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Scaled Schrédinger Equation, ESF and SAC-CI Combined Theory. Application ('Quantum
Chemistry Research Institute) OHiroyuki Nakashima,' Hiroshi Nakatsuji'

An efficient and powerful theory, that combines the free complement (FC) theory based on
the Scaled Schrodinger equation, electrostatic force (ESF) theory, and SAC/SAC-CI theory,
was developed recently by Nakatsuji. In the present work, we applied this theory to several
molecules and calculated their accurate ground, singlet and triplet excited, and ionized states.
Not only the energetic results, we analyzed the forces acting on the nuclei and density maps.
This combined theory should be useful for studying structures, reactions and dynamics.
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