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We developed multiconfigurational methods applicable to complicated
electronic structures of large molecules and integral-equation-theory based methods for
quasidegenerate system in solution phase, and applied them to chemical phenomena in solutions
including biological and metal systems: New active space GORMAS for MCSCF method, relativistic
two-electron repulsive operator for Douglas-Kroll method, implementation of state-averaged MCSCF
method into (3D-)RISM-SCF, pKa value by 3D-RISM-SCF theory coupled with linear correction, effect of

molecular orientation correlation on solvation free energy in RISM theory, description of large
conformational changes of proteins in cosolvents, and Effect of molecular orientation correlation on
solvation free energy of RISM theory, description of large conformational changes of proteins in
co-solvents, etc.
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