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The enhancement of the molecular dipole moment under the influence of the crystal lattice relative
to the value for the corresponding isolated molecule has been calculated for the three low-pressure
polymorphs of glycine using the semiempirical MINDOMamiltonian. In these calculations the
influence of the lattice on an arbitrarily chosen reference molecule has been included by modifying
the diagonal elements of tHg“°"® matrix. Starting from a set of atomic charges calculated for the
isolated molecule an initial crystal lattice had been set up and included into the calculation of new
self-consistent (SCF) charges for the reference molecule. The resulting set of new SCF charges was
then used to replace the lattice charges from the preceding run, and a new SCF calculation was
performed. This iterative process was continued until the difference between the electronic energies
and the sum of the absolute values of the differences between the atomic charges from two subsequent
SCF calculations was lower tha—> eV and10~° ey, respectively. The results agree nicely with
the experimental data obtained by other authorsfgtycine.
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