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O ABSTRACT 0O

On the basis of approximate quantum — mechanical theory of internal — rotational potential
function of molecule has been suggested a method to evaluate relative deformation of molecule
during internal rotation. In particular, for a molecules, which have a plane of symmetry and one
angle of internal rotation j, have been derived an expressions that evidently, tie relative changes of
angles and bonded distances with geometrical parameters, dipole and qudropole moments and
charges of atoms in molecule, and also internal- rotational angle j. The results of theoretical
calculation of charges and moments of atoms were used to evaluate of deformation
anglesBC - C - X and distances C—-C in molecules XCH;— CH; X during internal rotation, where X
= H, F, CI, Br. The results of calculation show that moments and charges of atoms in molecule,
which using ,are not accurate. The subsequent development of this theory and theoretical
calculation methods have been discussed.
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