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Table S1. Type of interactions observed between acetylcholinesterase and the most promising molecules. 51 

Molecular target Residues 
Distance 

(Å) 
Type 

ΔG 

(kcal/mol) 

I40 vs 1QON 

Trp71 4.10 Pi-Pi Stacked 

-12.76 

Trp83 3.91 Pi-Pi Stacked 

Trp83 3.55 Pi-Pi Stacked 

Trp83 3.92 Pi-Pi Stacked 

Trp83 4.28 Pi-Alkyl 

Tyr370 3.86 Pi-Pi Stacked 

Tyr370 4.15 Pi-Pi Stacked 

Phe371 5.23 Pi-Alkyl 

Tyr374 4.95 Pi-Pi T-shaped 

Leu379 5.44 Pi-Alkyl 

His480 2.08 Convent. Hydrogen Bond 

Z21 x 1QON 

Trp83 3.63 Pi-Pi Stacked 

-7.70  

Trp83 4.47 Pi-Pi Stacked 

Tyr370 4.33 Pi-Pi Stacked 

Tyr374 3.30 Convent. Hydrogen Bond 

Leu479 3.90 Pi-Sigma 

Z24 vs 1QON 

Trp83 3.79 Pi-Pi Stacked 

-12.00 

Trp83 3.54 Pi-Pi Stacked 

Trp83 4.67 Pi-Alkyl 

Tyr370 3.36 Pi-Donor Hydrogen Bond 

Tyr370 4.22 Pi-Pi Stacked 

Gly481 3.19 Carbon Hydrogen Bond 
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Table S2. Type of interactions observed between human acetylcholinesterase and the most promising 78 
molecules 79 

Molecular target Residues 
Distance 

(Å) 
Type 

ΔG 

(kcal/mol) 

GNT vs 4EY6 

Trp86 4.40 Pi-Alkyl 

-9.79 

Trp86 4.72 Pi-Alkyl 

Trp86 5.25 Pi-Alkyl 

Gly121 3.96 Amide-Pi Stacked 

Tyr124 3.58 Carbon Hydrogen Bond 

Glu202 1.76 Conventional Hydrogen Bond 

Ser203 2.80 Conventional Hydrogen Bond 

Tyr337 5.42 Pi-Alkyl 

Z21 x 4EY6 

Trp86 4.45 Pi-Pi Stacked 

-6.51 
Trp86 3.97 Pi-Pi Stacked 

Tyr124 3.28 Conventional Hydrogen Bond 

Tyr337 3.75 Carbon Hydrogen Bond 

Z24 vs 4EY6 

Trp86 4.35 Pi-Cation 

-10.40 

Trp86 4.48 Pi-Cation 

Trp86 4.86 Pi-Alkyl 

Tyr124 3.14 Pi-Donor Hydrogen Bond 

Ser125 1.83 Conventional Hydrogen Bond 

Ser203 3.10 Carbon Hydrogen Bond 

Ser203 3.30 Pi-Donor Hydrogen Bond 

Tyr337 5.18 Pi-Pi T-shaped 

Tyr341 5.15 Pi-Pi T-shaped 

His447 4.80 Pi-Pi T-shaped 

 80 
 81 
 82 
 83 
 84 
 85 
 86 
 87 
 88 
 89 
 90 
 91 
 92 
 93 
 94 
 95 
 96 
 97 
 98 
 99 
 100 
 101 
 102 
 103 
 104 
 105 



Pharmaceuticals 2018, 11, x FOR PEER REVIEW  4 of 4 

 

Table S3. Binding receptor interaction data juvenile hormone of the most promising molecules. 106 
Molecular 

docking 
Residues 

Distance 

(Å) 
Type 

ΔG 

(kcal/mol) 

JHIII vs 5V13 

Leu37 4.66 Alkyl 

-8.35 

Val51 4.59 Alkyl 

Val51 4.83 Alkyl 

Trp53 3.72 Pi-sigma 

Trp53 4.80 Pi-Alkyl 

Trp53 4.56 Pi-Alkyl 

Trp53 4.54 Pi-Alkyl 

Pro55 4.13 Alkyl 

Val68 4.89 Alkyl 

Tyr129 4.91 Pi-Alkyl 

Tyr133 5.02 Pi-Alkyl 

Phe144 4.39 Pi-Alkyl 

Ala281 4.36 Alkyl 

Z21 vs 5V13 

Tyr33 4.52 Pi-Pi Stacked 

-8.13 

Trp50 2.91 Unfavorable Acceptor-Acceptor 

Val51 3.63 Pi-Sigma 

Trp53 3.62 Carbon Hydrogen Bond 

Trp53 3.52 Pi-Sigma 

Trp53 5.00 Pi-Pi T-shaped 

Pro55 4.92 Pi-Alkyl 

Val65 3.87 Pi-Sigma 

Z24 vs 5V13 

Tyr33 4.32 Pi-Cation 

-11.17 

Trp50 1.97 Conventional Hydrogen Bond 

Trp53 4.50 Pi-Cation 

Trp53 4.15 Pi-Alkyl 

Trp53 3.41 Pi-sigma 

Trp53 4.35 Pi-Alkyl 

Pro55 4.49 Alkyl 

Tyr64 3.21 Carbon Hydrogen Bond 

Tyr129 3.28 Pi-Donor Hydrogen Bond 
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