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Figure S1. The representative snapshot of (a) native protein (in green) and the snapshots of
the protein in each solution at end of the simulations (magenta) is shown (b) in pure water, (c)
in etoh, (d) in iso-pr and (e) in n-pr at 300 K.

S1


mailto:janam@nitrkl.ac.in

We quantified RMSD to understand the conformational features of RBD from the new
simulations. The results are compared with that in pure water at 300 K and mix-1 in two
different temperatures. The Figure S2 depicts the time evolution of the root-mean-square
deviation (RMSD). For comparison, we have shown that the results only for 500 ns to 600 ns.
A conformational jump of RBD was noted at 350 K in pure water after ~65 ns (in the
timescale of 100 ns) of the simulation compared to 300 K in pure water. However, such a
change is minor compared to the significant changes in the RBD conformations in mix-1, at
both 300 K and 350 K, as noted from the RMSD plot. Notably, the changes were
significantly small when the RBD was simulated at 350 K in the presence of alcohols. Such
preliminary results infer that apart from the temperature, alcohols affect the RBD dynamics
and can rupture the RBD conformation. Details of such comparison can be addressed in our

future studies.
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Figure S2. The time dependent root-mean-square deviation (RMSD), of the RBD in pure
water and mix-1 at 300 K and 350 K.
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Figure S3. The representative snapshot of (a) native protein (in green) and the snapshots of
the protein in each solution at end of the simulations (magenta) is shown (b) in pure water, (c)
in mix-1, (d) in mix-2 and (e) in mix-3 at 300 K and (f) in mix-1 at 350 K.
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