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HTS SCREENING COMPOUNDS-ANTICANCER DRUG SCREEN 

Structure MF MW Catalogue 
No Chemical Name 
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C26H28N4O2 428.53 TGI-001 4-[4-(2,3-Dimethylphenyl)piperazine-1-carbonyl]-2,9-
dimethylpyrido[3,4-b]indol-1-one 
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C17H17N5OS 339.41 TGI-002 5-Amino-N-(3-methylsulfanylphenyl)-1-(phenylmethyl) 
triazole-4-carboxamide 

O

N

N

NH2

 

C16H15N3O 265.31 TGI-003 1-(2-Aminobenzimidazol-1-yl)-3-phenylpropan-1-one 
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N
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C20H28FN3O2 361.45 TGI-004 4-[4-(4-Fluorophenyl) piperazine-1-carbonyl]-1-(3-
methylbutyl) pyrrolidin-2-one 

NH
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C13H10N2 194.23 TGI-005 3-Pyridin-4-yl-1H-indole 
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O
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S
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O
N
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C20H20N4O3S 396.46 TGI-006 N-Pyridin-4-yl-1-quinolin-8-ylsulfonylpiperidine-3-
carboxamide 
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C16H13N3O 263.29 TGI-007 2-Phenyl-2,10-dihydropyrimido[1,2-a]benzimidazol-
4(3H)-one 
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N
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C16H12ClN3O 297.74 TGI-008 2-(4-Chlorophenyl)-2,3-dihydropyrimido[1,2-
a]benzimidazol-4(1H)-one 
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C5H5N5 135.13 TGI-009 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 
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C9H13ClN6O2 272.69 TGI-010 3-[(4-Amino-2-methylpyrimidin-5-yl)methyl]-1-(2-
chloroethyl)-1-nitrosourea 

O

O

N
H

O OH

O

 

C15H11NO5 285.25 TGI-011 N-(Furan-2-ylmethyl)-7-hydroxy-2-oxochromene-3-
carboxamide 

O
O

N

HO
 

C19H19NO3 309.36 TGI-012 7-Hydroxy-4-methyl-8-
[Methyl(phenylmethyl)amino]methyl]chromen-2-one 
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C14H16ClNO3 

 
281.73 TGI-013 6-Chloro-8-(dimethylaminomethyl)-7-hydroxy-3,4-

dimethylchromen-2-one 
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C18H22ClNO3 335.83 TGI-014 4-Butyl-6-chloro-7-hydroxy-8-(pyrrolidin-1-
ylmethyl)chromen-2-one 
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C17H21NO3 287.35 TGI-015 7-Hydroxy-4-propyl-8-((pyrrolidin-1-yl)methyl)-2H-
chromen-2-one 
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C15H16O5 276.28 TGI-016 [3-(2-Hydroxypropyl)-4-methyl-2-oxochromen-7-yl] 
acetate 
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C14H16ClNO3 281.73 TGI-017 6-Chloro-8-(dimethylaminomethyl)-7-hydroxy-3,4-
dimethylchromen-2-one 
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C20H20ClNO3 

 
357.83 TGI-018 6-Chloro-8-(dimethylaminomethyl)-7-hydroxy-4-

methyl-3-(phenylmethyl) chromen-2-one 
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C8H11N5O 193.21 TGI-019 2-(1-Methyl-1H-pyrazolo[3,4-d]pyrimidin-4-
ylamino)ethanol 
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C9H13N5O 

 
207.23 TGI-020 2-(N-Methyl-N-(1-methyl-1H-pyrazolo[3,4-d]pyrimidin-

4-yl)amino)ethanol 
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C20H17ClN2O2 352.81 TGI-021 3-Chloro-5-(cyclohexylamino)-6H-anthra[1,9-
cd]isoxazol-6-one 
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C18H20N2O4 328.36 TGI-022 2-(3-Hydroxypropyl)-6-((3-hydroxypropyl)amino)-1H-
benz(de)isoquinoline-1,3(2H)-dione 
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C23H19FN4O4S 466.48 TGI-023 6-[(4-Fluorophenyl)-methylsulfamoyl]-4-oxo-N-
(pyridin-2-ylmethyl)-1H-quinoline-3-carboxamide 
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C10H10N4O3 234.21 TGI-024 4-Nitro-7-pyrrolidin-1-yl-2,1,3-benzoxadiazole 
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C17H15N3O3 309.32 TGI-025 3-(1,3-Dioxoisoindol-2-yl)-N-(pyridin-2-
ylmethyl)propanamide 

O

NH

N
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C18H18N2O2 
 294.35 TGI-026 3-(2,3-Dihydro-1-oxo-1H-inden-2-yl)-N-((pyridin-2-

yl)methyl)propanamide 
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C20H22N2O2 

 
322.4 TGI-027 1,4-Bis(2-phenylethyl)piperazine-2,6-dione 
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C21H16N2O2 328.36 TGI-028 2-Phenyl-6-(prop-2-en-1-ylamino)-1H-
benzo[de]isoquinoline-1,3(2H)-dione 
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C23H17F3N4O 422.4 TGI-029 N-(Pyridin-2-ylmethyl)-2-[3-
(trifluoromethyl)anilino]quinoline-4-carboxamide 
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C15H13NOS 

 
255.33 TGI-030 2,3-Dihydro-2-phenylbenzo[b][1,4]thiazepin-4(5H)-

one 
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C16H15NO2S 285.36 TGI-031 2,3-Dihydro-3-hydroxy-5-methyl-2-
phenylbenzo[b][1,4]thiazepin-4(5H)-one 
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C15H13NO2S 271.33 TGI-032 2,3-Dihydro-3-hydroxy-2-
phenylbenzo[b][1,4]thiazepin-4(5H)-one 
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C16H15NO2S 285.36 TGI-033 2-(3-Methoxyphenyl)-3,5-dihydro-2H-1,5-
benzothiazepin-4-one 

S

HN
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C15H12FNOS 273.33 TGI-034 2-(2-Fluorophenyl)-2,3-dihydro-1,5-benzothiazepin-
4(5H)-one 
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C16H15NO3S 301.36 TGI-035 2-(3-Hydroxy-4-methoxyphenyl)-2,3-dihydro-1,5-
benzothiazepin-4(5H)-one 
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C15H13NO2S 271.33 TGI-036 2-Phenyl-2,3-dihydro-1,5-benzothiazepin-4(5H)-one 
1-oxide 
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C16H15NOS 269.36 TGI-037 2,3-Dihydro-5-methyl-2-phenylbenzo[b][1,4]thiazepin-
4(5H)-one 

S

H
N

O

HO OH  

C15H13NO3S 287.33 TGI-038 2,3-Dihydro-2-(3,4-
dihydroxyphenyl)benzo[b][1,4]thiazepin-4(5H)-one 
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C13H11NO3S 261.3 TGI-039 2-(Furan-2-yl)-2,3-dihydro-3-
hydroxybenzo[b][1,4]thiazepin-4(5H)-one 
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C12H11N3O2S 261.3 TGI-040 2,3-Dihydro-3-hydroxy-2-(2H-imidazol-2-
yl)benzo[b][1,4]thiazepin-4(5H)-one 
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C14H12ClNO3 

 
277.7 TGI-041 N-(2-Chloro-1,4-dihydro-1,4-dioxonaphthalen-3-

yl)butyramide 
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C13H10ClNO3 263.68 TGI-042 N-(2-Chloro-1,4-dihydro-1,4-dioxonaphthalen-3-
yl)propionamide 
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C12H8ClNO3 249.65 TGI-043 N-(3-Chloro-1,4-dioxonaphthalen-2-yl)acetamide 
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C14H10ClNO3 275.69 TGI-044 N-(2-Chloro-1,4-dihydro-1,4-dioxonaphthalen-3-
yl)cyclopropanecarboxamide 
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C14H11NO3 241.24 TGI-045 N-(1,4-Dihydro-1,4-dioxonaphthalen-2-
yl)cyclopropanecarboxamide 
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C17H18N2O3 

 
298.34 TGI-046 8-(4-Methylpiperazine-1-carbonyl)naphthalene-1-

carboxylic acid 

OOONN

 

 
C18H20N2O3 

 
312.36 TGI-047 Methyl 8-[(4-methylpiperazin-1-

yl)carbonyl]naphthalene-1-carboxylate 
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C17H18N2O4 

 
314.34 TGI-048 4-Hydroxy-8-[(4-methylpiperazin-1-

yl)carbonyl]naphthalene-1-carboxylic acid 
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C18H23N3O2S 345.46 TGI-049 N, N-Dimethyl-8-[(4-methylpiperazin-1-
yl)carbonyl]naphthalene-1-sulfinamide 
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C16H18N2O2 

 
270.33 TGI-050 (1-Hydroxynaphthalen-5-yl)(4-methylpiperazin-1-

yl)methanone 
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C15H22ClN3O2S 

 
343.87 TGI-051 4-Chloro-N-ethyl-3-[2-(4-methylpiperazin-1-yl)-2-

oxoethyl]benzenesulfinamide 
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C20H22Cl2N2O2 

 
393.31 TGI-052 

1-[2-(4-Chlorophenyl)-5-methoxy-1-benzofuran-3-yl]-
4-methylpiperazine 

hydrochloride 
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C20H22FN3O 

 
339.41 TGI-053 2-(4-Fluorophenyl)-5-methoxy-3-(4-methylpiperazin-1-

yl)-1H-indole 
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C19H21N3O 

 
307.39 TGI-054 3-(4-Methylpiperazin-1-yl)-2-phenyl-3H-indol-5-ol 



N

N

N
H

O

 

 
C20H23N3O 

 
321.42 TGI-055 5-Methoxy-3-(4-methylpiperazin-1-yl)-2-phenyl-1H-

indole 
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C23H23ClN2O 378.89 TGI-056 N-(4-Butoxyphenyl)acridin-9-amine hydrochloride 
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C18H20N4 

 
292.38 TGI-057 1-Methyl-3-(4-methylpiperazin-1-yl)phenazine 
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C17H17FN4 

 
296.34 TGI-058 1-Fluoro-3-(4-methylpiperazin-1-yl)phenazine 
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C18H20N4 

 
292.38 TGI-059 3-(4-Methylpiperazin-1-yl)acridin-1-amine 
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C17H18N4O 

 
294.35 TGI-060 3-(4-Methylpiperazin-1-yl)phenazin-1-ol 
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C14H12O3 

 
228.24 TGI-061 (2-Hydroxy-4-methoxyphenyl)-phenylmethanone 
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C15H10O4 

 
254.24 TGI-062 5-hydroxy-2-(4-hydroxyphenyl)chromen-4-one 
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C15H12O4 

 
256.25 TGI-063 [4-(Benzoyl)-3-hydroxyphenyl] acetate 
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C15H14O4 

 
258.27 TGI-064 1-(2,4-Dihydroxyphenyl)-2-(4-

methoxyphenyl)ethanone 
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C17H16O3 

 
268.31 TGI-065 (E)-1-(2,6-Dimethoxyphenyl)-3-phenylprop-2-en-1-

one 
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C15H14O4 

 
258.27 TGI-066 1-(2,4-Dihydroxyphenyl)-2-(4-

methoxyphenyl)ethanone 
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C16H14O4 

 
270.28 TGI-067 2-(2-Hydroxyphenyl)-7-methoxy-2,3-dihydrochromen-

4-one 

O

OH

 

 
C15H14O2 

 
226.27 TGI-068 1-(4-Hydroxyphenyl)-2-phenylpropan-1-one 
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C15H13FO 

 
228.26 TGI-069 1-(4-Fluorophenyl)-2-phenylpropan-1-one 
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C20H22N2O2 

 
322.4 TGI-070 1-{4-[(4-Methylpiperazin-1-yl)carbonyl]phenyl}-2-

phenylethanone 
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C19H22N2O3S 

 
358.45 TGI-071 1-{4-[(4-Methylpiperazin-1-yl)sulfonyl]phenyl}-2-

phenylethanone 
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C16H15NO3S 

 
301.36 TGI-072 1-[4-(Aziridin-1-ylsulfonyl)phenyl]-2-phenylethanone 
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C18H9Cl5N6OS 

 
534.63 TGI-073 1-(2,4-Dichlorophenyl)-3-(4-(2,3,4-trichlorophenyl)-5-

(1H-1,2,4-triazol-1-yl)thiazol-2-yl)urea 
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C18H10Cl4N6OS 

 
500.19 TGI-074 1-(2,4-Dichlorophenyl)-3-(4-(2,4-dichlorophenyl)-5-

(1H-1,2,4-triazol-1-yl)thiazol-2-yl)urea 
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C18H10Cl4N6OS 

 
500.19 TGI-076 1-(2,4-Dichlorophenyl)-3-(4-(2,5-dichlorophenyl)-5-

(1H-1,2,4-triazol-1-yl)thiazol-2-yl)urea 

 
 


