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Figure S1: Structural representation of alterations occurring during the binding of the selected eight 

antiviral to RdRp Catalytic Chamber BS1 and BS2. (A) The conformational stability, C-α atoms RMSD 

of the eight antiviral to RdRp Catalytic Chamber BS1 with the different colors showed. (B) 

Conformational stability, C-α atoms RMSD of the eight antiviral inhibitors to RdRp Catalytic Chamber 

BS2 ran for 100 ns MD simulation. 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S2: Structural representation of alterations occurring during the binding of the selected eight 

antiviral to RdRp Catalytic Chamber BS1 and BS2. The (A) Solvent accessible surface area (SASA) 

for the antiviral inhibitors at BS1. (B) Solvent accessible surface area (SASA) for the antiviral inhibitors 

at BS2 Catalytic Chamber. 

 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S3: The time evolution RMSF of each residue of the enzyme C-α atom over 100 ns for (A) the 
selected eight antiviral inhibitors bind to RdRp Catalytic Chamber BS1, (B) the selected antiviral 

inhibitors bind to RdRp Catalytic Chamber BS2 respectively. 

 

 


