ot H2W 17 S S D | A = = S 4 Vol. 42 No.2
2010 4£2 J JOURNAL OF HARBIN INSTITUTE OF TECHNOLOGY Feb. 2010

BB S FRBREE (1) R TRBE

2 1,2 sl 2
VMR, I B, B 2
(1 W RIE Tk K2 i KRR 5 J12% 22 W JRIE 150001
2. BRI Tk K27 AMORERL A5 TR B, M /R 15 150001, zengfanlin@ hit. edu. cn)

W OE: 5T ERAEN 2 TN R LA E AL, R — A AR T A AL B A T k. R EALAT
B ERC AR EMBEANAM AR FTHEANES F X TR TR R T TR AN ER, &
ST M EAENAT R TR k. A AT A EE R TR MM R A L TR B A
HEATHNKREEER B HANRA LG E X T A E RO IR T Z T AT EH A RTZA
.

KR : AN FHEIEE, T EmET

hES %S 0631 THRERERD: A T EHDS: 0367 - 6234(2010)02 - 0242 - 07

Molecular simulation models for organic materials (II) : A simulation cell
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Science and Engineering, Harbin Institute of Technology, Harbin 150001, China, zengfanlin@ hit. edu. cn)

Abstract ; In order to get the simulation models of organic materials in the molecular simulations, based on the
model establishment of a single molecular chain using methods of “random walk” and “directional walk” , a
method to build the simulation cell of organic materials in molecular simulations is brought forward by adopting
the principle of uniform distribution of all molecular chains in the whole cell. Then the cubic simulation cell
with periodic boundary conditions and the nano thin film with free surfaces can be built by using this method
simply. Two representative examples and the comparison of the obtained results with those obtained by other
methods show that the proposed method is simple, convenient and reliable.
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