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Table S1. Pharmacokinetics of best docked compounds. 

Sr 

No. 

Best Docked Compounds 
Gastrointestinal 

Absorption 

Blood 

Brain 

Barrier 

P-

Glycoprotein 

Substrate 

CYP Inhibitors log Kp 

Skin 

Permeation 

(cm/s) 

CYP 

1A2 

CYP 

2C19 

CYP 

2C9 

CYP 

2D6 

CYP 

3A4 

1 2-Hydroxy-n-(2-

phenylethyl)benzamide 

High No No No No No No No -6.8 

2 1,2-Benzenedicarboxylic acid High Yes No Yes No No Yes No -5.31 

3 [1,3] Diazepan-2,4-dione High No No No No No No No -7.96 

4 Lactose Low No Yes No No No No No -11.95 

5 Tricyclo[4.3.1.1(3,8)]undecane-

1-carboxylic acid  

High Yes No No No No No No -5.42 

6 Cis-(-)-carvone-5,6-oxide  High Yes No No No No No No -6.2 

7 Phthalic acid, bis-7-

methyloctyl ester 

Low No No No No No No Yes -3.61 

8 γ-Sitosterol Low No No No No No No No -2.2 

9 Dioctyl phthalate High No No No No No No Yes -2.93 
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Table S2. Toxicity studies (PROTOX II) results of the best docked compounds. 

Sr 

No. 

Best Docked Compounds 
LD50 

mg/kg 

Predicted 

Class 

Hepatotoxic Carcinogenic Immunotoxic Mutagenic Cytotoxic 

1 2-Hydroxy-n-(2-

phenylethyl)benzamide 

2530 5 - - - - - 

2 1,2-Benzenedicarboxylic acid 1000 4 Inactive Inactive Inactive Inactive Inactive 

3 [1,3] Diazepan-2,4-dione 1600 4 Inactive Inactive Inactive Inactive Inactive 

4 Lactose 10000 6 Inactive Inactive Inactive Inactive Inactive 

5 Tricyclo[4.3.1.1(3,8)]undecane-

1-carboxylic acid 

1000 4 Inactive Inactive Inactive Inactive Inactive 

6 Cis-(-)-carvone-5,6-oxide  5000 5 Inactive Inactive Inactive Inactive Inactive 

7 Phthalic acid, bis-7-

methyloctyl ester 

1340 4 Inactive Active Inactive Inactive Inactive 

8 γ-Sitosterol 890 4 Inactive Inactive Active Inactive Inactive 

9 Dioctyl phthalate 1340 4 Inactive Active Inactive Inactive Inactive 

Class I: (LD50 less than equals to 5), Class II: (LD50 greater than 5 but less than equals to 50), Class III: (LD50 greater than 50 but less 

than equals to 300), Class IV: (LD50 greater than 300 but less than equals to 2000), Class V: (LD50 Greater than 2000 but less than 

equals to 5000), Class VI: LD50 (greater than 5000). 


