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Figure 1 The molecular molecule of the polypropylene molecule (left) and the aggregate pattern (right)

2 MAEW

Oy FRAUTE R A Y 2 A 50 MRS J7 18 A998 € A BRI L i A 00 7 0 v 3 0 ok 48 S 56 ke
BT 2 AR A . 27 A BB 08 3 ook 3k SO AFF 57 8 9 RL 2 BF 5 00 2480, I R oY R . BN YE LR A
Ve A He v, 2 A 0 A ik B A 3R S A R B A 1) DPD ASE e e i g 3 T A B R R B 1 L 49 5 3 ik B
BE YIRS AT G5 N 2 (28D iR X PR S 45 % U 38 0 15 B i 1 8 1B CTEMD A R UL € 51 1
T () AR AR TF 3 Gtk B 5 FLOR 5 dE 40 1 TEM 52 50 8 4R 2 R 3L 0 , 20 7 BEBLAR 18 48 A T XA 28
F o TEARBHEE R IR i, 2250 5 © & AR 90 20 2 FRLRLUN I, 7E 2 B 1 9 SCSCik s BT LA
P3HT 1 PCBM i M2 A MUK FHBE It JE 41 . Tl AC Construction £k, LI PSHT ,PCBM Fl 44
Oy F R JERHIEAT A B B E O 1. 2g/mL, FEVE ST A7 5 V0 E R L 43 # S T P3HT: PCBM it

10. 14028/j. enki. 1003-3726. 2017. 05. 009



55 =1 ax ¥ i i e 71

IO 12,1440 By =R, Oy TR B 0 P A A L 8 i R KRB FE NPT REETN #4730 )
SIS Ins, WU 5 SCHRZ5 48 — B0 B 28 28 S5 46 (1 A 43 25, an il 2 (D) BT 7R s 9 43 - R 48U R v )
15 2 1 40K G 43 WO I RS o 3 SR L S 500 T BB A5 28] 110 245 S 910 2 35 3 1 2% A= 2 30 X LA 38 3] 1 4503, 1
FREHLSE 38 2 ] LIAR 25 5 b ik 22 A= 7 31 5 v B 400 A RE A5 21 19 55 50 45

2 Sy RIS BN £ 4 A AR TR AR B (F0) g 2 IR G5 #G (A7) o 28 W) 4% 25 4
Figure 2 Multi-component phase morphologies for the layered structure (left) and the interpenetrating

network structure(right)
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Application of Molecular Simulation Technology in Polymer

Science Experiments

QU Jia-li* , LI Xiang-yuan, CHENG Jue, LI Qi-fang”
(College of Materials Science and Technology . Beijing University of Chemical Technology .Beijing 100029, China)

Abstract: Molecular simulation technology is a mature and potential computer experimental technology. Experimental
results can be presented in the form of data and graphics by computer with high-speed and stable graphics processing
capabilities and database technology can easily extract and store a variety of molecular models and polymer fragments. that
enables students to more easily understand the abstract concept of polymer science and the polymer structure and
aggregation structure through the visualization of the three-dimensional graphics. The calculation method of molecular
dynamics is based on Newtonian mechanics. and the periodic boundary condition model is established under a certain force
field. Through the geometric configuration optimization and dynamic calculation. Also the computing data can obtain micro-
phase structure which can not be obtained by ordinary polymer experiment. These enrich the experimental content and open
up a new field of polymer science experiments.
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