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Figure S1: Potential Energy Fluctuations of the NITD008-NS3 Helicase System at varying 
temperatures during the 100ns simulation. The average temperature of the system was 300K and 
the average potential energy was -145774 kcal/mol. 



Figure S2: Complex of NITD008-NS3 Helicase with a Docking score of -7.7 kcal/mol. 

MM/GBSA calculations yielded a result of -30.00 kcal/mol. The ligand shifted further out of the 

hydrophobic pocket after 150ns of the simulation. This may possibly be due to the ligand not 

interacting with the stabilizing residues of the P-loop. 



Figure S3: Complex of NITD008-NS3 Helicase with a Docking score of -7.6 kcal/mol. 

MM/GBSA calculations yielded a result of -13.67 kcal/mol. The ligand docked out of the 

hydrophobic pocket and during the simulation, due to the lack of stabilizing interactions, the 

ligand moved further out of the active site and into the solvent. 



Figure S4: Complex of NITD008-NS3 Helicase with a Docking score of -7.1 kcal/mol. 

MM/GBSA calculations yielded a result of -11.86 kcal/mol. This ligand showed a similar pose to 

that of the -7.6 kcal/mol-docked pose, however, there was only one residue, Arg462, which 

showed stabilizing hydrogen bonds with the terminal oxygen located on the ribose group of 

NITD008. 



Figure S5: Complex of NITD008- NS3 Helicase with a Docking score of -7.1 kcal/mol. 

MM/GBSA calculations yielded a result of -23.99 kcal/mol. This pose showed the same docking 

score as the above ligand, however, three residues: Arg462, Asn417, and Glu231, were involved 

in stabilizing hydrogen bonds.



Figure S6: MM/GBSA calculations yielded a result of -5.90 kcal/mol, which was lower than that 

of the docking score of 6.9 kcal/mol. This was due to the ligand binding out of the active site of 

the enzyme, thus leading to minimal intermolecular forces at the hydrophobic pocket. 


