
CID Hepatoxicity Respiratory 

toxicity 

Carcinogenicity Immunotoxicity Mutagenicity Docking 

Score 

23266146 Inactive 
(0.74%) 

Active 
(0.94%) 

Active 
(0.52%) 

Active 
(0.88%) 

Inactive 
(0.86%) 

-10.3 

23266161 
 

Inactive 
(0.81%) 

Active 
(0.85%) 

Inactive 
(0.51%) 

Active 
(0.99%) 

Inactive 
(0.70%) 

-10.3 

301751 Inactive 
(0.86%) 

Active 
(0.84%) 

Inactive 
(0.57%) 

Active 
(0.99%) 

Inactive 
(0.73%) 

-10.3 

161671 Inactive 
(0.81%) 

Active 
(0.77%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.71%) 

-10.2 

23266155 Inactive 
(0.86%) 

Active 
(0.79%) 

Active 
(0.57%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-10.2 

44562999 Inactive 
(0.88%) 

Active 
(0.85%) 

Inactive 
(0.52%) 

Active 
(0.58%) 

Inactive 
(0.88%) 

-10.2 

101281364 Inactive 
(0.85%) 

Active 
(0.89%) 

Active 
(0.54%) 

Active 
(0.99%) 

Inactive 
(0.75%) 

-10.1 

14236711 Inactive 
(0.86%) 

Active 
(0.88%) 

Active 
(0.56%) 

Active 
(0.99%) 

Inactive 
(0.78%) 

-10.1 

15411208 Inactive 
(0.93%) 

Active 
(0.75%) 

Inactive 
(0.64%) 

Active 
(0.99%) 

Inactive 
(0.75%) 

-10.1 

265237 Inactive 
(0.93%) 

Active 
(0.64%) 

Inactive 
(0.55%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-10.1 

57403080 Inactive 
(0.93%) 

Active 
(0.72%) 

Inactive 
(0.64%) 

Active 
(0.99%) 

Inactive 
(0.75%) 

-10.1 

15858981 Inactive 
(0.93%) 

Active 
(0.78%) 

Inactive 
(0.58%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-10 

44423097 Inactive 
(0.74%) 

Active 
(0.80%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.70%) 

-10 

44249449 Inactive 
(0.86%) 

Active 
(0.77%) 

Inactive 
(0.65%) 

Active 
(0.99%) 

Inactive 
(0.84%) 

-9.9 

70684083 Inactive 
(0.95%) 

Active 
(0.70%) 

Inactive 
(0.76%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-9.9 

179575 Inactive 
(0.83%) 

Active 
(0.86%) 

Active 
(0.53%) 

Active 
(0.67%) 

Inactive 
(0.88%) 

-9.8 

21679023 Inactive 
(0.83%) 

Active 
(0.92%) 

Active 
(0.52%) 

Active 
(0.82%) 

Inactive 
(0.90%) 

-9.8 

23266167 Inactive 
(0.78%) 

Active 
(0.71%) 

Inactive 
(0.57%) 

Active 
(0.99%) 

Inactive 
(0.73%) 

-9.8 

21679034 Inactive 
(0.81%) 

Active 
(0.92%) 

Inactive 
(0.51%) 

Active 
(0.90%) 

Inactive 
(0.86%) 

-9.6 

25090669 Inactive 
(0.85%) 

Active 
(0.85%) 

Active 
(0.53%) 

Active 
(0.85%) 

Inactive 
(0.74%) 

-9.6 

101281365 Inactive 
(0.96%) 

Active 
(0.76%) 

Inactive 
(0.66%) 

Active 
(0.98%) 

Inactive 
(0.84%) 

-9.5 

21679027 Inactive 
(0.81%) 

Active 
(0.89%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.69%) 

-9.5 

23266158 Inactive Active Inactive Active Inactive -9.5 



(0.81%) (0.89%) (0.50%) (0.99%) (0.69%) 
21679022 Inactive 

(0.88%) 
Active 
(0.85%) 

Inactive 
(0.52%) 

Active 
(0.58%) 

Inactive 
(0.88%) 

-9.4 

23266147 Inactive 
(0.88%) 

Active 
(0.80%) 

Inactive 
(0.65%) 

Active 
(0.94%) 

Inactive 
(0.83%) 

-9.4 

21679024 Inactive 
(0.86%) 

Active 
(0.84%) 

Inactive 
(0.57%) 

Active 
(0.99%) 

Inactive 
(0.73%) 

-9.3 

11725426 Inactive 
(0.68%) 

Active 
(0.76%) 

Inactive 
(0.58%) 

Active 
(0.99%) 

Inactive 
(0.57%) 

-9.5 

5458879 Inactive 
(0.77%) 

Active 
(0.80%) 

Inactive 
(0.64%) 

Active 
(0.66%) 

Inactive 
(0.68%) 

-9.1 

119205 Inactive 
(0.78%) 

Inactive 
(0.64%) 

Inactive 
(0.61%) 

Active 
(0.98%) 

Inactive 
(0.72%) 

-9 

69879809 Inactive 
(0.60%) 

Active 
(0.56%) 

Inactive 
(0.66%) 

Active 
(0.98%) 

Inactive 
(0.72%) 

-9.1 

5281629 Inactive 
(0.80%) 

Active 
(0.69%) 

Inactive 
(0.53%) 

Active 
(0.94%) 

Active 
(0.55%) 

-9.9 

13834128 Inactive 
(0.78%) 

Active 
(0.68%) 

Inactive 
(0.68%) 

Active 
(0.86%) 

Inactive 
(0.76%) 

-9.2 

10026486 Inactive 
(0.70%) 

Active 
(0.65%) 

Inactive 
(0.66%) 

Inactive 
(0.99%) 

Inactive 
(0.70%) 

-9.5 

14492795 Inactive 
(0.69%) 

Active 
(0.75%) 

Inactive 
(0.67%) 

Active 
(0.99%) 

Inactive 
(0.68%) 

-9.8 

184937 Inactive 
(0.76%) 

Active 
(0.74%) 

Inactive 
(0.50%) 

Active 
(0.98%) 

Inactive 
(0.79%) 

-9.3 

184310 Inactive 
(0.83%) 

Active 
(0.81%) 

Active 
(0.53%) 

Active 
(0.99%) 

Inactive 
(0.82%) 

-9.3 

101650343 Inactive 
(0.85%) 

Active 
(0.82%) 

Active 
(0.56%) 

Active 
(0.99%) 

Inactive 
(0.83%) 

-9.2 

185586 Inactive 
(0.85%) 

Active 
(0.82%) 

Active 
(0.56%) 

Active 
(0.99%) 

Inactive 
(0.83%) 

-9.1 

185552 Inactive 
(0.77%) 

Active 
(0.50%) 

Inactive 
(0.55%) 

Active 
(0.94%) 

Inactive 
(0.90%) 

-9.1 

12308716 Inactive 
(0.69%) 

Active 
(0.77%) 

Active 
(0.50%) 

Active 
(0.83%) 

Inactive 
(0.89%) 

-9 

31553 Inactive 
(0.78%) 

Active 
(0.68%) 

Inactive 
(0.72%) 

Active 
(0.97%) 

Inactive 
(0.69%) 

-10 

5281629 Inactive 
(0.80%) 

Active 
(0.69%) 

Inactive 
(0.53%) 

Active 
(0.94%) 

Active 
(0.55%) 

-9.9 

91809632 Inactive 
(0.79%) 

Active 
(0.86%) 

Active 
(0.57%) 

  Active 
(0.99%) 

Inactive 
(0.72%) 

-10.9 

265237 Inactive 
(0.93%) 

Active 
(0.64%) 

Inactive 
(0.55%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-10.4 

11294368 Inactive 
(0.81%) 

Active 
(0.89%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.69%) 

-10.3 

161671 Inactive 
(0.81%) 

Active 
(0.77%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.71%) 

-10.3 



301751 Inactive 
(0.86%) 

Active 
(0.84%) 

Inactive 
(0.57%) 

Active 
(0.99%) 

Inactive 
(0.73%) 

-10.3 

118701104 Inactive 
(0.81%) 

Active 
(0.77%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.71%) 

-10.2 

23266161 Inactive 
(0.81%) 

Active 
(0.85%) 

Inactive 
(0.51%) 

Active 
(0.99%) 

Inactive 
(0.70%) 

-10.2 

44562998 Inactive 
(0.88%) 

Active 
(0.85%) 

Inactive 
(0.52%) 

Inactive 
(0.54%) 

Inactive 
(0.88%) 

-10.2 

44562999 Inactive 
(0.88%) 

Active 
(0.85%) 

Inactive 
(0.52%) 

Active 
(0.58%) 

Inactive 
(0.88%) 

-10.2 

14236711 Inactive 
(0.86%) 

Active 
(0.88%) 

Active 
(0.56%) 

Active 
(0.99%) 

Inactive 
(0.78%) 

-10.1 

15858981 Inactive 
(0.93%) 

Active 
(0.78%) 

Inactive 
(0.58%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-10 

57403080 Inactive 
(0.93%) 

Active 
(0.72%) 

Inactive 
(0.64%) 

Active 
(0.99%) 

Inactive 
(0.75%) 

-10 

15411208 Inactive 
(0.93%) 

Active 
(0.75%) 

Inactive 
(0.64%) 

Active 
(0.99%) 

Inactive 
(0.75%) 

-9.9 

23266167 Inactive 
(0.78%) 

Active 
(0.71%) 

Inactive 
(0.57%) 

Active 
(0.99%) 

Inactive 
(0.73%) 

-9.9 

44423097 Inactive 
(0.74%) 

Active 
(0.80%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.70%) 

-9.9 

70684083 Inactive 
(0.95%) 

Active 
(0.70%) 

Inactive 
(0.76%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-9.9 

101687980 Inactive 
(0.95%) 

Active 
(0.70%) 

Inactive 
(0.76%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-9.8 

179575 Inactive 
(0.83%) 

Active 
(0.86%) 

Active 
(0.53%) 

Active 
(0.67%) 

Inactive 
(0.88%) 

-9.8 

44249449 Inactive 
(0.86%) 

Active 
(0.77%) 

Inactive 
(0.65%) 

Active 
(0.99%) 

Inactive 
(0.84%) 

-9.8 

16680447 Inactive 
(0.81%) 

Active 
(0.89%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.69%) 

-9.5 

21679027 Inactive 
(0.81%) 

Active 
(0.89%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.69%) 

-9.4 

91809632 Inactive 
(0.79%) 

Active 
(0.86%) 

Active 
(0.57%) 

Active 
(0.99%) 

Inactive 
(0.72%) 

-10.9 

265237 Inactive 
(0.93%) 

Active 
(0.64%) 

Inactive 
(0.55%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-10.4 

11294368 Inactive 
(0.81%) 

Active 
(0.89%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.69%) 

-10.3 

161671 Inactive 
(0.81%) 

Active 
(0.77%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.71%) 

-10.3 

301751 Inactive 
(0.86%) 

Active 
(0.84%) 

Inactive 
(0.57%) 

Active 
(0.99%) 

Inactive 
(0.73%) 

-10.3 

118701104 Inactive 
(0.81%) 

Active 
(0.77%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.71%) 

-10.2 

23266161 Inactive Active Inactive Active Inactive -10.2 



(0.81%) (0.85%) (0.51%) (0.99%) (0.70%) 
44562998 Inactive 

(0.88%) 
Active 
(0.85%) 

Inactive 
(0.52%) 

Inactive 
(0.54%) 

Inactive 
(0.88%) 

-10.2 

44562999 Inactive 
(0.88%) 

Active 
(0.85%) 

Inactive 
(0.52%) 

Active 
(0.58%) 

Inactive 
(0.88%) 

-10.2 

14236711 Inactive 
(0.86%) 

Active 
(0.88%) 

Active 
(0.56%) 

Active 
(0.99%) 

Inactive 
(0.78%) 

-10.1 

15858981 Inactive 
(0.93%) 

Active 
(0.78%) 

Inactive 
(0.58%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-10 

57403080 Inactive 
(0.93%) 

Active 
(0.72%) 

Inactive 
(0.64%) 

Active 
(0.99%) 

Inactive 
(0.75%) 

-10 

15411208 Inactive 
(0.93%) 

Active 
(0.75%) 

Inactive 
(0.64%) 

Active 
(0.99%) 

Inactive 
(0.75%) 

-9.9 

23266167 Inactive 
(0.78%) 

Active 
(0.71%) 

Inactive 
(0.57%) 

Active 
(0.99%) 

Inactive 
(0.75%) 

-9.9 

44423097 Inactive 
(0.74%) 

Active 
(0.80%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.70%) 

-9.9 

70684083 Inactive 
(0.95%) 

Active 
(0.70%) 

Inactive 
(0.76%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-9.9 

101687980 Inactive 
(0.95%) 

Active 
(0.70%) 

Inactive 
(0.76%) 

Active 
(0.99%) 

Inactive 
(0.79%) 

-9.8 

179575 Inactive 
(0.83%) 

Active 
(0.86%) 

Active 
(0.53%) 

Active 
(0.67%) 

Inactive 
(0.88%) 

-9.8 

44249449 Inactive 
(0.86%) 

Active 
(0.77%) 

Inactive 
(0.65%) 

Active 
(0.99%) 

Inactive 
(0.84%) 

-9.8 

16680447 Inactive 
(0.81%) 

Active 
(0.89%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.69%) 

-9.5 

21679027 Inactive 
(0.81%) 

Active 
(0.89%) 

Inactive 
(0.50%) 

Active 
(0.99%) 

Inactive 
(0.69%) 

-9.4 

 


