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Molecular Dynamics Simulation of Adsorption Characterestics of Alternative Copoly
(vinylidene Fluoride-chlorotrifluor oethylene) at the 1,3,5-Triamino-2,4,6-trinitrobenzene
Crystals Surface

NIE Fu-Del'3, LIU Jian?, LI Jin-Shan®, HUANG Hui®, ZHAO Xiao-Ping?, LI Yue-Sheng!, FAN Zhong-Yong* -1
(l Department of Materials Science, Fudan University, Shanghai 200433)

(2 Engineering Smulation Center, China Academy of Engineering Physics, Mianyang 621900)

(3 Insitute of Chemical Materilas, China Academy of Engi-neering Physics, Mianyang 621900)

Abstract The absorption characteristics and the structure at (0,0,1) plane of the 1,3,5-triamino-2,4,6-trinitrobenzene
crystals of alternative copoly(vinylidene fluoride-chlorotrifluoroethylene) with various degree of polymerization has been
studied by molecular dynamics (MD) simulations using compass forcefield and NVT ensemble model. The results show
that the adsorbed alternative copolymer chain structured with 100 chain elements possessed a train’ s conformation onto
TATB surface in moderate temperature range, 300~320 K, owing to its efficient surface activity. The MD simulation

results of the absorption behavior of multi-chains of copoly(VDF/CTFE) structured with 10 chain element confirmed that

the chains have high surface active performance as individuals sorption. Moreover, when the model includes alternative
copoly-mer chain structured with 50 chain elements and 50 solvent molecules, the ability of absorption to the TATB
surface of copoly(VDF/CTFE) chain was much decreased. In this case, the adsorbed copoly(VDF/CTFE) chain shows
tail’s conformation.

Keywords 1 3 5-triamino-2 4 6-trinitrobenzene (TATB) copoly(vinylidene fluoride-chlorotrifluoroethylene)
adsorption  molecular dynamics (MD)

DOI:

T REIfE
AIAE B
k Supporting info
k PDF(234KB)
F[HTML 4= 3] (0KB)
F 2% R
55 5 it
kA SCHERF 45 TR
B I TR A 4R
BT H] ERE A
NGl
+ Email Alert
b S A5
b 0 B S 5E R
KA B
bR A “1,35- =% 3E-2,4,6-
—AEHEOR” ) AHORCEE
AR SRR OGS R

- ARG

i
3

o
< e
E

1
)i
=

£
I
+

5t
&
HE

i
=
hiid

WINAE W5 zyfan@fudan.edu.cn




