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Studies of the crystal structure of cellulose trinitrate IV

Skeleton conformation of the cellulose trinitrate molecule

Sadayashi WaTaNaABE  Jisuke Havasur  Kiyoshi IMAI
Department of Applied Chemistry, Faculty of Engineering,
Hokkaido University

Abstract

All skeleton conformations of the cellulose trinitrate molecule satisfying the existence
of a 5-fold screw axis with a fiber period of 2575 A were studied by means of calculation.

Chains C1, 2B, B3 or half-boat form glucose residues with various internal rotation
angles were examined, sincl it is possible that glucose residues in the chain of cellulose
transform C1 to 2B, B3 or half-boatform during nitration.

Among these, stable molecular conformations with theirrespective bridge oxygen
angles between 108-120° and with no intramolecular steric hindrance were studied.

As a result, it was clarified that only molecular configurations with half-boat glucose
residues, in which the rotation angle was 60° or about 300°, were stable, when the
molecule has a 5, screw structure and the screw sense is right handed in a direction
from C, to C,.

And also it was clarified that the chain inevitably changes from the 2; screw structure
in cellulose to the 5, screw structure in cellulose trinitrate, when the glucose residues in
the cain change from the C1 form to the half-boat form.
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