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Fusion and development of multiconfigurational electronic state theory and
integral equation theory suitable for quasidegenerate systems in solution

NAKANO, Haruyuki
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CBM36

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: Coordination structure and excitation spectra of Cu(ll)
-water complexes in aqueous solution; Solvatochromism and preferential solvation of Brooker®"s
merocyanine in water-methanol mixtures; Complex formation of p-carboxybenzeneboronic acid with a
monosaccharide; lon dependence of carbohydrate binding of CBM36; Size-dependent adsorption sites in
a Prussian blue nanoparticle, etc.
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