

image1.emf
8,500 US FDA

 approved 

drug library

Protein structure 

(pdb id 2i54)

Virtual screening

Selecet 46 

drug molecules

Molecular docking simulation

Select 2 drug 

molecules

Top two lead molecule 

select on the

 basis of high binding energy

MD Simulation of 

 molecules

1 Lead molecule

2 Lead molecule

Complex structure of 

protein and ligand

Complex structure of

 protein and ligand

ZINC26664090 (Saquinavir)

ZINC95551509(Grazoprevir)

MD Simulation graph

MD Simulation graph



