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Table 1S. Acetylcholinesterase; (PDB: 4BDT) docking affinity and interactions 

Ligand 
Affinity 
(kcal / mol) 

H-Bonds π-π Interactions 

FA (1) -7.1 Ser125 Trp86 

3 -9.3 
Tyr124, Tyr133, Tyr337, 
Tyr341 

Trp86 x 2, Tyr337, 
Tyr449 

4 -9.6 
Tyr124, Ser203 x 2, Tyr337, 
Tyr341, His447 

Trp86, Tyr337 

5 -9.1 Tyr133, Glu202, Tyr337 Tyr341 

8 -9.5 
Tyr124, Glu202, Ser203 x 2, 
Tyr337, His447 

Trp86 x 2, Tyr337 

9 -9.6 
Ser125, Glu202, Ser203 x 2, 
Tyr337, His447 

Tyr86 x 2, Tyr337 

 

Table 2S. Acetylcholinesterase; (PDB: 4EY7) docking affinity and interactions 

Ligand 
Affinity 
(kcal / mol) 

H-Bonds π-π Interactions 

FA (1) -7.6 
Asp74, Glu202, Tyr337, 
Tyr341 

Trp86 

3 -9.7 
Gly121, Gly122, Ser203 x 
2, Tyr337 

Phe338, Tyr341 

4 -10.3 Gly121, Tyr124, Tyr341 
Trp86, Tyr337, Phe338, 
Tyr341 

5 -9.3 Asp74 Trp86, Tyr337 
8 -9.3 Gly121, Tyr124, Ser203 Trp86, Tyr337, Phe338 

9 -10.0 
Tyr124, Ser125, Glu202, 
Ser203 

Trp86 x 2, Tyr337 
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Table 3S. Acetylcholinesterase; (PDB: 4M0F) docking affinity and interactions 

Ligand 
Affinity 
(kcal / mol) 

H-Bonds π-π Interactions 

FA (1) -7.9 Tyr124, Trp286, Arg296 Phe338 
3 -9.4 Tyr124, Tyr133, Tyr337 Trp86, Phe338 
4 -9.0 Asp74, Tyr124 Tyr337, Phe338 
5 -9.8 Tyr124, Tyr133, Tyr337  
8 -9.4 Asp74, Ser125 x 2  
9 -8.9 Asp74, Ser125 x 2 Trp86 

 

Table 4S. Butyrylcholinesterase; (PDB: 1P0M) docking affinity and interactions 

Ligand 
Affinity 
(kcal / mol) 

H-Bonds π-π Interactions 

FA (1) -7.3 Ser198 x 2, His438 Trp231 
3 -9.1 Tyr128 Trp82, Tyr332 
4 -9.2 Ser198, Tyr332, His438 Trp82, Trp231, Phe329 
5 -9.1 Pro285, Ser198 x 2, His438 Trp231, Phe329, Tyr332 
8 -9.0 His438 Tpr82, Trp231, Phe329 
9 -7.6 Thr120, Ser198, His438 Trp82 x 2 

 

Table 5S. Butyrylcholinesterase; (PDB: 6EQQ) docking affinity and interactions 

Ligand 
Affinity 
(kcal / mol) 

H-Bonds π-π Interactions 

FA (1) -6.8 
Asp70, Tyr128, Glu197, 
Tyr332 

Trp82 

3 -7.5 Tyr128, Gly197, Tyr332 Trp82 
4 -8.9 His438 Trp82, Phe329 
5 -7.2 Trp82, Tyr440 Trp231, Phe329 
8 -8.1 Tyr332, His438 Trp82, Phe329 
9 -7.7 Glu197 Trp82, Tyr332 

 


