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[Abstract] Quantum chemical calculation is widely used not only in chemistry but also in
various research fields such as engineering and biology. The Hartree-Fock approximation is a
basic and an excellent method. However, it is very difficult to reproduce the dissociation
potential curve for homonuclear diatomic molecules. In order to improve this problem, we
emply Spin-Symmetrized Hartree-Fock (SSHF) [1]. SSHF is a method of calculating the state
by using another reference made of time-reversal operator. Since this method uses only two
reference, it reduces the computational cost and the influence of spin contamination. We
examed this method for dissociation potential curve calculation of homonuclear diatomic
molecule.
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