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Aim of this work is to write part of the semi-automatic Fortran program to
develop the Intermolecular Pair Potential Function by means of quantum chemical
calculations. The program GENERATE version 10 was developed to generate
numerous configurations of the complex and calulate the corresponding complexation
energies. Generated configuration of the complex involes symmetry of the two
molecules. The program generates as many complex configurations as possible
covering the space around each other. Consequently, quantum chemical calculations
have been performed for the aforementioned configurations. All calculations were
performed using Gaussian 98 program using the following two choices, with and
without BSSE corrections. In this study, the NHs-Li+and NHs-NHs system have been
used to develop and test the program.
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