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The molecular and crystal structures of a series of model compounds of poly
(p-phenylene terephthalamide) (PPTA) were analyzed by X-ray diffraction method.
The model compounds were modified on end groups which were attached to the
benzene rings. Each molecule was linked by NH...O hydrogen bond. Data from
crystal structure analysis obtained from preparation of model compounds and data
from Cambridge Structural Database (CSD) were combined.

The results of the twisted angle between benzene and amide groups can be
classified into three types: Twisted I, Twisted II, and Planar. The changes in
conformation can be related to hydrogen-bonded packing within a layer, which gives
parallel form for Twisted I conformation, the cross form for Twisted I conformation,
and the Z-shape form for Planar conformation. The molecular conformation of
Twisted I (same direction) with edge-to-face form shows a herringbone pattern which

conforms with the crystal structure of poly (p-phenylene terephthalamide).
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