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Table caption 

 

Table S1. The binding energies calculated for the last 50 ns of S282T system. 

Table S2. The binding energies calculated for the last 50 ns of each individual trajectory.  

 

Figure caption 

Figure. S1 The docked and experimental poses of GS-461203. 

Figure S2. The RMSD of Protein Cα and ligand in WT run-1 (A), WT run-2 (B); T179A-run1 (C), T179A run-2 (D), 

S282T run-1 (E), S282T-run2 (F), M289L run-1 (G), and M289L run-2. 

Figure S3. The histogram diagram and the fraction of the simulation for each type of interaction showing all residues 

interacting with GS-461203 (A: WT-GS-461203; B: T179A-GS-461203; C: S282T-GS-461203; D: M289L-GS-461203) 

recorded during MDS. 

Figure S4. Protein-Ligand Interactions A: WT-GS-461203-run1; B: WT-GS-461203-run3; C: T179A-GS-461203-run3; D: 

T179A-GS-461203-run4; E: S282T-GS-461203-run1; F: S282T-GS-461203-run2; G: M289L-GS-461203-run1; H: M289L-

GS-461203-run3, recorded during MDS. Left: the histogram diagram and the fraction of the simulation for each type 

of interaction showing all residues interacting with GS-461203. Right: The 2D Protein-Ligand interactions Diagrams 

lasting more than 20% of the MDS. 

Figure S5. The representative structure of the most dominant structural family for A: WT; B: T179A; C: S282T, D: 

M289L systems. 

Figure S6. The least populated clusters for A: WT; B: T179A; C: S282T, D: M289L. 

Figure S7. The RMSF values comparisons between WT and T179A (A), WT and S282T (B), and WT and M289L (C). 

The RMSF values of the Cα atoms for residues in WT (black), T179A (green), S282T (red), and M289L (blue) are shown, 

and the mutant positions are noted by red asterisks. 

Figure S8. The RMSF values for atoms of GS-461203. 

Figure S9. The RMSD of Protein Cα and ligand in T179A-CompA (A) and T179A-CompB (B) systems. 

Figure S10. Protein-Ligand Interactions (A: T179A-CompA; B: T179A-CompB) recorded during MDS. Left: the 

histogram diagram and the fraction of the simulation for each type of interaction showing all residues interacting 

with GS-461203. Right: The 2D Protein-Ligand interactions Diagrams lasting more than 20% of the MDS.  

Figure S11 The most dominant clusters for A: T179A-CompA; B: T179A-CompB systems. 

Figure S12. The RMSF values comparisons between T179A, T179A-CompA, and T179A-CompB systems. The RMSF 

values of the Cα atoms for residues in T179A (black), T179A-CompA (green), and T179A-CompB (blue). 

Figure S13. The RMSF values for atoms of GS-461203 in T179A, T179A-CompA, and T179A-CompB systems. 

Figure S14. The ADME Properties of Sofosbuvir predicted by SwissAdme. 

Figure S15. The ADME Properties of Sofosbuvir derivatives (F substituted by Cl) predicted by SwissAdme. 

Figure S16. The ADME Properties of Sofosbuvir derivatives (F substituted by I) predicted by SwissAdme. 

Figure S17. The ADME Properties of GS-461203 predicted by SwissAdme. 

Figure S18. The ADME Properties of CompA predicted by SwissAdme. 

Figure S19. The ADME Properties of CompB predicted by SwissAdme. 
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Table S1. The binding energies calculated for the last 50 ns of S282T system.  

 

 

 

 

 

 

Table S2. The binding energies calculated for the last 50 ns of each individual trajectory.  

 

 

 

 

 

 

 

 

 

 
Figure S1. The docked GS-461203 (gray) and experimental poses of Sofosbuvir diphosphate (green). 

 

 

 

Systems S282T 

ΔGbind -41.3±5.4 
ΔΔGbind 4.2 
ΔEvdw

 2.4±12.1 
ΔΔEvdw 8.4 
ΔEele

 -40.3±10.8 
ΔΔEele 5 
ΔElipo

 -3.4±0.9 
ΔΔElipo 0.9 

Systems  Run-1 Run-2 

WT -45.2±6.0 -45.8±5.6 

T179 -35.0±5.9 -34.9±4.7 

S282 -43.3±4.6 -39.2±5.5 

M289 -58.0±6.4 -49.9±6.8 
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Figure S2. The RMSD of Protein Cα and ligand in WT run-1 (A), WT run-2 (B); T179A-run1 (C), T179A run-2 (D), 

S282T run-1 (E), S282T-run2 (F), M289L run-1 (G), and M289L run-2. 
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Figure S3. The histogram diagram and the fraction of the simulation for each type of interaction showing all residues 

interacting with GS-461203 (A: WT-GS-461203; B: T179A-GS-461203; C: S282T-GS-461203; D: M289L-GS-461203) 

recorded during MDS.  
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Figure S4. Protein-Ligand Interactions A: WT-GS-461203-run1; B: WT-GS-461203-run2; C: T179A-GS-461203-run1; D: 

T179A-GS-461203-run2; E: S282T-GS-461203-run1; F: S282T-GS-461203-run2; G: M289L-GS-461203-run1; H: M289L-

GS-461203-run2, recorded during MDS. Left: the histogram diagram and the fraction of the simulation for each type 

of interaction showing all residues interacting with GS-461203. Right: The 2D Protein-Ligand interactions Diagrams 

lasting more than 20% of the MDS. 
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Figure S5. The representative structure of the most dominant structural family for A: WT; B: T179A; C: S282T, D: 

M289L systems. 
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Figure S6. The least populated clusters for A: WT; B: T179A; C: S282T, D: M289L. 



13 

 

 

 

 

 



14 

 

 

 



15 

 

 

 
Figure S7. The RMSF values comparisons between WT and T179A (A), WT and S282T (B), and WT and M289L (C). 

The RMSF values of the Cα atoms for residues in WT (black), T179A (green), S282T (red), and M289L (blue) are shown, 

and the mutant positions are noted by red asterisks. 
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Figure S8. The RMSF values for atoms of GS-461203. 
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Figure S9. The RMSD of Protein Cα and ligand in T179A-CompA (A) and T179A-CompB (B) systems. 
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Figure S10. Protein-Ligand Interactions (A: T179A-CompA; B: T179A-CompB) recorded during MDS. Left: the 

histogram diagram and the fraction of the simulation for each type of interaction showing all residues interacting with 

GS-461203. Right: The 2D Protein-Ligand interactions Diagrams lasting more than 20% of the MDS.  
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Figure S11. The most dominant clusters for A: T179A-CompA; B: T179A-CompB systems. 

 
 
Figure S12. The RMSF values comparisons between T179A, T179A-CompA, and T179A-CompB systems. The RMSF 

values of the Cα atoms for residues in T179A (black), T179A-CompA (green), and T179A-CompB (blue). 
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Figure S13. The RMSF values for atoms of GS-461203 in T179A, T179A-CompA, and T179A-CompB systems. 

 

 

 
Figure S14. The ADME Properties of Sofosbuvir predicted by SwissAdme. 
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Figure S15. The ADME Properties of Sofosbuvir derivatives (F substituted by Cl) predicted by SwissAdme. 

 

 

 
 

Figure S16. The ADME Properties of Sofosbuvir derivatives (F substituted by I) predicted by SwissAdme. 
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Figure S17. The ADME Properties of GS-461203 predicted by SwissAdme. 
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Figure S18. The ADME Properties of CompA predicted by SwissAdme. 
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Figure S19. The ADME Properties of CompB predicted by SwissAdme. 


