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Supplementary material: 
 
Escore, is defined by the following energy terms: 
Escore = Einter + Eintra 
Where Einter is the ligand-protein interaction energy: 

 
The EPLP term is a piecewise linear potential. The second term describes the electrostatic interactions between charged atoms. 
 
Table 1: The Docking Results 
Name Interaction energy between the ligand and protein 

(Arbitrary unit) 
HBond Energy 
(Arbitrary unit) 

Phloretin -84.35 -10.83 
Quercetin -83.19 -5.74 
Chloramphenicol -73.61 -4.51 
Naringenin -79.19 -5.55 
Tetracycline -106.66 -0.29 
Pongachalcone I -69.05 -3.12 

 




