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Figure S1. The secondary structure plot of CTD. The SASA plot of (A) CTD (black) and (B) 

CTD-remdesivir (red). The graphical representation indicating structural elements present in (C) 

CTD, and (D) CTD-remdesivir. The secondary structure elements represent α-helices, β-sheets, β-

bridge, and turns. Each structural element has been represented by different colour such as black 

(overall structure), red (coil), green (β-sheet), blue (β-bridge), yellow (bend), brown (turn), grey 

(α-helix), and cyan (3-helix), respectively. (E) The structural volume, and (F) the density of CTD 

(black) and CTD-remdesivir (red) calculated during MD simulations. 
 



 
Figure S2. The secondary structure plot of Eprotein. The SASA plot of (A) Eprotein (black) 

and (B) Eprotein -remdesivir (red). The graphical representation indicating structural elements 

present in (C) Eprotein, and (D) Eprotein -remdesivir. (E) The structural volume and (F) the 

density of Eprotein (black) and Eprotein -remdesivir (red) calculated during MD simulations. The 

colour of the secondary structure plot has the same meaning as in the previous figure.  
 

 
Figure S3. The secondary structure plot of Mprotease. The SASA plot of (A) Mprotease (black) 

and (B) Mprotease -remdesivir (red). The graphical representation indicating structural elements 

present in (C) Mprotease, and (D) Mprotease -remdesivir. (E) The structural volume and (F) the 

density of Mprotease (black) and Mprotease -remdesivir (red) calculated during MD simulations. 

The colour of the secondary structure plot has the same meaning as in the previous figure. 
 



 
Figure S4. The secondary structure plot of Mprotein. The SASA plot of (A) Mprotein (black) 

and (B) Mprotein -remdesivir (red). The graphical representation indicating structural elements 

present in (C) Mprotein, and (D) Mprotein -remdesivir. (E) The structural volume and (F) the 

density of Mprotein (black) and Mprotein-remdesivir (red) calculated during MD simulations. The 

colour of the secondary structure plot has the same meaning as in the previous figure. 

 
Figure S5. The secondary structure plot of NTD. The SASA plot of (A) NTD (black) and (B) 

NTD -remdesivir (red). The graphical representation indicating structural elements present in (C) 

NTD, and (D) NTD -remdesivir. (E) The structural volume and (F) the density of NTD (black) 

and NTD -remdesivir (red) calculated during MD simulations. The colour of the secondary 

structure plot has the same meaning as in the previous figure. 
 



 
Figure S6. The secondary structure plot of RDRP. The SASA plot of (A) RDRP (black) and 

(B) RDRP -remdesivir (red). The graphical representation indicating structural elements present 

in (C) RDRP, and (D) RDRP -remdesivir. (E) The structural volume and (F) the density of RDRP 

(black) and RDRP-remdesivir (red) calculated during MD simulations. The colour of the 

secondary structure plot has the same meaning as in the previous figure. 

 
Figure S7. The secondary structure plot of Sprotein. The SASA plot of (A) Sprotein (black) 

and (B) Sprotein -remdesivir (red). The graphical representation indicating structural elements 

present in (C) Sprotein, and (D) Sprotein -remdesivir. (E) The structural volume and (F) the 

density of Sprotein (black) and Sprotein -remdesivir (red) calculated during MD simulations. The 

colour of the secondary structure plot has the same meaning as in the previous figure. 
 


