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Supplementary data for “Remdesivir-bound and ligand-free simulations reveal the

probable mechanism of inhibiting the RNA dependent RNA polymerase of Severe Acute
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Supplementary Figure S2: A: RMSD of the polymerase domain against the RARP model.
B: RMSF of the residues of polymerase domain throughout the simulation length

Respiratory Syndrome Coronavirus 2”
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Figure S3: Interactions between RDV and RdRP for runl of the RARP-RDV system simulations.
The interactions at (A) 0thns, (B) 10tns, (C) 20tns, (D) 30tns, (E) 40™ns and (F) 50tns
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Figure S4: Interactions between RDV and RdRP for run2 of the RARP-RDV system simulations.
The interactions at (A) 0thns, (B) 10tns, (C) 20tns, (D) 30tns, (E) 40t'ns and (F) 50thns
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Figure S5: Interactions between RDV and RdRP for run3 of the RARP-RDV system simulations. The
interactions at (A) 0tns, (B) 10tns, (C) 20tns, (D) 30tns, (E) 40™ns and (F) 50tns




A %5 B 145 ¢ @
B, = Y
@ m el i
G W Qb ‘ " %""ﬁké N
N '/:, [ P~ v:'l N & ))\\\‘ §EB§H 4"C\ ,é .é)‘rgla%
= i 67" W o .
& @ s L ol
e a8 & y
0 - 5% 558 L)
D % E
g
oy Interactions
Eﬁ Lo 35 9 @ ‘ 7] van der Waals
HA _ ] b | - I conventional Hydrogen Bond
7 o [1 carbon Hydrogen Bond
B ’ _ %géu,/" : J -Q _O\,”é : = U-nfaw.)rable Positive-Positive
B W e B e
e 58 & ) & I Amide-pi Stacked
it Ce? S
8y S5 [ Pi-Alkyl
4

Figure S6: Interactions between RDV and RdARP for run3 of the RARP-RDV system simulations. The
interactions at (A) 60"ns, (B) 70tns, (C) 80tns, (D) 90ns and (E) 100®ns




