 0 . 1023 SJ000285190 0 . 793 0 . 7229 - 0 . 8703 1 A212 MED 0 . 7231 0 . 6469 - 0 . 8083 
SJ000285193 2 . 103 2 . 0841 - 2 . 1214 B313 WEAK 2 . 285 | 2 . 2763 - 2 . 2937 

SJ000285194 > 5 

NA 

C555 INACTIVE > 5 1 NA 

SJ000285194 | > 5 

NA 

C555 WEAK 3 . 9408 NA 

SJ000285195 0 . 021 0 . 0013 - 0 . 3518 A111 HIGH 0 . 0444 0 . 0342 - 0 . 0575 SJ000285196 0 . 023 0 . 0014 - 0 . 3699 A111 HIGH 0 . 0438 0 . 0316 - 0 . 0606 

SJ000285197 0 . 15 0 . 1248 - 0 . 1800 

MED 0 . 1542 0 . 1235 - 0 . 1926 

SJ000285200 1 . 203 0 . 8162 - 1 . 7718 B311 WEAK 1 . 1389 0 . 8043 - 1 . 6128 SJ000285202 1 . 834 | 1 . 7982 - 1 . 8703 B313 WEAK 1 . 7597 | 1 . 6984 - 1 . 8232 

SJ000285203 < 0 . 1 NA 

B110 

B110 HIGH 0 . 0824 0 . 0695 - 0 . 0978 

SJ000285206 > 5 

NA 

NC555 INACTIVE > 5 

NA 

SJ000285207 0 . 404 0 . 3822 - 0 . 4278 A213 MED 0 . 41180 . 3793 - 0 . 4471 SJ000285208 0 . 044 0 . 0248 - 0 . 0786 B110 HIGH 0 . 0202 0 . 0010 - 0 . 4084 

SJ000285210 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000285212 1 . 628 1 . 5516 - 1 . 7085 A313 T WEAK 1 . 7678 1 . 7312 - 1 . 8052 
SJ000285215 1 . 048 0 . 8816 - 1 . 2467 A313 WEAK 1 . 0426 0 . 8815 - 1 . 2333 SJ000285215 0 . 055 0 . 0513 - 0 . 0594 A113 HIGH 0 . 0527 | 0 . 0477 - 0 . 0583 

SJ000285218 > 5 

B332 INACTIVE > 5 

SJ000285219 2 . 084 2 . 0004 - 2 . 1703 B312 WEAK 1 . 7397 | 1 . 5755 - 1 . 9210 

Figure 26 

T3151 Curve Score D555 C555 D555 C555 D555 A212 C555 A113 A212 B313 C555 C555 B110 A112 A212 B311 A313 A111 C555 A213 B110 C555 B313 A313 A113 C555 B312 

T3151 Act Class INACTIVE INACTIVE INACTIVE INACTIVE INACTIVE MED INACTIVE HIGH MED WEAK INACTIVE WEAK HIGH HIGH MED WEAK WEAK HIGH INACTIVE MED HIGH INACTIVE WEAK WEAK HIGH INACTIVE WEAK 

. 
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WT Reg Number EC50 WT EC50 CI 
SJ000285219 | 2 . 939 2 . 8596 - 3 . 0208 

SJ000285220 > 5 NA SJ000285221 | < 0 . 1 ?? 

SJ000285225 0 . 161 0 . 1521 - 0 . 1698 

SJ000285226 > 5 

NA 

SJ000285227 | 1 . 294 0 . 9338 - 1 . 7920 SJ000285228 0 . 334 0 . 3149 - 0 . 3551 SJ000285229 1 . 976 1 . 9316 - 2 . 0207 

SJ000285231 > 5 

NA 
SJ000285232 0 . 117 0 . 1002 - 0 . 1366 SJ000285232 0 . 062 0 . 0351 - 0 . 1092 SJ000285234 0 . 323 0 . 2286 - 0 . 4550 SJ000285235 0 . 137 0 . 1148 - 0 . 1632 SJ000285238 0 . 1020 . 0880 - 0 . 1188 SJ000285241 0 . 157 0 . 1188 - 0 . 2071 

SJ000285242 | 4 . 469 NA 

SJ000285243 0 . 48 0 . 4327 - 0 . 5325 SJ000285244 1 . 512 | 1 . 4902 - 1 . 5347 SJ000285246 0 . 823 0 . 6899 - 0 . 9806 

SJ000285249 < 0 . 1 

NA 

SJ000285256 0 . 334 0 . 2737 - 0 . 4077 SJ000285261 0 . 234 0 . 1932 - 0 . 2840 

SJ000285262 > 5 SJ000285263 > 5 

NA 

SJ000285267 0 . 085 0 . 0560 - 0 . 1301 

SJ000285270 > 5 

NA NA 

SJ000285272 | < 0 . 1 NA T 

WT Curve WT Act T3151 

T3151 Curve T3151 Act 

Score I Class EC50 T3151 EC50 CI Score 

Class 

B312 WEAK 2 . 8605 2 . 7902 - 2 . 9326 B312 

WEAK 

C555 WEAK 2 . 8062 0 . 5197 - 15 . 1529 B314 

WEAK 

B110 HIGH < 0 . 

11 NA 

B110 

HIGH 

A212 1 MED 0 . 1603 0 . 1544 - 0 . 1665 A213 

MED 

B130 INACTIVE > 5 

NA 

A231 | INACTIVE 

B311 WEAK 1 . 2871 0 . 8082 - 2 . 0498 B311 

WEAK 

A211 MED 0 . 4033 0 . 3922 - 0 . 4148 A211 

MED 

B322 WEAK 1 . 9622 1 . 8651 - 2 . 0644 B322 

WEAK 

D555 INACTIVE > 5 

NA 

D555 INACTIVE 

A213 MED 0 . 1133 | 0 . 0999 - 0 . 1285 A213 

MED 

A114 HIGH | 0 . 0566 0 . 0444 - 0 . 0721 A114 

HIGH 

A211 MED 10 . 3737 0 . 3442 - 0 . 4058 A211 

MED 

A212 MED 0 . 1368 0 . 1164 - 0 . 1608 A212 

MED 

A213 MED 0 . 1214 0 . 0955 - 0 . 1542 

A214 

MED 

B110 MED 0 . 1024 0 . 0737 - 0 . 1421 A211 

MED 

C555 WEAK > 5 

NA 

C555 INACTIVE 

A213 MED | 0 . 4074 | 0 . 3682 - 0 . 4508 A213 

MED 

A313 WEAK 1 . 7214 1 . 6838 - 1 . 7597 A313 WEAK 
A212 MED 0 . 9896 0 . 8088 - 1 . 2108 A212 

MED 

B110 HIGH < 0 . 1 

NA 

B110 

HIGH 

A212 MED 0 . 3286 0 . 2649 - 0 . 4076 | A212 

MED 

A213 MED 0 . 2457 0 . 1708 - 0 . 3535 A214 

MED 

C555 WEAK > 5 

NA 

C555 

WEAK 

D555 INACTIVE > 5 

NA 

A241 INACTIVE 

A112 HIGH 0 . 1561 0 . 1245 - 0 . 1956 A212 

MED 

C555 | INACTIVE > 5 

NA 

C555 INACTIVE 

B110 HIGH | < 0 . 1 | 

NA 

B110 

HIGH 

Figure 26 ( continued ) 
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NA NA 

WT 

WT Curve WT Act T3151 

T3151 Curve T3151 Act 

Reg Number EC50 WT EC50 CI Score Class EC50 T3151 EC50 CI Score 

Class 

SJ000285273 > 5 ?? 

C555 | INACTIVE > 5 

?? 

C555 

INACTIVE 

SJ000285276 4 . 052 ?? 

C555 WEAK 3 . 1302 | 2 . 9524 - 3 . 3187 | B312 

WEAK 

SJ000285278 < 1 . 0 NA 

C555 MED < 1 . 0 

NA 

C555 MED 

SJ000285279 > 5 NA NC555 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000285285 
> 5 

NA B141 INACTIVE > 5 

NA 

B241 | INACTIVE 

SJ000285292 > 5 

NA I D555 INACTIVE > 5 

NA I NC555 INACTIVE 

SJ000285294 0 . 074 0 . 0659 - 0 . 0830 A113 HIGH 0 . 0742 0 . 0666 - 0 . 0828 A113 

HIGH 

SJ000285299 
| > 5 

?? 

C555 INACTIVE ) > 5 

NA 

C555 INACTIVE 

SJ000285307 > 5 

NA 

B344 INACTIVE ) > 5 

NA 

B334 INACTIVE 

SJ000285308 0 . 546 0 . 5060 - 0 . 5886 LA213 MED 0 . 5062 0 . 4281 - 0 . 5985 A213 

MED 

SJ000285313 > 5 

D555 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000285315 1 . 056 1 . 0324 - 1 . 0803 B312 WEAK 0 . 7384 0 . 6862 - 0 . 7946 A212 

MED 

SJ000285316 > 5 

D555 INACTIVE ) > 5 

NA 

C555 INACTIVE 

SJ000285317 > 5 

NA 

NC555 INACTIVE 3 . 8254 NA 

C555 

WEAK 

SJ000285318 
> 5 

?? 

D555 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000285319 1 . 741 | 1 . 6595 - 1 . 8256 

WEAK 2 . 0096 1 . 9300 - 2 . 0925 B314 WEAK 

SJ000285321 0 . 043 0 . 0348 - 0 . 0539 A112 HIGH 0 . 044 0 . 0361 - 0 . 0536 A112 

HIGH 

SJ000285323 > 5 

NA 

B332 INACTIVE > 5 

B321 | INACTIVE 

SJ000285327 | 1 . 653 1 . 6211 - 1 . 6851 | A313 WEAK 1 . 8204 1 . 7962 - 1 . 8449 B313 

WEAK 

SJ000285332 0 . 152 0 . 1256 - 0 . 1826 A212 MED 0 . 2075 0 . 1841 - 0 . 2338 A212 

MED 

SJ000285334 > 5 

NA 

C555 INACTIVE 0 

NA 

C555 INACTIVE 

SJ000285335 | 0 . 067 0 . 0196 - 0 . 2261 A114 HIGH 0 . 0687 0 . 0028 - 1 . 6949 A114 

HIGH 

SJ000285335 | 0 . 139 0 . 0008 - 22 . 9222 A214 MED 0 . 1244 0 . 0676 - 0 . 2290 A214 

MED 

SJ000285337 > 5 

?? 

B342 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000285337 
> 5 

NA I B140 INACTIVE > 5 

L A241 INACTIVE 

SJ000285338 | > 5 

NA 

C555 INACTIVE > 5 

?? 

C555 INACTIVE 

SJ000285343 > 5 NA 

C555 INACTIVE > 5 

NA 

C555 

INACTIVE 
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U . S . Patent 

> 5 

> 5 > 5 

> 5 

NA 

Oct . 31 , 2017 

> 5 > 5 

> 5 W? 

WT Curve WT Act | T3151 

Reg Number EC50 | WT EC50 CI Score 1 Class | EC50 SJ000285358 0 . 191 0 . 1782 - 0 . 2036 A212 MED 0 . 19 

SJ000285363 > 5 

NA 

C555 INACTIVE > 5 

SJ000285364 | > 5 

NA 

D555 INACTIVE > 5 

SJ000285365 | 2 . 293 1 . 1080 - 4 . 7433 B321 TWEAK > 5 

SJ000285368 

?? 

C555 WEAK 

SJ000285369 

NA 

C555 | WEAK | 3 . 9664 

SJ000285373 > 5 

NA 

D555 INACTIVE 

SJ000285375 
> 5 

C555 | INACTIVE > 5 

SJ000285382 
> 5 

NA 

C555 INACTIVE 

SJ000285383 > 5 

NA 

D555 INACTIVE > 5 

SJ000285387 > 5 

NA 

NC555 INACTIVE 

SJ000285396 

?? 

D555 INACTIVE > 5 

SJ000285400 | > 5 

NA 

B342 INACTIVE > 5 

SJ000285410 | 0 . 03 0 . 0268 - 0 . 0342 | A113 HIGH 

SJ000285413 0 . 964 0 . 8101 - 1 . 1461 A214 MED 2 . 5855 SJ000285423 0 . 94 0 . 8608 - 1 . 0260 A212 MED 0 . 9064 

SJ000285426 
> 5 

NA NA 

D555 INACTIVE > 5 

SJ000285431 > 5 

NA 

D555 

INACTIVE > 5 

SJ000285433 > 5 

NA 

D555 INACTIVE > 5 

SJ000285436 1 . 178 1 . 1246 - 1 . 2303 A322 WEAK 1 . 183 

SJ000285439 > 5 

NA 

C555 INACTIVE > 5 

SJ000285440 | 2 . 613 2 . 3056 - 2 . 9611 B312 T WEAK 1 . 7108 

SJ000285442 > 5 

NA 

D555 INACTIVE > 5 

SJ000285443 > 5 

NA 

C555 INACTIVE > 5 

SJ000285445 > 5 

NA 

C555 INACTIVE > 5 

SJ000285450 > 5 

NA 

C555 TWEAK L > 5 

SJ000285451 1 . 578 1 . 1606 - 2 . 1448 IB321 WEAK 4 . 852 

T3151 Curve T3151 Act 

T3151 EC50 CI | Score 

Class 

0 . 1788 - 0 . 2020 A212 

MED 

?? 

C555 INACTIVE 

?? 

D555 INACTIVE 

NA 

B334 

| INACTIVE 

?? 

C555 WEAK 

NA 

B313 

WEAK 

NA 

D555 

INACTIVE 

NA 

C555 INACTIVE 

NA 

B241 INACTIVE 

NA 

B241 | INACTIVE 

NA 

C555 

| INACTIVE 

NA 

C555 INACTIVE 

NA 

B344 INACTIVE 

0 . 0238 - 0 . 0319 B110 

HIGH 

NA 

C555 WEAK 

0 . 7444 - 1 . 1035 A212 

MED 

NA 

D555 

INACTIVE 

NA 

NB142 INACTIVE 

NA 

C555 INACTIVE 

1 . 1246 - 1 . 2445 A322 WEAK 

NA 

B313 | INACTIVE 

1 . 0736 - 2 . 7263 B311 

WEAK 

NA 

D555 INACTIVE 

NA 

C555 INACTIVE 

?? 

B241 INACTIVE 

NA 

C555 WEAK 

NA 

C555 TWEAK 
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T3151 EC50 CI ?? NA NA NA NA 

atent 

NA 

C555 

NA NA 0 . 0965 - 0 . 1716 

Oct . 31 , 2017 

?? 

WT 

WT Curve WT Act T3151 

Reg Number EC50 | WT EC50 CI Score Class EC50 

SJ000285452 < 0 . 1 NA 

B110 HIGH < 0 . 1 

SJ000285452 < 0 . 1 NA 

B110 HIGH < 0 . 1 

SJ000285453 > 5 

NA 

D555 | INACTIVE > 5 

SJ000285454 > 5 

NA 

D555 INACTIVE > 5 

SJ000285460 > 5 

NA 

C555 

ACTIVE INACTIVE 
> 5 

SJ000285461 > 5 NA 

C555 INACTIVE > 5 

SJ000285462 > 5 

NA A C555 INACTIVE L > 5 

SJ000285465 > 5 I NA 

D555 INACTIVE > 5 

SJ000285466 0 . 174 0 . 1186 - 0 . 2559 A211 MED 0 . 1286 

SJ000285484 > 5 NA 

D555 INACTIVE > 5 

SJ000285487 > 5 

NA 

D555 INACTIVE > 5 

SJ000285490 1 . 551 | 1 . 5019 - 1 . 6022 A313 WEAK > 5 

SJ000285502 > 5 

NA 

B342 INACTIVE > 5 

SJ000285504 > 5 ?? 

C555 INACTIVE > 5 

SJ000285506 1 > 5 

NA I D555 INACTIVE > 5 

SJ0002855080 . 216 0 . 1969 - 0 . 2377 A213 MED 0 . 2332 
SJ000285512 | 3 . 558 3 . 5015 - 3 . 6156 B313 WEAK 4 . 287 

SJ000285522 > 5 

?? 

D555 INACTIVE > 5 

SJ000285526 > 5 

NA 

A241 INACTIVE > 5 

SJ000285536 > 5 

NA 

NA C555 INACTIVE ) > 5 

SJ0002855401 
NA 

C555 INACTIVEL > 5 

SJ000285541 0 . 157 0 . 1495 - 0 . 1654 A212 MED 0 . 1541 SJ000285542 0 . 135 0 . 1233 - 0 . 1468 A212 MED 0 . 1274 

SJ000285543 > 5 

NA 

A242 INACTIVE > 5 

SJ000285544 
> 5 

B241 INACTIVE > 5 

SJ000285547 > 5 

NA 

D555 INACTIVE > 5 

SJ000285549 1 > 5 

NA 

A241 INACTIVE > 5 

NA ?? NA NA ?? 0 . 2081 - 0 . 2613 ?? NA NA NA NA 0 . 1406 - 0 . 1689 0 . 1191 - 0 . 1363 ?? NA ?? NA 

T3151 Curve T3151 Act 
Score 

Class 

B110 

HIGH 

B110 

HIGH 
D555 INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE 

INACTIVE D555 INACTIVE 
MED 

C555 | INACTIVE D555 INACTIVE B333 INACTIVE C555 INACTIVE A241 | INACTIVE D555 INACTIVE 
A213 

MED 
C555 WEAK D555 INACTIVE B241 INACTIVE B241 INACTIVE C555 INACTIVE 

A212 

MED 

A212 

MED 

B331 

INACTIVE 
C555 INACTIVE B241 INACTIVE C555 INACTIVE 
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NA 

alalalalala 

T3151 
EC50 | T3151 EC50 CI 

> 5 > 5 

NA 

> 5 

NA 

atent 

> 5 

NA 

15 > 5 

Oct . 31 , 2017 

W? Reg Number EC50 WT EC50 CI 
SJ000285551 > 5 

NA 

SJ000285554 

NA 

SJ000285564 > 5 

NA 

SJ000285569 > 5 NA SJ000285572 > 5 NA 

SJ000285572 
> 5 

NA 

SJ000285574 » 5 

NA 

SJ000285577 > 5 NA SJ000285584 > 5 NA 
SJ000285586 > 5 

NA 

SJ000285587 0 . 202 0 . 0239 - 1 . 7053 

SJ000285588 > 5 

NA 

SJ000285591 > 5 NA SJ000285592 > 5 NA 
SJ000285606 > 5 

NA 

SJ000285608 

?? 

SJ000285608 > 5 ?? SJ000285610 > 5 NA 
SJ000285614 > 5 

NA 

SJ000285618 > 5 

NA 

SJ000285619 > 5 

NA 

SJ000285625 > 5 

NA 

SJ000285630 > 5 ?? 

SJ000285635 

NA 

SJ000285638 

NA 

SJ000285643 

?? 

SJ000285646 0 . 212 0 . 1898 - 0 . 2367 

WT Curve WT Act Score Class C555 INACTIVE C555 INACTIVE A241 INACTIVE D555 INACTIVE NC555 INACTIVE D555 INACTIVE D555 INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE A211 MED C555 WEAK C555 WEAK C555 INACTIVE D555 | INACTIVE A241 INACTIVE C555 INACTIVE C555 INACTIVE D555 | INACTIVE D555 INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE D555 INACTIVE D555 INACTIVE D555 INACTIVE A212 MED 

T3151 Curve T3151 Act 
Score 

Class 
A242 INACTIVE C555 INACTIVE C555 INACTIVE D555 INACTIVE D555 | INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE B141 INACTIVE 

D555 

| INACTIVE A211 MED 
C555 

WEAK 
B312 WEAK B344 INACTIVE D555 INACTIVE 

B341 

INACTIVE 
B341 INACTIVE B344 INACTIVE D555 INACTIVE D555 INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE D555 INACTIVE D555 INACTIVE D555 INACTIVE 

A212 

MED 

> 5 

> 5 

NA ?? 

> 5 

NA NA 

> 5 

?? NA 
0 . 2793 0 . 0259 - 3 . 0073 

> 5 

NA 
3 . 2243 | 2 . 9841 - 3 . 4838 

> 5 NA 

> 5 

NA ?? NA NA NA NA ?? ?? 

> 5 NA 

> 5 > 5 > 5 

NA 
0 . 1965 0 . 1746 - 0 . 2213 

malalaman 
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T3151 

T3151 EC50 CI NA 

U . S . Patent 

NA 

> 5 > 5 > 5 
0 . 125 
> 5 > 5 > 5 

> 5 

Oct . 31 , 2017 

> 5 > 5 

NA 0 . 1179 - 0 . 1324 NA ?? NA NA ?? NA NA NA NA NA NA NA NA 

WT 

WT Curve WT Act 

Reg Number | EC50 WT EC50 CI Score 
SJ000285651 > 5 

NA 

D555 INACTIVE 

SJ000285652 > 5 

?? 

D555 INACTIVE 

SJ000285655 > 5 

?? 

B243 INACTIVE 

SJ000285657 0 . 125 0 . 1140 - 0 . 1376 A212 MED 

SJ000285659 > 5 

NA 

C555 INACTIVE 

SJ000285664 > 5 

NA 

C555 INACTIVE 

SJ000285666 

NA 

C555 INACTIVE 

SJ000285667 > 5 

NA 

D555 INACTIVE 

SJ000285668 > 5 NA 

D555 INACTIVE 

SJ000285671 > 5 ?? | D555 INACTIVE 

SJ000285674 

NA 

A241 INACTIVE 

SJ000285678 

NA 

B141 INACTIVE 

SJ000285683 > 5 

?? 

C555 INACTIVE 

SJ000285684 

NA 

C555 INACTIVE 

SJ000285686 

C555 INACTIVE 

SJ000285687 

NA 

D555 INACTIVE 

SJ000285688 > 5 

NA 

D555 | INACTIVE 

SJ000285689 > 5 

NA 

D555 

INACTIVE 

SJ000285692 0 . 04 0 . 0322 - 0 . 0495 A112 HIGH 

SJ000285695 > 5 

?? 

D555 INACTIVE 

SJ000285696 > 5 

NA 

D555 INACTIVE 

SJ000285704 > 5 

NA 

D555 INACTIVE 

SJ000285710 1 . 454 | 1 . 3330 - 1 . 5866 | A312 WEAK 

SJ000285712 > 5 

D555 INACTIVE 

SJ000285713 > 5 NA 

C555 INACTIVE 

SJ000285715 > 5 NA 

D555 INACTIVE 

> 5 

T3151 Curve T3151 Act 
Score 

Class 
D555 INACTIVE D555 INACTIVE B241 INACTIVE 

A212 

MED 
C555 INACTIVE D555 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE NC555 INACTIVE B241 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE D555 INACTIVE 

C555 

INACTIVE 
A113 

HIGH 
D555 INACTIVE C555 INACTIVE D555 INACTIVE 

A313 

WEAK 
D555 | INACTIVE B314 INACTIVE B241 INACTIVE 

> 5 > 5 

NA 

> 5 

Sheet 80 of 178 

NA 

> 5 > 5 > 5 > 5 > 5 

0 . 0358 
> 5 > 5 > 5 

1 . 2069 
> 5 > 5 > 5 

0 . 0302 - 0 . 0424 ?? ?? NA 1 . 1588 - 1 . 2569 ?? ?? NA 

NA 
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atent Oct . 31 , 2017 

WT 

WT Curve WT Act T3151 

Reg Number EC50 WT EC50 CI Score Class EC50 T3151 ECSO CI 
SJ000285718 2 . 971 2 . 5382 - 3 . 4763 B322 WEAK L > 5 

NA 

SJ000285725 > 5 

C555 INACTIVE > 5 

NA 

SJ000285727 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000285728 | 0 . 035 0 . 0313 - 0 . 0390 B110 HIGH 0 . 0363 0 . 0314 - 0 . 0420 SJ000285729 < 0 . 1 0 . 0039 - 4 . 1318 B110 HIGH 1 0 . 0374 0 . 0102 - 0 . 1371 

SJ000285740 > 5 

NA I NC555 INACTIVE > 5 

NA 

SJ000285742 > 5 

NA 

D555 INACTIVE 

?? 

SJ000285745 > 5 NA 

D555 INACTIVE > 5 

NA 

SJ000285747 0 . 138 0 . 1316 - 0 . 1452 A213 MED 0 . 1465 0 . 1407 - 0 . 1526 

SJ000285748 > 5 

?? 

C555 INACTIVE > 5 

NA 

SJ000285750 > 5 

NA 

B344 INACTIVE > 5 

NA 

SJ000285752 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000285761 > 5 NA 

D555 | INACTIVE > 5 

?? 

SJ000285764 4 . 19 NA 

C555 TWEAK > 5 

NA 

SJ000285766 0 . 044 0 . 0401 - 0 . 0487 | B110 HIGH | 0 . 046 0 . 0427 - 0 . 0495 
SJ000285767 0 . 021 0 . 0184 - 0 . 0249 B110 HIGH 0 . 0255 0 . 0228 - 0 . 0285 

SJ000285768 | < 0 . 1 NA 

B110 HIGH < 0 . 1 

NA 

SJ000285769 0 . 041 0 . 0358 - 0 . 0459 A112 HIGH | 0 . 0434 0 . 0403 - 0 . 0468 

SJ000285770 > 5 

NA 

D555 

INACTIVE > 5 

NA 

SJ000285778 

NA 

D555 INACTIVE > 5 

NA 

SJ000285781 > 5 

NA NA 

D555 INACTIVE > 5 

NA 

SJ000285783 > 5 

D555 INACTIVE > 5 

NA 

SJ000285786 0 . 131 0 . 0938 - 0 . 1821 A212 MED 0 . 1136 0 . 0838 - 0 . 1538 
SJ0002857870 . 818 0 . 7921 - 0 . 8455 A213 MED 1 0 . 8671 0 . 8509 - 0 . 8837 SJ000285787 0 . 557 0 . 5418 - 0 . 5729 A213 MED 0 . 5282 0 . 5051 - 0 . 5523 SJ000285790 2 . 509 2 . 4752 - 2 . 5439 B313 | WEAK 2 . 9331 2 . 8664 - 3 . 0014 

SJ000285797 > 5 

NA 

A243 INACTIVE 

?? 

SJ000285801 > 5 

NA 

C555 INACTIVE > 5 

NA 

Figure 26 ( continued ) 

T3151 Curve T3151 Act 
Score 

Class 
B322 INACTIVE B241 INACTIVE C555 INACTIVE 

A112 

HIGH 

B110 

HIGH 
D555 INACTIVE D555 INACTIVE D555 INACTIVE A213 MED C555 | INACTIVE C555 INACTIVE D555 INACTIVE D555 INACTIVE 

C555 

WEAK 

A113 

HIGH 

A113 

HIGH 

B110 

HIGH 

A113 

HIGH 
C555 INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE 

A213 

MED 

A213 

MED 

A213 

MED 

B313 TWEAK C555 INACTIVE C555 INACTIVE 
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U . S . Patent 

?? 

Oct . 31 , 2017 

> 5 

WT 

WT Curve WT Act | T3151 

T3151 Curve | T3151 Act 

Reg Number EC50 WT EC50 CI Score 1 Class EC50 | T3151 EC50 CI Score 

Class 

SJ000285812 > 5 ?? 

B344 INACTIVE > 5 

?? 

C555 INACTIVE 

SJ000285814 > 5 

NA 

C555 INACTIVE > 5 

?? 

C555 INACTIVE 

SJ000285814 > 5 NA 

NA 

C555 INACTIVE > 5 

NA 

C555 INACTIVE 

SJ000285818 | > 5 

?? 

D555 INACTIVE > 5 

C555 INACTIVE 

SJ000285820 | 0 . 042 0 . 0213 - 0 . 0814 A111 HIGH 0 . 0512 0 . 0395 - 0 . 0664 A112 

HIGH 

SJ000285827 | 1 . 568 1 . 1031 - 2 . 2285 B311 WEAK > 5 

?? 

C555 WEAK 

SJ000285831 > 5 

?? 

C555 

INACTIVE > 5 

NA 

C555 INACTIVE 

SJ000285834 > 5 

NA 

B341 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000285835 > 5 

NA 

C555 INACTIVE 

NA 

B244 INACTIVE 

SJ000285836 > 5 

NA 

D555 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000285837 > 5 

NA 

B313 INACTIVE ) > 5 

?? 

C555 INACTIVE 

SJ000285838 T > 5 

NA 

C555 INACTIVE > 5 

NA 

C555 INACTIVE 

SJ000285840 0 . 919 0 . 8184 - 1 . 0322 A214 MED 0 . 8819 0 . 8216 - 0 . 9466 A214 

MED 

SJ000285842 > 5 

NA 

C555 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000285845 > 5 

?? 

B241 INACTIVE > 5 

?? 

C555 INACTIVE 

SJ000285849 0 . 444 0 . 3978 - 0 . 4944 A212 MED 0 . 4338 0 . 3884 - 0 . 4846 A212 

MED 

SJ000285858 > 5 

NA 

NC555 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000285860 > 5 

NA 

C555 INACTIVE > 5 . 

NA I C555 INACTIVE 

SJ000285864 | 1 . 213 1 . 1502 - 1 . 2785 A313 

A313 WEAK 1 . 3427 1 . 2789 - 1 . 4096 A313 

WEAK 

SJ000285866 > 5 

NA 

D555 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000285878 > 5 NA 

D555 

INACTIVE > 5 

?? 

D555 INACTIVE 

SJ000285879 

NA 

D555 INACTIVE > 5 

NA 

C555 INACTIVE 

SJ000285880 < 0 . 1 NA 1 B110 | HIGH < 0 . 1 

NA 

B110 1 HIGH 

SJ000285881 3 . 105 2 . 9783 - 3 . 2377 B312 WEAK 2 . 3759 2 . 3476 - 2 . 4045 B313 WEAK 

SJ000285882 > 5 

L A242 INACTIVE > 5 

NA NA 

C555 INACTIVE 

SJ000285885 > 5 NA 

NA241 INACTIVE > 5 

NA 

D555 INACTIVE 
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U . S . Patent 

> 5 

NA 

OOO | OO | JO | J 

CO 

Oct . 31 , 2017 

C555 

> 5 

?? 

WT Reg Number | EC50 WT EC50 CI 
SJ000285887 > 5 

?? 

SJ000285888 

NA 

SJ000285890 

?? 

SJ000285892 > 5 NA 

SJ000285903 

NA 

SJ000285909 SJ000285920 

NA 

SJ000285922 

NA 

SJ000285925 > 5 ?? 

SJ000285935 
> 5 

NA 

SJ000285936 > 5 NA 

SJ000285940 
> 5 

NA 

SJ000285949 > 5 

NA 

SJ000285950 
SJ000285951 > 5 

?? 

SJ000285958 > 5 

?? 

SJ000285959 > 5 SJ000285960 > 5 

NA 

SJ000285965 

?? 

SJ000285966 | 1 . 297 | 0 . 7065 - 2 . 3798 

SJ000285967 > 5 

NA 

SJ000285971 > 5 

NA 

SJ000285972 4 . 208 NA 
SJ000285973 0 . 17 0 . 1572 - 0 . 1833 SJ000285974 0 . 086 0 . 0767 - 0 . 0967 SJ000285978 0 . 221 0 . 1336 - 0 . 3662 

SJ000285980 | 4 . 293 NA 

> 5 

WT Curve WT Act T3151 

Score Class EC50 T3151 EC50 CI 

D555 INACTIVE ) > 5 

NA 

C555 WEAK > 5 

NA 

D555 INACTIVE > 5 

NA 

D555 INACTIVE > 5 

NA 

D555 INACTIVE > 5 

NA 

A242 INACTIVE ) > 5 

NA 

C555 INACTIVE > 5 

?? 

C555 INACTIVE > 5 

NA 

B241 INACTIVE > 5 

?? 

C555 INACTIVE > 5 

?? 

INACTIVE 

NA 

A241 INACTIVE > 5 

C555 INACTIVE 

NA 

C555 INACTIVE > 5 D555 INACTIVE > 5 

?? 

D555 INACTIVE > 5 

?? 

C555 INACTIVE > 5 

NA 

A241 INACTIVE > 5 

NA 

C555 INACTIVE > 5 

NA 

A314 WEAK | 2 . 0144 | 1 . 9973 - 2 . 0317 

B241 INACTIVE > 5 

NA 

D555 INACTIVE > 5 

?? 

C555 WEAK 2 . 4586 2 . 4189 - 2 . 4989 A212 MED | 0 . 1623 0 . 1542 - 0 . 1709 A112 HIGH | 0 . 0747 | 0 . 0627 - 0 . 0889 A211 MED | 0 . 1961 | 0 . 1048 - 0 . 3669 C555 WEAK 3 . 3236 3 . 1759 - 3 . 4782 

T3151 Curve T3151 Act 
Score 

Class 
D555 INACTIVE 

B313 

WEAK 
D555 INACTIVE D555 INACTIVE NC555 INACTIVE D555 INACTIVE B241 INACTIVE C555 INACTIVE D555 INACTIVE 

B344 

INACTIVE 
C555 INACTIVE C555 INACTIVE C555 INACTIVE D555 INACTIVE NC555 INACTIVE D555 INACTIVE D555 INACTIVE C555 INACTIVE C555 INACTIVE B312 WEAK C555 INACTIVE C555 INACTIVE B312 | WEAK 

A212 

MED 

A112 

HIGH 

A211 

MED 
B312 WEAK 

NA 

?? 

NA 
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atent Oct . 31 , 2017 

1 

NA 

WT Reg Number EC50 WT EC50 CI 
SJ000285983 > 5 

NA 

SJ000285987 > 5 NA 
SJ000285991 1 . 105 0 . 7753 - 1 . 5756 

SJ000285996 > 5 

NA 

SJ000285998 < 0 . 1 NA 
SJ000285999 > 5 

NA 
SJ000286003 0 . 727 0 . 2263 - 2 . 3376 

SJ000286004 > 5 NA SJ000286006 < 0 . 1 NA 

SJ000286007 1 . 006 0 . 8964 - 1 . 1294 

SJ000286008 > 5 NA SJ000286018 > 5 

NA 

SJ000286024 > 5 

NA 

SJ000286025 > 5 

?? 

SJ000286030 < 0 . 1 ?? 

SJ000286034 
< 0 . 1 

NA 

SJ000286035 > 5 NA SJ000286036 > 5 NA 
SJ000286037 > 5 

NA 
SJ000286038 0 . 093 0 . 0858 - 0 . 1010 SJ000286038 0 . 051 0 . 0445 - 0 . 0581 SJ000286039 0 . 024 0 . 0179 - 0 . 0317 

SJ000286041 > 5 NA SJ000286044 > 5 NA 
SJ000286046 > 5 

NA 

SJ000286046 > 5 

NA 

SJ000286052 > 5 

NA 

WT Curve WT Act T3151 

T3151 Curve 

Score Class EC50 T3151 EC50 CI Score 

C555 INACTIVEL > 5 INA 

C555 

C555 INACTIVE > 5 

NA 

C555 

B311 WEAK 0 . 7808 0 . 7463 - 0 . 8169 

C555 INACTIVE > 5 

NA 

C555 

B110 HIGH < 0 . 1 

NA 

B110 

C555 INACTIVE > 5 

?? 

C555 

A211 MED 0 . 3626 0 . 3272 - 0 . 4017 A211 

C555 INACTIVE > 5 

NA 

C555 

B110 | HIGH < 0 . 1 

NA 

B110 

A313 WEAK | 0 . 9628 0 . 8199 - 1 . 1308 | A212 

C555 INACTIVE > 5 

?? 

D555 

C555 INACTIVE > 5 

C555 

D555 INACTIVE > 5 

NA 

C555 

C555 INACTIVE > 5 

NA 

B332 

B110 | HIGH < 0 . 1 

?? 

B110 

B110 HIGH < 0 . 1 

NA 

B110 

D555 INACTIVE > 5 

NA 

B341 

B143 INACTIVE > 5 

NA 

C555 

D555 INACTIVE > 5 

NA 

C555 

A113 HIGH 0 . 0782 0 . 0723 - 0 . 0846 A113 A113 HIGH 0 . 0578 0 . 0515 - 0 . 0649 A113 B110 HIGH 0 . 021 0 . 0145 - 0 . 0303 B110 

B141 INACTIVE > 5 

NA 

B341 

C555 INACTIVE > 5 

?? 

C555 

C555 | INACTIVE 

?? 

C555 

C555 INACTIVE > 5 

?? 

A241 

C555 INACTIVE > 5 

NA T C555 

T3151 Act Class INACTIVE INACTIVE MED INACTIVE HIGH INACTIVE MED INACTIVE HIGH MED INACTIVE INACTIVE INACTIVE INACTIVE HIGH HIGH INACTIVE INACTIVE INACTIVE HIGH HIGH HIGH INACTIVE INACTIVE INACTIVE INACTIVE INACTIVE 
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U . S . Patent 

C555 2 . 

NA 

Oct . 31 , 2017 

C555 

NA 

W? . 

WT Curve WT Act | T3151 

Reg Number | EC50 WT EC50 CI Score | Class EC50 T3151 EC50 CI 

SJ000286053 > 5 

NA 

B332 INACTIVE > 5 

NA 

SJ000286056 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000286057 > 5 

NA 

C555 

TWEAK 2 . 4313 2 . 4033 - 2 . 4597 

SJ000286063 L > 5 

NA 

WEAK > 5 

NA 

SJ000286065 > 5 

?? 

| C555 INACTIVE > 5 

NA 

SJ000286075 
> 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000286086 > 5 

NA 

D555 INACTIVE > 5 

SJ000286093 
> 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000286097 > 5 

NA 

INACTIVE > 5 

NA 

SJ000286098 > 5 

?? 

D555 INACTIVE > 5 

?? 

SJ000286101 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000286109 > 5 

NA 

C555 INACTIVE > 5 

SJ000286112 > 5 

NA 

C555 TWEAK > 5 

NA 

SJ000286113 > 5 

NA 

C555 INACTIVE > 5 

SJ000286118 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000286121 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000286124 | > 5 

NA 

C555 INACTIVE > 5 

SJ000286127 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000286128 0 . 47 | 0 . 3938 - 0 . 5597 A213 MED 0 . 4789 | 0 . 3911 - 0 . 5864 

SJ000286133 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000286134 > 5 

?? 

C555 

INACTIVE > 5 

NA 

SJ000286142 | 0 . 472 0 . 4465 - 0 . 4984 A213 MED 0 . 4944 | 0 . 4672 - 0 . 5231 

SJ000286143 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000286144 | 1 . 232 | 1 . 1244 - 1 . 3489 B312 WEAK 1 . 1138 0 . 9772 - 1 . 2695 

SJ000286146 > 5 NA 

D555 INACTIVE > 5 

?? 

SJ000286151 > 5 1 NA 1 C555 INACTIVE > 5 

NA 

T3151 Curve T3151 Act 
Score 

Class 
B321 INACTIVE C555 INACTIVE B312 WEAK C555 | WEAK C555 INACTIVE D555 INACTIVE D555 INACTIVE C555 | NACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE 

C555 

WEAK 
D555 INACTIVE A344 INACTIVE D555 INACTIVE B341 INACTIVE C555 INACTIVE 

A213 

MED 

B343 INACTIVE C555 INACTIVE 
A212 

MED 
D555 INACTIVE B312 WEAK D555 INACTIVE 

C555 

INACTIVE 

?? 
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atent 

> 5 > 5 

Oct . 31 , 2017 

> 5 75 WT Reg Number | EC50 WT EC50 CI 
SJ000286152 > 5 

NA 

SJ000286154 < 0 . 1 NA 
SJ000286155 > 5 

NA 

SJ000286156 | 1 . 038 | 0 . 8985 - 1 . 1994 SJ000286159 0 . 2890 . 2448 - 0 . 3404 SJ000286160 0 . 459 0 . 3777 - 0 . 5586 

SJ000286162 
> 5 

NA 

SJ000286166 

NA 

SJ000286172 

NA 

SJ000286174 

NA 

SJ000286175 

NA 

SJ000286178 > 5 NA 
SJ000286181 > 5 

NA 

SJ000286185 > 5 

NA 

SJ000286186 | 2 . 415 2 . 3733 - 2 . 4579 SJ000286187 0 . 943 0 . 8364 - 1 . 0635 

SJ000286188 > 5 

NA 

SJ000286191 > 5 SJ000286195 > 5 

NA 

SJ000286199 > 5 

NA 

SJ000286204 > 5 

NA 

SJ000286205 < 0 . 1 NA 

SJ000286213 

?? 

SJ000286217 > 5 

SJ000286225 

NA 

SJ000286229 > 5 

NA 

SJ000286231 > 5 

?? 

WT Curve WT Act T3151 

Score Class | EC50 T3151 EC50 CI 

D555 INACTIVE > 5 

NA 

B110 HIGH T < 0 . 1 NA 

B344 INACTIVE > 5 

NA 

A313 WEAK 1 . 0097 0 . 8164 - 1 . 2487 A212 MED | 0 . 3018 | 0 . 2554 - 0 . 3567 A211 MED 0 . 3036 0 . 2841 - 0 . 3245 

C555 INACTIVE > 5 

NA 

D555 INACTIVE 

> 5 

NA 

D555 INACTIVE > 5 

NA 

NC555 INACTIVE > 5 

?? 

C555 INACTIVE > 5 

NA 

D555 INACTIVE > 5 

NA 

C555 INACTIVE L > 5 

NA 

C555 INACTIVE ) > 5 

NA 

B313 WEAK 2 . 4276 1 . 7583 - 3 . 3517 A213 MED 0 . 9116 0 . 8686 - 0 . 9568 

C555 INACTIVE > 5 

NA 

C555 INACTIVE > 5 

NA 

C555 INACTIVE > 5 

NA 

D555 INACTIVE > 5 

NA 

D555 INACTIVE > 5 

NA 

B110 HIGH < 0 . 1 

NA 

C555 INACTIVE 

NA 

C555 INACTIVE > 5 

NA 

C555 INACTIVE > 5 

NA 

A242 INACTIVE > 5 

NA 

C555 INACTIVE > 5 

NA 

T3151 Curve T3151 Act 
Score 

Class 
NC555 INACTIVE 

B110 

HIGH 
C555 INACTIVE A313 | WEAK 

A212 

MED 

A213 

MED 
C555 INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE C555 INACTIVE C555 INACTIVE D555 NACTIVE D555 INACTIVE 

B314 

WEAK 

A213 

MED 
C555 INACTIVE C555 INACTIVE C555 INACTIVE B241 INACTIVE D555 INACTIVE 

B110 

HIGH 
C555 INACTIVE C555 INACTIVE C555 INACTIVE A241 INACTIVE C555 INACTIVE 
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U . S . Patent 

NA 

D555 

Oct . 31 , 2017 

NA 

| WT 
Reg Number EC50 WT EC50 CI 

SJ000286236 > 5 

NA 

SJ000286243 > 5 

?? 

SJ000286248 > 5 NA SJ000286251 > 5 SJ000286267 > 5 

NA 

SJ000286300 > 5 

NA 

SJ000286312 > 5 

NA 

SJ000286359 > 5 

NA 

SJ000286366 > 5 

NA 

SJ000286380 > 5 

NA 
SJ000286381 0 . 179 0 . 1603 - 0 . 2003 

SJ000286382 > 5 SJ000286387 > 5 

NA 

SJ000286389 > 5 

NA 

SJ000286393 4 . 618 SJ000286395 > 5 

NA 

SJ000286396 1 > 5 

NA 
SJ000286398 | 2 . 056 | 1 . 9918 - 2 . 1214 SJ000286406 | 0 . 953 0 . 9390 - 0 . 9676 

SJ000286408 > 5 

NA 

SJ000286413 > 5 

NA 

SJ000286415 > 5 

?? 

SJ000286419 > 5 

NA 

SJ000286421 > 5 

NA 
SJ000286423 2 . 032 1 . 9745 - 2 . 0914 SJ000286424 0 . 314 0 . 1913 - 0 . 5154 

SJ000286430 > 5 

NA 

WT Curve WT Act T3151 

T3151 Curve | T3151 Act 

Score Class | EC50 T3151 EC50 CI Score 

Class 

D555 INACTIVE > 5 

NA 

D555 INACTIVE 

C555 INACTIVE 1 > 5 

?? 

C555 INACTIVE 

C555 INACTIVE > 5 

NA 

C555 INACTIVE 

C555 INACTIVE > 5 

NA 

C555 INACTIVE 

C555 WEAK 4 . 6918 NA 

C555 

WEAK 

C555 WEAK > 5 

NA 

C555 

WEAK 

C555 INACTIVE > 5 

NA 

B344 | INACTIVE 

C555 INACTIVE 

?? 

C555 | INACTIVE 

INACTIVE > 5 

NA 

D555 INACTIVE 

D555 INACTIVE > 5 

?? 

C555 | INACTIVE 

A222 MED 0 . 329 0 . 0988 - 1 . 0953 A234 

MED 

C555 INACTIVE > 5 

NA 

C555 INACTIVE 

C555 INACTIVE > 5 

NA 

C555 INACTIVE 

C555 
WACTIVE INACTIVE 
> 5 

NA 

D555 INACTIVE 

C555 WEAK > 5 

?? 

C555 INACTIVE 

D555 INACTIVE > 5 

?? 

D555 INACTIVE 

C555 INACTIVE > 5 

NA 

C555 INACTIVE 

B313 WEAK 2 . 928 2 . 8242 - 3 . 0356 | B312 WEAK A213 I MED 1 . 0358 0 . 9951 - 1 . 0783 A312 I MED 

C555 INACTIVE > 5 

NA 

| D555 INACTIVE 

C555 WEAK 3 . 4496 3 . 4248 - 3 . 4745 B313 WEAK 

C555 INACTIVE > 5 

?? 

C555 INACTIVE 

B241 | INACTIVE > 5 

NA 

D555 | INACTIVE 

C555 INACTIVE > 5 

NA 

C555 

INACTIVE 

B314 WEAK 2 . 0036 1 . 9296 - 2 , 0805 B314 

WEAK 

A221 MED 0 . 7253 0 . 6854 - 0 . 7675 A212 

MED 

C555 TWEAK > 5 

NA 

C555 TWEAK 

NA 

Sheet 87 of 178 US 9 , 801 , 851 B2 

Figure 26 ( continued ) 



U . S . Patent 

WWW 

Oct . 31 , 2017 

NA 

NA NA 

W1 

WI CHIFe WTACI 13151 
Reg Number EC50 WT ECSO CI Score Cass | E C50 13151 ECSOCI 

S70002864341032 1 . 0097 - 10545 3313 WEAK 1 . 4716 1 3664 - 1 . 5827 

S1000286436 < 0 . 1 NA 

B110 HGH 0 . 1213 0 . 1021 - 0 . 1440 

S300280438 

B321 NACTIE 5 

NA 

S7011286446 

NA 

C555 NACTIVES 

NA 

53000280448 | 0 . 145 0 . 1099 - 0 . 1906 A212 L MED 0 . 1919 0 . 1448 - 0 . 2516 

SJ06286450 > 5 

NA 

D $ 55 NACTIVE 5 

NA 

SJODO280451 

NA D555 | NACIIVE > 5 

NA 

S2000286453 

NA 

DS5S NACTIVE 

NA 

SJ06280455 

NA 

DSSS NACTIVE 

NA 

SJO00286458 > 

NA 

C555 NACTIVE S 

NA 

S7000286481 

NA 

D555 NACTIVE 

5 

NA 

STOW286490 > 5 

NA 

DSSS NACIJE > 5 

NA 

S2000286501 

B314 NACTIVE 

SJ00286511 > 

N4 

4241 NACTIVE 

S7000286515 > 

NA 

C $ 55 NACTIVE > 5 

NA 

SI010286515 | 0 . 005 0 . 0530 - 0 . 0783 4113 HGH | 0 . 0651 0 . 0561 - 0 . 0754 

S0002865105 
NA 

C555 NACTIVE > 

SIO0280520 

NA 

C555 INACTIVE S 

NA 

S70002865224001 NA 

C555 WEAK | 2 . 834 2 . 0811 - 2 . 9956 

SIOU0286525 

NA 

3141 | NACTIVE > S 

NA 

????? 

NA 

A241 NACTIVE 

NA 

SI0002855335 
NA 

D555 BACINE ?S 

NA 

SIDE286530 0 . 707 0 . 5625 - 0 . 7325 A212 MED 0 . 6411 0 . 6184 - 0 . 6645 

SJO0286537 0 . 308 0 . 2752 - 0 . 3452 

I MED 0 . 90090 . 7435 - 1 . 0917 

SJ00286545 2046 1 . 9915 - 2 . 1018 B322 WEAK 2 . 2948 2 . 2635 - 2 . 3267 

SJOV0286558 > 

NA 

NB 241 NACTIVE > 5 

NA 

SJOV0286552 0 . 05 0 . 0427 - 0 . 0592 B110 HGH 0 . 042 0 . 0353 - 0 . 0499 

13151 Curve 13131 CT 
Score 

Class 
B312 WEAK 

B110 

MED 

C555 N1677 D555 NACTIVE 
A212 

MED 
D555 | NACTIVE D555 NACTIVE C555 NACTIVE D355 NACTIVE C355 NACTIVE D555 INACTIVE D555 NACTIVE C555 NACTIE C555 NACTIVE C555 NACTIVE 

4113 

HIGH 
B313 NACTIVE 

C555 

INACTIVE 
B312 

WEAK 
C555 | NACTIVE C555 | INACTIVE D555 NACTIVE 

A212 

MED 

4222 

MED 

B312 TWEAK D555 NACTIVE B110 HIGA 
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Class 

U . S . Patent 

> 5 > 5 > 5 

> 5 

> 5 

Oct . 31 , 2017 

> 5 

> 5 

?? 

W? 

WT Curve WT Act T3151 

Reg Number | EC50 WT EC50 CI | 

Score Class EC50 T3151 EC50 CI 

SJ000286565 > 5 

?? 

C555 INACTIVE > 5 

?? 

SJ000286572 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000286576 | 0 . 83 0 . 7823 - 0 . 8814 A212 MED 0 . 7585 0 . 7253 - 0 . 7932 

SJ000286594 

?? 

D555 INACTIVE > 5 

?? 

SJ000286616 

NA 

A241 

INACTIVE > 5 

NA 

SJ000286619 > 5 

NA 

D555 INACTIVE 

NA 

SJ000286644 

NA 

D555 INACTIVE > 5 

NA 

SJ000286645 > 5 NA 

A241 INACTIVE 

?? 

SJ000286646 

?? 

D555 INACTIVE > 5 

?? 

SJ000286648 > 5 

NA 

B141 INACTIVE 

NA 

SJ000286657 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000286658 

NA 

C555 INACTIVE > 5 

NA 

SJ000286694 1 > 5 

?? 

C555 

INACTIVE > 5 

SJ000286708 | 3 . 054 2 . 3308 - 4 . 0015 B313 | WEAK 2 . 6085 2 , 1808 - 3 . 1201 

SJ000286710 > 5 NA 

C555 

INACTIVE > 5 

NA NA 

SJ000286711 > 5 

?? 

D555 INACTIVE > 5 

NA 

SJ000286715 1 . 952 1 . 8621 - 2 . 0453 B312 | WEAK 2 . 4069 2 . 3605 - 2 . 4543 SJ000286728 0 . 217 | 0 . 1313 - 0 . 3584 A211 MED 0 . 3591 | 0 . 3283 - 0 . 3927 

SJ000286729 | > 5 

D555 INACTIVE > 5 

NA 

SJ000286749 3 . 028 2 . 9392 - 3 . 1196 B312 | WEAK 2 . 4661 2 . 4380 - 2 . 4945 SJ000286751 0 . 295 0 . 1510 - 0 . 5765 A212 MED 0 . 2616 0 . 1867 - 0 . 3665 SJ000286753 0 . 721 0 . 6923 - 0 . 7509 A213 MED 0 . 808 | 0 . 7737 - 0 . 8438 

SJ000286767 > 5 NA 

D555 INACTIVE L > 5 

NA 

SJ000286769 > 5 

C555 INACTIVE > 5 

NA 

SJ000286772 > 5 

?? 

B241 INACTIVE 

SJ000286775 > 5 

?? 

B314 INACTIVE 

NA 

SJ000286776 > 5 NA 

NC555 INACTIVE 

NA 

T3151 Curve | T3151 Act 

Score 
C555 INACTIVE 

D555 

INACTIVE 
A 212 

MED 
D555 INACTIVE C555 INACTIVE C555 INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE C555 | INACTIVE B314 WEAK 

C555 

INACTIVE 
D555 INACTIVE 

B312 

WEAK 

A212 

MED 
B141 INACTIVE 

B312 

WEAK 

A212 

MED 

A213 

MED 
D555 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE D555 INACTIVE 

NA 
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25 

W? Reg Number EC50 WT EC50 CI 

SJ000286780 
> 5 

NA 

SJ000286781 > 5 NA 

SJ000286782 

NA 

SJ000286783 

NA 

SJ000286797 

NA 

SJ000286800 

NA 

SJ000286801 
> 5 

NA 

SJ000286802 

NA 

SJ000286804 
> 5 

NA 

SJ000286809 > 5 

NA 

SJ000286813 > 5 

NA 

SJ000286816 | 1 . 182 0 . 5135 - 2 . 7190 

SJ000286821 > 5 NA SJ000286829 > 5 NA 

SJ0002868305 
NA 

SJ000286847 | 0 . 333 0 . 3014 - 0 . 3686 

SJ000286853 > 5 

NA 

SJ000286865 I > 5 

NA 

SJ000286868 > 5 NA 
SJ000286877 > 5 

NA 

SJO00286884 SJ000286890 

?? 

SJ000286899 > 5 

?? 

SJ000286902 0 . 188 0 . 1689 - 0 . 2098 

SJ000286904 > 5 

NA 

SJ000286906 I > 5 

NA NA 

SJ000286948 < 0 . 1 NA 

WT Curve WT Act | T3151 

Score Class EC50 T3151 EC50 CI 

A241 INACTIVE > 5 

?? 

C555 INACTIVE > 5 

?? 

D555 INACTIVE 

?? 

D555 INACTIVE 

NA 

C555 INACTIVE > 5 

NA 

C555 

VACTIVE INACTIVE 
> 5 

?? 

D555 INACTIVE > 5 

NA 

D555 INACTIVE > 5 

?? 

D555 INACTIVE 

> 5 

NA 

D555 INACTIVE > 5 

NA 

D555 INACTIVE 

NA 

B311 WEAK 2 . 1215 1 . 3636 - 3 . 3006 

C555 INACTIVEL > 5 

?? 

B241 INACTIVE > 5 

NA 

C555 INACTIVEL > 5 

?? 

A232 T WEAK 0 . 6878 | 0 . 5576 - 0 . 8483 

B241 INACTIVE > 5 

?? 

D555 INACTIVE > 5 

NA 

A241 INACTIVE > 5 

?? 

C555 INACTIVE 

> 5 

?? 

B141 INACTIVE > 5 

?? 

C555 INACTIVE > 5 

NA 

C555 INACTIVE > 5 

NA 

A212 MED 0 . 1934 0 . 1731 - 0 . 2160 

D555 INACTIVE 

> 5 

?? 

A242 

INACTIVE > 5 

?? 

B110 HIGH < 0 . 1 NA 

T3151 Curve T3151 Act 
Score 

Class 
C555 INACTIVE C555 INACTIVE D555 INACTIVE C555 INACTIVE B314 | INACTIVE C555 INACTIVE D555 | INACTIVE 

D555 

INACTIVE 
C555 INACTIVE C555 INACTIVE D555 INACTIVE B311 TWEAK C555 INACTIVE A241 | INACTIVE 

C555 

| NACTIVE 

A233 

WEAK 
A242 INACTIVE NA141 INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE 

A212 

MED 
C555 INACTIVE D555 INACTIVE B110 HIGH 
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WT Curve WT Act T3151 

T3151 Curve | T3151 Act 

Reg Number EC50 WT EC50 CI | Score Class EC50 T3151 EC50 CI Score 

Class 

SJ000286950 2 . 787 2 . 6267 - 2 . 9574 B312 TWEAK > 5 

NA 

C555 INACTIVE 

SJ000286959 
> 5 

NA 

C555 INACTIVE > 5 

?? 

D555 INACTIVE 

SJ000286960 2 . 057 2 . 0333 - 2 . 0817 B313 WEAK 1 . 9578 1 . 9446 - 1 . 9711 B 313 

WEAK 

SJ000286962 > 5 

D555 INACTIVE > 5 

?? 

D555 INACTIVE 

SJ000286963 
> 5 

NA 

C555 INACTIVE > 5 

NA 

B334 | INACTIVE 

SJ000286965 
| < 0 . 1 

NA 

C555 HIGH < 0 . 1 

NA 

C555 

HIGH 

SJ000286983 0 . 032 0 . 0238 - 0 . 0438 B110 HIGH 0 . 0213 0 . 0159 - 0 . 0287 B110 

HIGH 

SJ000286986 > 5 

NA 

A241 INACTIVE > 5 

NA 

C555 INACTIVE 

SJ000286993 1 . 030 . 8297 - 1 . 2786 A312 WEAK | 1 . 3651 | 1 . 1879 - 1 . 5686 B312 

WEAK 

SJ000287007 > 5 

NA 

C555 INACTIVE > 5 

NA 

C555 INACTIVE 

SJ000287016 < 0 . 1 

NA 

B110 HIGH < 0 . 1 

NA 

B110 

HIGH 

SJ000287020 > 5 

NA 

D555 INACTIVE 

> 5 

NA 

NB141 INACTIVE 

SJ000287054 > 5 

NA 

A241 | INACTIVE | > 5 

NA 

D555 INACTIVE 

SJ000287055 1 . 5 1 . 3631 - 1 . 6505 B312 WEAK 1 . 291 0 . 7246 - 2 . 3002 A324 

WEAK 

SJ000287058 > 5 

?? 

B141 INACTIVE I > 5 

A241 INACTIVE 

SJ000287059 0 . 342 0 . 3018 - 0 . 3866 A221 MED 2 . 4681 | 1 . 2594 - 4 . 8369 B311 

WEAK 

SJ000287062 > 5 

NA 

C555 | WEAK | 2 . 3374 | 2 . 3101 - 2 . 3651 | B313 WEAK 

SJ000287073 

NA 

A241 INACTIVE > 5 

?? 

B244 INACTIVE 

SJ000287074 

NA 

D555 INACTIVE 

> 5 

NA 

C555 INACTIVE 

SJO00287076 

NA 

D555 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000287077 

NA 

D555 

INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000287078 > 5 

NA 

D555 INACTIVE > 5 

NA 

D555 INACTIVE 

SJ000287087 1 . 931 | 1 . 8976 - 1 . 9652 B313 TWEAK 1 . 9031 | 1 . 8028 - 2 . 0090 B313 

WEAK 

SJ000287088 < 0 . 1 NA 

B110 HIGH < 0 . 1 

?? 

B110 

HIGH 

SJ000287090 > 5 

A233 INACTIVE 1 . 2339 0 . 8712 - 1 . 7477 A324 

WEAK 

SJ000287092 | 0 . 121 | 0 . 0807 - 0 . 1827 A213 MED 0 . 1039 0 . 0705 - 0 . 1531 A212 

MED 

SJ000287098 

NA 

B344 IN ACTIVE > 5 

NA 

C555 INACTIVE 

SJ000287101 | > 5 

NA 

B341 INACTIVE > 5 

NA 

C555 INACTIVE 

NA 
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Reg Number EC50 | WT EC50 CI Score Class EC50 | T3151 EC50 CI 

SJ000287102 | 0 . 036 0 . 0314 - 0 . 0418 

HIGH 0 . 0365 0 . 0165 - 0 . 0806 

SJ000287131 > 5 

NA 

NB144 INACTIVE > 5 

NA 

SJ000287132 > 5 

NA 

A141 INACTIVE 

INACTIVE > 5 

NA 

SJ000287133 > 5 

?? 

C555 

INACTIVE > 5 

?? 

SJ000287134 | 1 . 403 | 1 . 1796 - 1 . 6684 B312 WEAK 1 . 2957 | 1 . 1132 - 1 . 5081 

SJ000287136 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000287138 < 0 . 1 

?? 

B110 HIGH < 0 . 1 

NA 

SJ000287139 > 5 

NA 

C555 TWEAK > 5 

?? 

SJ000287147 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000287149 < 1 . 0 

NA 

C555 MED 1 < 1 . 0 

NA 

SJO00287150 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000287152 0 . 377 0 . 3328 - 0 . 4266 A212 MED 0 . 3899 0 . 3213 - 0 . 4731 SJ000287155 0 . 078 0 . 0708 - 0 . 0858 A112 HIGH 0 . 0669 0 . 0607 - 0 . 0738 SJ000287160 1 . 879 1 . 8381 - 1 . 9199 B312 WEAK 1 2 . 2265 2 . 1794 - 2 . 2747 

SJ000287177 > 5 

?? 

C555 INACTIVE > 5 

NA 

SJO00287181 > 5 

?? 

C555 

INACTIVE > 5 

?? 

SJ000287182 | > 5 

C555 

INACTIVE > 5 

NA 

SJ000287193 > 5 

NA 

B314 INACTIVE > 5 

NA 

SJ000287195 < 0 . 1 

?? 

B110 HIGH | < 0 . 1 

NA 

SJ000287203 > 5 

?? 

D555 INACTIVE 

INACTIVE > 5 

?? 

SJ000287206 > 5 

NA 

C555 INACTIVE > 5 L NA 

SJ000287209 | 1 . 754 1 . 6223 - 1 . 8964 | B312 WEAK 2 . 295 2 . 1725 - 2 . 4243 

SJ000287215 > 5 

NA 

D555 INACTIVE > 5 

?? 

SJ000287222 0 . 062 0 . 0510 - 0 . 0749 A112 HIGH 0 . 0575 0 . 0479 - 0 . 0689 
SJ000287228 2 . 055 2 . 0312 - 2 . 0791 B312 TWEAK | > 1 . 0 0 . 0010 - 699 . 2647 

SJ000287229 > 5 NA 

B241 INACTIVE > 5 

NA 

T3151 Curve Score B110 C555 A241 C555 B312 D555 B110 C555 D555 C555 D555 A212 113 B312 D555 A241 D555 D555 B110 D555 C555 B312 D555 A112 A214 D555 

T3151 Act Class HIGH INACTIVE INACTIVE INACTIVE WEAK INACTIVE HIGH WEAK NACTIVE MED INACTIVE MED HIGH WEAK INACTIVE INACTIVE INACTIVE INACTIVE HIGH INACTIVE INACTIVE WEAK INACTIVE HIGH WEAK INACTIVE 
1 
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WT 

WT Curve WT Act T3151 
Reg Number EC50 WT EC50 CI Score Class | EC50 | T3151 EC50 CI 

SJ000287231 0 . 091 0 . 0792 - 0 . 1044 A112 HIGH 0 . 0837 | 0 . 0727 - 0 . 0963 

SJ000287238 

NA 

D555 INACTIVE > 5 

NA 

SJ000287239 > 5 

NA NA 

C555 INACTIVE > 5 

NA 

SJ000287245 > 5 

NA NA 

C555 INACTIVE > 5 

NA 

SJ000287247 | 0 . 067 0 . 0513 - 0 . 0878 B110 HIGH 0 . 0582 0 . 0412 - 0 . 0823 

SJ000287256 | > 5 I NA 

C555 INACTIVE > 5 

NA 

SJ000287261 0 . 183 0 . 1553 - 0 . 2162 

A212 

MED 0 . 1749 0 . 1482 - 0 . 2063 

SJ000287270 0 . 407 0 . 3609 - 0 . 4595 A212 MED 0 . 3365 | 0 . 2582 - 0 . 4385 

SJ000287281 | > 5 

NA 

B343 INACTIVE > 5 

?? 

SJ000287282 | > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000287283 T > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000287295 | < 0 . 1 

NA 

B110 HIGH < 0 . 1 

?? 

SJ000287300 > 5 

NA 

B344 INACTIVE > 5 

NA 

SJ000287313 > 5 

NA 

B241 INACTIVE > 5 

NA 

SJ000287314 | 1 . 024 NA 

C555 TWEAK > 5 

SJ000287317 > 5 

C555 INACTIVE > 5 

NA 

SJ000287320 | < 0 . 1 

NA 

B110 HIGH < 0 . 1 

NA 

SJ000287329 > 5 

C555 INACTIVE > 5 

SJ000287330 | 2 . 872 | 2 . 6847 - 3 . 0727 | B312 WEAK 2 . 0003 1 . 9539 - 2 . 0478 
SJ000287331 0 . 218 0 . 1905 - 0 . 2501 A212 MED 0 . 1906 0 . 1602 - 0 . 2267 SJ000287333 | 0 . 053 0 . 0458 - 0 . 0619 A113 HIGH 0 . 0577 | 0 . 0502 - 0 . 0663 

SJ000287335 > 5 

NA 

A241 INACTIVE > 5 

NA 

SJO00287348 | 0 . 081 0 . 0681 - 0 . 0956 A112 HIGH 0 . 0847 | 0 . 0705 - 0 . 1018 

SJ000287350 > 5 

NA 

B342 INACTIVE > 5 

NA 

SJ000287365 | < 0 . 1 NA 

B110 HIGH < 0 . 1 

NA 

SJ000287368 | 1 . 096 0 . 8387 - 1 . 4317 | B311 1 WEAK 0 . 5999 0 . 5365 - 0 . 6708 

SJ000287384 | 1 . 037 0 . 9357 - 1 . 1498 

WEAK 1 . 4013 | 1 . 3316 - 1 . 4747 

T3151 Curve | T3151 Act 
Score 

Class 

A112 

HIGH 
D555 | INACTIVE C555 INACTIVE C555 INACTIVE 

B110 

HIGH 
C555 | INACTIVE 

A212 

MED 

A212 

MED 
C555 INACTIVE C555 INACTIVE C555 INACTIVE 

B110 

HIGH 
C555 INACTIVE C555 INACTIVE D555 INACTIVE C555 INACTIVE 

B110 

HIGH 
C555 INACTIVE B312 WEAK 

A213 

MED 

A112 

HIGH 
B241 INACTIVE 

A112 

HIGH 
C555 INACTIVE 

B110 

HIGH 
A211 MED B 312 WEAK 

NA 

NA 
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_ W? . Reg Number EC50 WT EC50 CI 
SJ000287393 0 . 046 0 . 0382 - 0 . 0547 

SJ000287394 > 5 

NA 

SJ000287395 > 5 

NA 

SJ000287397 > 5 

NA 

SJ000287398 

NA 

SJ000287400 > 5 

?? 

SJ000287409 

NA 

SJ000287413 > 5 

NA 

SJ000287428 | > 5 

NA 

SJ000287441 > 5 

NA 

SJ000287448 | 4 . 723 NA 

SJ000287450 

NA 

SJ000287457 

?? 

SJ000287461 > 5 SJ000287462 > 5 

NA 

SJ000287467 > 5 

NA 

SJ000287484 
> 5 

NA 

SJ000287488 < 0 . 1 SJ000287490 > 5 

?? 

SJ000287493 > 5 

NA 

SJ000287506 > 5 

?? 

SJ000287508 0 . 022 0 . 0176 - 0 . 0283 SJ0002875230 . 088 0 . 0770 - 0 . 1006 

SJ000287543 > 5 

NA 

SJ000287544 

NA 

SJ000287545 > 5 

?? 

SJ000287547 > 5 

NA NA 

WT Curve WT Act T3151 Score 1 Class | EC50 
B110 HIGH 0 . 0452 C555 INACTIVE | > 5 C555 INACTIVE > 5 

D555 

INACTIVE 
> 5 

D555 | INACTIVE D555 INACTIVE D555 INACTIVE B343 INACTIVE INACTIVE C555 INACTIVE C555 WEAK 
C555 INACTIVE > 5 C555 INACTIVE > 5 C555 INACTIVEL > 5 B331 INACTIVE > 5 D555 INACTIVE > 5 B241 INACTIVE > 5 B110 | HIGH < 0 . 1 D555 INACTIVE > 5 C555 | INACTIVE > 5 B130 | INACTIVE > 5 B110 L HIGH 0 . 0249 B110 HIGH 0 . 0797 

NA141 INACTIVE 

> 5 

C555 INACTIVE > 5 

D555 INACTIVE 
C555 INACTIVE > 5 

| T3151 Curve T3151 Act 

T3151 EC50 CI Score 

Class 

0 . 0368 - 0 . 0554 B110 

HIGH 

NA 

C555 INACTIVE 

NA 

C555 INACTIVE 

NA 

D555 INACTIVE C555 INACTIVE 

NA 

D555 INACTIVE 

?? 

C555 

INACTIVE 

NA 

C555 INACTIVE 

NA 

D555 IN ACTIVE 

NA 

C555 INACTIVE 

NA 

C555 INACTIVE 

?? 

c555 INACTIVE 

NA 

C555 INACTIVE C555 | INACTIVE 

NA 

B331 | INACTIVE 

NA 

D555 INACTIVE 

NA 

C555 INACTIVE 

NA 

B110 

HIGH 

NA 

D555 INACTIVE 

NA 

B343 INACTIVE 

NA 

B130 INACTIVE 

0 . 0201 - 0 . 0308 B110 

HIGH 

0 . 0702 - 0 . 0905 A112 

HIGH 

?? 

D555 INACTIVE 

NA 

B241 INACTIVE 

?? 

C555 INACTIVE 
NA T C555 INACTIVE 

?? 

NA 
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WT 

WT Curve WT Act T3151 
Reg Number EC50 WT EC50 CI Score Class EC50 T3151 EC50 CI 

SJ000287561 > 5 

NA 

| D555 INACTIVET > 5 

NA 

SJ000287562 T > 5 

NA I D555 INACTIVE > 5 

NA 

SJ000287563 0 . 1430 . 1270 - 0 . 1612 ) A213 MED | 0 . 1397 0 . 1150 - 0 . 1698 
SJ000287568 0 . 01 | 0 . 0086 - 0 . 0121 | B110 HIGH | 0 . 0069 0 . 0018 - 0 . 0267 

SJ000287585 

NA 

D555 INACTIVE > 5 

NA 

SJ000287590 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000287618 

NA 

D555 INACTIVE 

?? 

SJ000287619 > 5 

NA 

D555 INACTIVE 

SJ000287632 > 5 

NA C555 INACTIVE 

NA 

SJ000287647 > 5 

NA 

B334 IN ACTIVE > 5 

NA 

SJ000287648 > 5 

?? 

A241 INACTIVE > 5 

NA 

SJ000287657 | < 0 . 1 

B110 HIGH < 0 . 1 

NA 

SJO00287660 | 0 . 066 0 . 0514 - 0 . 0847 A112 HIGH | 0 . 0578 0 . 0446 - 0 . 0751 
SJ000287663 | 2 . 663 | 1 . 6576 - 4 . 2777 B314 WEAK 2 . 5982 2 . 5103 - 2 . 6892 

SJ000287667 
> 5 

NA 

C555 INACTIVE > 5 

?? 

SJ000287668 > 5 

NA 

C555 INACTIVE > 5 

SJO00287676 1 . 758 1 . 6958 - 1 . 8221 B313 WEAK | 1 . 7042 1 . 6139 - 1 . 7996 

SJ000287677 > 5 

?? 

C555 INACTIVE > 5 

?? 

SJ000287680 
> 5 

NA 

C555 INACTIVE 

> 5 

NA 

SJ000287682 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000287686 

?? 

C555 INACTIVE 

NA 

SJ000287690 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000287692 
> 5 

NA 

D555 INACTIVE 

NA 

SJ000287693 > 5 

NA 

A344 

INACTIVE > 5 

NA 

SJ000287697 

NA 

B130 INACTIVE > 5 

NA 

SJ000287703 > 5 

NA 

B343 INACTIVE > 5 

NA 

SJ000287705 > 5 

NA 

C555 INACTIVE > 5 

NA 

T3151 Curve T3151 Act 
Score 

Class 
B241 INACTIVE D555 | INACTIVE 

A213 

MED 

B110 

HIGH 
C555 INACTIVE C555 INACTIVE B341 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE D555 INACTIVE 

B110 

HIGH 

A112 

HIGH 

B314 

WEAK 
C555 INACTIVE A241 INACTIVE 

B322 

WEAK 
C555 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE D555 INACTIVE B342 INACTIVE C555 INACTIVE B343 INACTIVE B333 INACTIVE 

NA 
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WT Curve WT Act T3151 
Reg Number | EC50 WTEC50 CIL Score Class EC50 | T3151 EC50 CI 

SJ000287706 > 5 

NA 

B334 INACTIVE > 5 

?? 

SJ000287714 | 1 . 078 0 . 3018 - 3 . 8488 A314 WEAK 11 . 692 1 . 0254 - 2 . 7920 SJ000287728 1 . 631 | 1 . 5355 - 1 . 7329 B312 | WEAK | 1 . 6193 1 . 4530 - 1 . 8047 

SJ000287730 

NA 

C555 INACTIVE > 5 

NA 

SJ000287734 > 5 

NA 

C555 INACTIVE > 5 

?? 

SJ000287737 

?? 

D555 INACTIVE > 5 

NA 

SJ000287741 0 . 467 0 . 3855 - 0 . 5661 A213 MED 0 . 4667 0 . 3819 - 0 . 5704 

SJ000287744 

NA 

D555 INACTIVE > 5 

?? 

SJ000287749 

NA 

D555 INACTIVE > 5 

NA 

SJ000287750 

?? 

B344 INACTIVE 

NA 

SJ000287752 

NA 

B342 | INACTIVE 

?? 

SJ000287758 > 5 

?? 

C555 INACTIVE 

NA 

SJ000287762 

NA 

B141 INACTIVE > 5 

SJ000287767 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000287768 0 . 448 0 . 4035 - 0 . 4969 A214 MED 0 . 4379 0 . 3997 - 0 . 4798 

SJ000287769 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000287778 > 5 

?? 

C555 INACTIVE > 5 

SJ000287799 < 0 . 1 

?? 

B110 HIGH < 0 . 1 

NA 

SJ000287810 > 5 

NA 

C555 INACTIVE | > 5 

NA 

SJ000287813 > 5 

NA 

C555 INACTIVE | > 5 

SJ000287814 > 5 

NA 

B314 INACTIVE > 5 

NA 

SJ000287821 

?? 

C555 INACTIVE > 5 

NA 

SJ000287827 | 0 . 047 0 . 0338 - 0 . 0657 B110 

HIGH | 0 . 0435 0 . 0345 - 0 . 0548 

SJ000287837 

NA 

B341 INACTIVE ) > 5 

NA 

SJ000287841 

NA 

B342 INACTIVE > 5 

NA 

SJ000287864 

NA 

C555 INACTIVE > 5 

NA 

SJ000287868 

NA 

B332 INACTIVE 2 . 2448 | 2 . 1303 - 2 . 3655 

SJ000287873 

NA 

D555 INACTIVE > 5 

NA 

SJO00287875 

?? 

NC555 INACTIVE > 5 

?? 

T3151 Curve | T3151 Act 

Score 

Class 
C555 INACTIVE 

B311 

WEAK 

B312 

WEAK 

C555 

INACTIVE 
C555 

INACTIVE 
D555 INACTIVE 

A213 

MED 
C555 INACTIVE C555 INACTIVE C555 INACTIVE B341 INACTIVE C555 INACTIVE B244 INACTIVE 

B341 

INACTIVE 
A213 

MED 
C555 INACTIVE C555 INACTIVE 

B110 

HIGH 
C555 INACTIVE C555 INACTIVE C555 INACTIVE B313 INACTIVE 

A112 

HIGH 
C555 INACTIVE C555 INACTIVE 

C555 

| INACTIVE 

B314 

WEAK 
D555 INACTIVE C555 INACTIVE 

NA 
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Figure 26 ( continued ) 



WT EC50 CI 

U . S . Patent 

NA 

35 

ATATA 
uuu 

> 5 

C555 

> 5 

> 5 

uuuu 

Oct . 31 , 2017 

> 5 W? 

Reg Number | EC50 SJ000287882 > 5 SJ000287889 > 5 

SJ000287891 SJ000287899 
SJ000287901 > 5 SJ000287902 > 5 SJ000287925 < 0 . 1 SJ000287942 > 5 

SJ000287955 
SJ000287956 > 5 SJ000287970 > 5 

SJ000287972 
SJ000287975 > 5 SJ000287985 > 5 SJ000287990 2 . 2 SJ000287995 > 5 SJ000288002 2 . 005 SJ000288007 > 5 SJ000288017 > 5 SJ000288020 > 5 SJ000288025 > 5 

SJ000288026 
SJ000288030 > 5 

SJ000288031 
SJ000288034 > 5 SJ000288037 > 5 SJ000288041 1 > 5 SJ000288052 > 5 SJ000288058 > 5 

NA NA NA NA NA NA NA NA NA NA ?? NA NA 2 . 1724 - 2 . 2288 NA 1 . 9724 - 2 . 0387 ?? NA NA ?? NA NA NA NA NA NA NA NA 

WT Curve WT Act T3151 

Score Class EC50 T3151 EC50 CI 

D555 INACTIVE > 5 

NA 

B334 

INACTIVE 

?? 

D555 INACTIVE 

?? 

C555 INACTIVE 

NA 

B342 INACTIVE 

NA 

C555 INACTIVE 

NA 

B110 HIGH < 0 . 1 

NA 

D555 INACTIVE 

NA 

B244 INACTIVE 

NA 

C555 INACTIVE 

NA 

C555 INACTIVE 

NA 

C555 INACTIVE > 5 

NA 

C555 INACTIVE > 5 

NA 

C555 INACTIVE 1 > 5 

NA 

B313 WEAK 2 . 2877 2 . 2204 - 2 . 3570 

D555 

INACTIVE > 5 

NA 

B313 WEAK 2 . 0943 2 . 0403 - 2 . 1498 

C555 INACTIVE > 5 

NA 

c555 INACTIVE 

?? 

C555 INACTIVE 

NA 

B342 INACTIVE 

NA 

NB241 INACTIVE 

NA 

C555 INACTIVE 

NA 

C555 INACTIVE > 5 

NA 

D555 INACTIVE 

NA 

C555 INACTIVE 

NA 

D555 INACTIVE > 5 

NA 

D555 INACTIVE 

NA 

NA141 INACTIVE > 5 

?? 

Figure 26 ( continued ) 

T3151 Curve | T3151 Act 

Score 

Class 
NC555 INACTIVE C555 INACTIVE D555 INACTIVE 

INACTIVE 
B332 INACTIVE C555 INACTIVE 

B110 

HIGH 
D555 INACTIVE A241 INACTIVE C555 INACTIVE C555 INACTIVE B241 INACTIVE C555 INACTIVE B344 INACTIVE 

B313 

WEAK 
D555 INACTIVE 

B314 

WEAK 
B241 INACTIVE C555 INACTIVE C555 INACTIVE C555 INACTIVE D555 INACTIVE D555 INACTIVE C555 INACTIVE D555 INACTIVE C555 INACTIVE C555 | INACTIVE C555 INACTIVE D555 INACTIVE 
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W? . 

> 5 

atent 

NA 

Oct . 31 , 2017 

> 5 

WT Curve WT Act T3151 

Reg Number | EC50 | WT EC50 CIL Score Class EC50 T3151 EC50 CI 

SJ000288059 > 5 

NA 

D555 INACTIVE 

NA 

SJ000288063 1 . 202 1 . 0820 - 1 . 3352 B322 TWEAK 

> 5 

?? 

SJ000288073 > 5 

?? 

C555 INACTIVE > 5 

NA 

SJ000288074 > 5 

NA 

A241 INACTIVE 

?? 

SJO00288081 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000288084 
> 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000288092 > 5 

NA 

NB144 INACTIVE 

?? 

SJO00288093 > 5 

?? 

NB242 INACTIVE > 5 

NA 

SJO00288098 > 5 

?? 

C555 INACTIVE > 5 

SJ000288099 > 5 

NA 

D555 INACTIVE 

NA 

SJ000288114 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000288126 > 5 

?? 

C555 INACTIVE > 5 

?? 

SJ000288139 > 5 

?? 

C555 WEAK | 2 . 2411 2 . 2103 - 2 . 2723 

SJ000288140 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000288147 1 . 01 0 . 6912 - 1 . 4743 A314 T WEAK 0 . 9875 0 . 7673 - 1 . 2708 

SJ000288150 > 5 

?? 

B331 INACTIVE 

> 5 

NA 

SJ000288156 > 5 

?? 

C555 INACTIVE > 5 

?? 

SJ000288159 > 5 

?? 

D555 INACTIVE > 5 

?? 

SJO00288163 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJO00288173 > 5 

NA 

C555 WEAK 1 . 4271 1 . 2596 - 1 . 6168 

SJ000288175 > 5 

NA 

NC555 INACTIVE > 5 

NA 

SJ000288176 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000288181 > 5 

NA 

D555 INACTIVE 

NA 

SJ000288182 > 5 

NA 

B241 INACTIVE > 5 

SJ000288186 > 5 

?? 

A141 INACTIVE ) > 5 

SJ000288194 > 5 

NA 

C555 INACTIVE > 5 

NA 

SJ000288209 > 5 

NA 

D555 INACTIVE > 5 

NA 

SJ000288210 > 5 

NA 

C555 INACTIVE > 5 

NA 

Figure 26 ( continued ) 

T3150 Curve T3151 Act 
Score 

Class 
C555 INACTIVE A342 INACTIVE D555 IN ACTIVE C555 | INACTIVE C555 INACTIVE C555 INACTIVE D555 INACTIVE D555 INACTIVE B342 INACTIVE 

C555 

INACTIVE 
B241 INACTIVE C555 INACTIVE 

B313 

WEAK 

B314 

INACTIVE 
A214 

MED 
B331 INACTIVE B323 INACTIVE D555 | INACTIVE C555 INACTIVE 

B311 

WEAK 
D555 INACTIVE B333 INACTIVE D555 INACTIVE A241 INACTIVE C555 INACTIVE C555 INACTIVE A241 INACTIVE C555 INACTIVE 
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atent 

> 5 

> 5 > 5 

NA 

Oct . 31 , 2017 

> 5 Reg Number EC50 WT EC50 CI 
SJ000288211 > 5 

NA 

SJ000288216 > 5 

?? 

SJ000288219 

NA 

SJ000288224 > 5 

?? 

SJ000288226 > 5 

?? 

SJ000288238 

?? 

SJ000288244 0 . 105 0 . 0914 - 0 . 1194 

SJ000288246 > 5 

NA 

SJ000288249 SJ000288262 

NA 

SJ000288270 > 5 

NA 

SJ000288274 
> 5 

NA 
SJ000288278 0 . 015 0 . 0104 - 0 . 0214 

SJ000288284 > 5 

?? 

SJ000288304 > 5 

NA 
SJ000288306 0 . 306 0 . 1694 - 0 . 5530 

SJ000288308 > 5 

?? 

SJ000288312 SJO00288313 

NA 

SJ000288316 

NA 

SJ000288318 

NA 

SJ000288320 > 5 

NA 

SJ000288325 > 5 

?? 

SJ000288326 

?? 

SJ000288327 > 5 

?? 

SJ000288328 > 5 

NA 
SJ000518967 0 . 318 0 . 2999 - 0 . 3357 S1000518972 0 . 358 0 . 3459 - 0 . 3639 

> 5 

WT Curve WT Act | T3151 

T3151 Curve | T3151 Act 

Score 1 Class EC50 T3151 EC50 CI Score 

Class 

C555 INACTIVE > 5 

NA 

C555 | INACTIVE 

B141 IN ACTIVE 

?? 

C555 INACTIVE 

C555 IN ACTIVE 

NA 

C555 

INACTIVE 

C555 IN ACTIVE 

NA 

D555 INACTIVE 

C555 IN ACTIVE 

NA 

B242 INACTIVE 

C555 IN ACTIVE > 5 

NA 

C555 | INACTIVE 

A213 MED 0 . 1311 | 0 . 0021 - 8 . 2851 | 

A214 

MED 

NB141 INACTIVE 

> 5 

?? 

D555 INACTIVE 

D555 IN ACTIVE > 5 

NA 

D555 INACTIVE 

C555 INACTIVE 4 . 0527 

NA 

C555 WEAK 

C555 IN ACTIVE > 5 

NA 

C555 INACTIVE 

D555 IN ACTIVE > 5 

NA 

D555 INACTIVE 

B110 HIGH 0 . 0159 0 . 0113 - 0 . 0225 B110 

HIGH 

D555 IN ACTIVE 

?? 

C555 INACTIVE 

C555 IN ACTIVE > 5 

?? 

C555 INACTIVE 

A211 MED 0 . 171 0 . 0776 - 0 . 3768 A211 

MED 

B341 INACTIVE > 5 

?? 

B344 INACTIVE 

D555 INACTIVE 

NA 

C555 

INACTIVE 

D555 IN ACTIVE 

NA 

D555 INACTIVE 

C555 IN ACTIVE 

NA 

C555 INACTIVE 

D555 IN ACTIVE 

> 5 

NA 

D555 | INACTIVE 

C555 IN ACTIVE > 5 

NA 

C555 INACTIVE 

B333 IN ACTIVE 4 . 198 4 . 0769 - 4 . 3227 B313 

WEAK 

A241 IN ACTIVE > 5 

NA 

B341 INACTIVE 

D555 IN ACTIVE > 5 

NA 

D555 1 INACTIVE 

C555 INACTIVE > 5 

NA 

C555 INACTIVE 

A212 MED 0 . 3133 0 . 2964 - 0 . 3311 A212 

MED 

A212 MED 0 . 3311 0 . 3206 - 0 . 3428 A212 

MED 

Figure 26 ( continued ) 
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