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Figure S1. Diagrams represent protein-ligand interactions. (A) BACE1 structure (PBB ID 3TPP) 
(B-C) Overlapping structures of 5HA original crystal structure (red) and re-docking conformation 
on BACE1 (blue, yellow, and green are from redocking run 1-3, respectively. Schematics of amino 
acid interactions of BACE1 and 5HA: (D) 5HA from crystal structure, (E) 5HA from re-docking 
run 1, (F) 5HA from re-docking run 2, and (G) 5HA from re-docking run 3. 

 

  



Table S1. Diagrams of protein-ligand interactions of BACE1 and candidate ligands. 

Ligand Protein-ligand interactions  

Quercetin  
(reference inhibitor) 
 

 
 

3-O-Methylgallate 
 

 

4-Aminomethylindole 
 

 

 
Bergenin 
 

  



Ligand Protein-ligand interactions  

Clausarinol 
 

 

 
Emmotin A 
 

  
Gallic acid 
 

 
 



Ligand Protein-ligand interactions  

N-D-Glucosylarylamine 
 

 
 

Quercetin-3'-glucuronide 
 

 

 
Quercetin-3-O-glucoside 
 

 

 



Ligand Protein-ligand interactions  

Theogallin 
 

 
 

Green-dashes indicate hydrogen bonds. Pink-dashes indicate hydrophobic bonds. Orange-dashes indicate 
electrostatic bonds. 

 


