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A THEORETICAL STUDY OF CONFORMATION AND BOND
ORDER OF MESOGENIC CORES OF LIQUID CRYSTALLINE
AROMATIC POLYESTERS

YANG Xiaozhen
(Polymer Physics Laboratory Institute of Chemistry, Academia Sinica, Beijing, Posz code: 100080)

ABsTRACT

PCILO conformational calculations have been carried out on several model compounds of
mesogenic cores of liquid crystalline aromatic polyesters, p—CO-0-p—O0O—CO—e¢,p—CO
—0—¢p—CO0—0—¢ and $—O0—CO—¢p—CO—O0O—¢. The calculated structures can be
compared to the X-ray crystallographic data. In addition, bond orders of the model compounds
were also obtained by using CNDO. It has been found that the three phenylene rings statisti-
cally take orientations perpendicular to each other, and that when the carbonyl group turns into
plane of the phenylene ring which is not the immediate neighbor but the omne through the
ether-oxygen, the best conjugation reached is not accompanied by the lowest conformational ener-
gy.
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