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Table S1. Scores of the three best compounds selected through molecular docking by AutoDock 
Vina 1.1.2. 

Molecule AChE * BChE * BACE-1 * 
ZINC45068352 -9.6 -10.4 -9.9 
ZINC03873986 -10.6 -11.2 -12.2 
ZINC71787288 -9.6 -10.6 -9.6 

*kcal/mol - lower energy indicates better docking 
 

 

Table S2. Scores of the three best compounds selected through molecular docking by GOLD. 

Molecule AChE * BChE * BACE-1 * 
ZINC45068352 58.82 63.25 43.32 
ZINC03873986 68.49 37.38 41.54 
ZINC71787288 57.65 56.64 41.91 
*dimensionless - Higher numbers indicate better docking 

 



 

Table S3. Toxicological analysis of the remaining molecules. 

Molecule 
Maximum 

Tolerated dose 
(human) 

hERG I 
inhibitor 

Oral Rat Acute 
Toxicity 
(LD50) 

Oral Rat 
Chronic 
Toxicity 
(LOAEL) 

 
Hepatotoxicity 

Skin 
Sensitization 

T.Pyriformis 
toxicity 

Minnow 
toxicity 

ZINC03873986 0.695 No 2.499 3.126 No No 0.286 -0.457 
ZINC71787288 0.639 No 2.709 2.23 Yes No 0.321 -0.361 

 
 
 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



 

 
Table S4. Chemical structure and biological activity of inhibitors against BACE-1 used in generating pharmacophore 
models. 
 

Nº  Chemical structure  IC50 (nM) 
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Table S5. Chemical structure and biological activity of inhibitors against BACE-1 that were used in evaluating 
pharmacophore models. 
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