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SUPPLEMENTARY MATERIAL 

Figure S1: Sequence alignment of AChE and BChE. 

Figure S2: Superposition of the co-crystallized ligands of AChE and BChE with the 

corresponding docked poses. 
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Figure S1. Alignment of AChE (PDB ID 4M0E) and BChE (PDB ID 5DYW) sequences from Homo 

sapiens. White circles are conserved residues in the active sites of the two enzymes. Red color indicates 

identical residues. 

 

 

Figure S2. Superposition of the docked pose (orange) of the bound ligand with its co-crystallized 

conformation (blue) in the crystal structure of (A) AChE (PDB ID:4M0E), and (B) BChE (PDB ID: 

5DWY). 

  


