DEVIATION OF THE C—H BOND IN LIQUID
AND GASEOUS CHLOROMETHANE
AND IODOMETHANE

B.A. Okhrimenko, D.M. Samoilenko

Taras Shevchenko Kyiv National University
Faculty of Physics
(2, Academician Glushkov Ave., Kyiv 03127, Ukraine)

Summary

The method of 3N matrices has been used to solve the
inverse spectral problem of vibrational spectroscopy for
molecules of chloromethane, CICH3z, and iodomethane,
ICH3, belonging to the liquid or gaseous phases. The
deviation angles of C—H bonds have been calculated ir-
respective of the models of the molecular force field and
the environment. A comparison of the calculated values
of the shape parameter of molecular vibration modes,
the parameter of anharmonicity, and the deviation angle
of chemical bonds, which are characteristic of molecules
belonging to different states of aggregation, has been car-
ried out. The frequencies of characteristic vibrations of
molecules and the approximation of identical parameters
of anharmonicity for all vibration modes have been cho-
sen for calculations. The formalism of a “non-full” basis
of the vibration shapes has been used.



