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Fig-S1. Interaction of Withanoside VI in the binding cleft of SARS-CoV-2 MPro (PDB ID: 

6LU7) of COVID-19 shown in (a) 3 D representation and (b) 2 D representation (for better 

clarity) describing ligands interactions by formation of various H-bonds and hydrophobic 

interactions with protein at the active site of the protein. 

 

  



 

Fig-S2. Interaction of Racemoside B in the binding cleft of SARS-CoV-2 MPro (PDB ID: 

6LU7) of COVID-19 shown in (a) 3 D representation and (b) 2 D representation (for better 

clarity) describing ligands interactions by formation of various H-bonds and hydrophobic 

interactions with protein at the active site of the protein. 

 

  



 

Fig-S3. Interaction of Racemoside A in the binding cleft of SARS-CoV-2 MPro (PDB ID: 

6LU7) of COVID-19 shown in (a) 3 D representation and (b) 2 D representation (for better 

clarity) describing ligands interactions by formation of various H-bonds and hydrophobic 

interactions with protein at the active site of the protein. 

 

  



 

Fig-S4. Interaction of Shatavarin IX in the binding cleft of SARS-CoV-2 MPro (PDB ID: 6LU7) 

of COVID-19 shown in (a) 3 D representation and (b) 2 D representation (for better clarity) 

describing ligands interactions by formation of various H-bonds and hydrophobic interactions 

with protein at the active site of the protein. 

 

  



 

 

Fig-S5. RMSF plot of SARS-CoV-2 MPro target in complex with N3. The green bar plotted in 

the protein residue index corresponds to highly fluctuating amino acid residues. 

  



 

Fig-S6. RMSF plot of SARS-CoV-2 MPro target in complex with Withanoside V. The green 

bar plotted in the protein residue index corresponds to highly fluctuating amino acid residues. 

 

  



 

Fig-S7. RMSF plot of SARS-CoV-2 MPro target in complex with Withanoside VI. The green 

bar plotted in the protein residue index corresponds to highly fluctuating amino acid residues. 

 

  



 

Fig-S8. RMSF plot of SARS-CoV-2 MPro target in complex with Racemoside B. The green bar 

plotted in the protein residue index corresponds to highly fluctuating amino acid residues. 

 

  



 

Fig-S9. RMSF plot of SARS-CoV-2 MPro target in complex with Racemoside A. The green 

bar plotted in the protein residue index corresponds to highly fluctuating amino acid residues. 

 

  



 

Fig-S10. RMSF plot of SARS-CoV-2 MPro target in complex with Shatavarin IX. The green 

bar plotted in the protein residue index corresponds to highly fluctuating amino acid residues. 

 

  



 

 

Fig-S11. The distribution of secondary structure elements of SARS-CoV-2 MPro target as a 

function of simulation time with co-crystal ligand, N3. The red and cyan colors represent 

helices and beta-sheets, respectively. 

  



 

 

 

Fig-S12. The distribution of secondary structure elements of SARS-CoV-2 MPro target as a 

function of simulation time with Withanoside V. The red and cyan colors represent helices and 

beta-sheets, respectively. 

 

  



 

 

Fig-S13. The distribution of secondary structure elements of SARS-CoV-2 MPro target as a 

function of simulation time with Withanoside VI. The red and cyan colors represent helices 

and beta-sheets, respectively. 

 

  



 

 

Fig-S14. The distribution of secondary structure elements of SARS-CoV-2 MPro target as a 

function of simulation time with Racemoside B. The red and cyan colors represent helices and 

beta-sheets, respectively. 

 

  



 

 

 

Fig-S15. The distribution of secondary structure elements of SARS-CoV-2 MPro target as a 

function of simulation time with Racemoside A. The red and cyan colors represent helices and 

beta-sheets, respectively. 

 

  



 

 

 

Fig-S16. The distribution of secondary structure elements of SARS-CoV-2 MPro target as a 

function of simulation time with Shatavarin IX. The red and cyan colors represent helices and 

beta-sheets, respectively. 

 

 

 


