Z=z2F 50
/' likx.com

Jooootddoootodd

OOOwriter OO0 OOOO

0000 O O https://www.iikx.com/news/progress/23892.html

Jdoooobotdbouobooboobouonoobouobouoboood

guooobobugoooooob oooobbboooobobbbuoooobobobod
goboboobbbdooo-ggbobobbodoooobbobobboooooooboboobood
gobobobobbooooooobbbbboooooobobooboboZzbodoooooboob
gobbobbbogoooobobbbodgoooboboobboooooouboboobobouga
guoobobbtoggooobbuogoooobobbbou-gooobbbooooooon
gobbobbbogoooobobbbodgoooboboobboooooouboboobobouga
ooodooboobooobo-oboobbo@Wbhbooobo)yoooobooboooo
gobbobbbogoooobobbbodgoooboboobboooooouboboobobouga
ooodboobooobooboooobooboobobooboooDbooboooDb@Wooo
oOooo00ooobobOo)yYobobobobooboooooooooboboboboboo
guoouobbouoooobobobogoooobbbbooooobbboooooobobn
gobobobobbuoogooobobobboooooobobobboogo

ooo0oooobobo/o0oboboboobooboobooobobobOoboboooooog
gooboobobboooooobbobbbodoodobb bbb bbbbuoo
OO000000ob0obob0obobooboooooOoErPMD-IB D ODOODODODOOODODODO
000000000000 000b00b00o0oboDbOoUbOdEwrenfest 00000 OO0OOO
ooo00ooobobobOobOo(@uoboboboooooOooUoobUobUoboboboo
oO0)yooooboobooobooboooboobuooobo@Wooooboyyooooo
gobbobobbuoogooobboobbogoTbAPU OO0 ODbOO0ooooobon
gopoboboobobooooooooboobo

gooboobobboooooobbobbbodoodobb bbb bbbbuoo
gobbobbbogoooobobbbodgoooboboobboooooouboboobobouga
gooboobobboooooobbobbbodoodobb bbb bbbbuoo
goboboobbodgoooboboobbiodoooobobobbooooouonobbobibr20
-H o+ 0o booboobbdooooob bbb bbobbooooon
gobbobbbuogogoobobbbodooooobobbooooooobobooo

O00000000DO0OD0ODbO0ODOODnOD (Physical Review Letters)D OO OO OOOOOOO
Oo0o0ooboobooboboobuoooboobooooDb@Uuobobuoobooooboon)

00 00O DO O https://doi.org/10.1103/PhysRevLett.130.166401

1/4



753%34-@
V) iikx.com

(a)4 (b)a (Cla
#® Bead
# Centroid °

Energy
Energy

>

R
01.00000000000DO0Db0b00ObOOn (@RPMD-CAL (b) RPMD-BAO (c) RPMD-

IBO
(a) ) ) ) - (b) - - E::cacl
1 8:.';1 0.8 p—— Ehrenfast (standard) L
1°= — RPMD-CA
B RPMD-BA
g —— RPMD-IB
— = 0.6k P 4
2 > c
o 0.5f 42 S
3 2 204} .
c = (=]
w w o
0 DtE;
5 02p
AN 3
=
.‘3I h
i e
0.5 " " e -4 0 N N e .
-2 -1 0 1 2 0 4 8 12 16 20 24
R (A) Time: (fs)

O200000RPMD-BOODOO0ODODOOODOOO(@UDDOOODOODODDO@O@O))YOOO
goo@Eo)yhGpboooboboobooobooboobobooboooboobooobobo
0

2/4



Z=z2F 50
V) iikx.com
el (a) (c) (@)
0.6 I Distribution of beads ] |
iy
H f=10fs t=14fs =17 fs
0.4} ’ -
0.2} i '
2
% ‘\ l“-
_8 0 - . : F -
I:ll_. - Jie4l? (b) (d) (f)
0.6 Hl Distribution of beads | ' 1
0.4} L
0.2} 1
ﬂ 5 2 5 o ™ " 5 2 o
3 -2 1 0 1 2 33 -2 14 0 1 2 33 -2 -1 0 1 2 3
R (A) R (A)

R (A)
0 3.0 O RPMD-
BOOODODODOOOOOOO(eds)yDOODODDOODDOODODOODOODODOOODDOODOODO

3/4




25

V) iikx.com
1.5_"'-11rrrr-r--r-|1--rr'.l..-,.,._
(a) ; RPMD-IB ; @
1.0F —— Ehrenfest (standard) - c
__ 05} \%\
-::5 .
0 [
0.0
-0.5
_1‘%,...110.L..Etui.,lajﬂ....gut..JSD
Time (fs)
(b) 0%
RPMD-IB d
—_—
0fs
Ehrenfest
(standard)

O4.0RPMD-IBOO OO OEhrenfestU DO D OOOH20-H20+0 0000000000 (00O
Oooo0oboboboboboogowuoboobobobobobooooobog

goboboobbbbboodoooon

OO0 0000 000 https://www.iikx.com/news/progress/

D00o0o0ooooooooooonnoonodiikk.com

4/4


https://www.iikx.com
http://www.tcpdf.org

