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A study of quasidegenerate electronic states by relativistic multi-reference theory
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Theoretical calculations of molecular systems including heavy atoms need
treatment of both relativistic and electron correlation effects. However, the requirement of enormous
computational resource makes it difficult to perform. In this study, we succeeded in reducing the
computational cost by applying ORMAS method to relativistic calculation.

Many effort have been made to develop a system dividing scheme to reduce the comﬁutational cost further
for calculating large molecular systems. We focused on the methods using non-orthogonal molecular
orbitals. The method is a rigorous method and realizes arbitrary division of the system, however, the
solution was difficult to obtain. We developed a new procedure to obtain this solution.
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