24l 199351 (5): 438-443  ISSN: 0567-7351 CN: 31-1320/06

P 25 = LB 40 SR A N Bl ) A 1R AR A
BIUBUR 5K 5 76, 4k
Hh ERFE B A DB
Wk H B mIE S MR AT Y 3652 H

T R R AR FIEHCO-ASED H: 14k % 75 12, W11 75 — L) #i 40 2R & S ¥i:MDA (Molecular
diacetylenes)—PBT(Polybutatrienes)—PDA(Polydiacetylenes) {346 M 2k #E4T T 1HA,

FEx HAHTE R DA A BB B B e N AR R (R AR A EAT T 40 AT, AR U Mg w1 STk A Woodward-

Hoff mannZLitE X Bk 3 18 R 6T e 2 N BEAT 40 BT I T 388 21 (1) 1] 8, ¥ HH 77 S s B A2 # R VI B AL

KEw RN RNEIY RE O BEE LB POt S FHUENRRE

2K 1
S 0641

Quantum-chemical investigation on the reaction kinetics of topochemical polymerization of
solid-state diacetylenes
YAN SHUNQI,ZHANG QIYUAN,YAN JMIN

Abstract The potential curve of the 1,4-polymn. of diacetylene to prepare polybutatrienes and further polydiacetylenes
was studied based on the topochem. model and the quantum-chem. method of EHCO-ASED. The transformation of the
frontier orbital symmetry along the reaction coordinates was analyzed. The problem about the Woodward-Hoffmann's
orbital symmetry conservation of such reactionsin the literatures was solved., and then the reasons why these reactions
might be thermally allowed were presented.
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