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Coronavirus SARS-CoV-2 infects host cells via binding to the cell receptor ACE2 with its spike proteins. Atomistic
molecular dynamics simulations reveal that the receptor binding domain (RBD) of spike protein can tightly bind to both
open and closed ACE2 receptors, mostly by specific interactions between RBD and ACE2 N-terminal helices. The
water molecules residing at the RBD-ACE?2 interface play critical roles in stabilizing the complex structure: on average
about 15 water molecules are observed at the RBD-ACE2 interface. Some water molecules stay at the interface over 10
nanoseconds, suggesting that the significant contribution to the RBD binding. Engineered ACE2 proteins or peptides
can be potential pharmaceutical molecules to interfere the infection of SARS-CoV-2. For details please refer to the
article by Lupala et al. in pp. 61-72. We acknowledge Letpub for its professional scientific illustration service.

AD07019 AAILVLILNYVNO

<
o)
c
3
o
©
[ ]
7
1)
c
o
N
L ]
N
o
]
=
[ ]
e}
kel
-
|
N
o
=

o~ 4 A
Y W ~

p"‘ﬁ‘ﬁ“fﬁf‘fp,———

S B A ISSN 2095-4689 | 2 Oy, @), S A

| RN NSRS R VALY ..)fu‘)« 7
i AL RO AN IR AV R ASETEHIVATY u/

Available online CN 10-1082/Q |‘||

http://www.springerlink.com 8% 5. 80-971 oLl 6521

A

11-569-9- UE A indd 1 2021/3/25 /F10:33



