Supplemental Material

Supplemental Figure S1. The root mean square deviation (RMSD) analyses of MD
simulations for mutant structure of SARS-CoV-2 spike complexed with ACE2.
RMSD plots of protein backbone Ca carbon in (A) wild-type, (B) D614G, (C)
N501Y:D641G, (D) K417N:N501Y:D641G, and (E) E484K:N501Y:D641G during the

100 ns of the MD simulations are depicted.

(A) Wild-type

'JHI ’k' M ‘l‘ﬁ {I"i' W M"\‘buwm‘i

w
8 i

Protein RMSD (A}
o

o o 3 3
E_ =

o 20 40 &0 -] 100
Time (nsec)

(C) N501Y/D614G

30

| WWW Ao

i

o 20 40 &0 -] 100

25
- 20

15

Protein RMSD {A)

Time {nsec)

(E) E484K/501Y/D614G

25

tﬁwﬁwwwwwwwww

5

Protein RMSD (A)

Q
] 20 40 60 B0 100

Time (nsec)

(B) D614G

30

33

- 20}

MvWWWw

Protein RMSD (A)
> o
——
=
R S

(D) K417N/501Y/D614G

50

ao b

| ’J WIMW}WM =

20 - ﬁ 4
..;W

‘: r“lﬂ' |

Protein RMSD (A )




