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Development of multiconfigurational electronic structure theory and simulation metho
d for quasidegenerate systems in solution

Nakano, Haruyuki

4,100,000 1,230,000

€Y)
&)

SCF MnO4 Cro4

We developed (1) multiconfigurational electronic structure methods for complex mol
ecular systems and (2) simulation methods for the free energy surface construction of chemical reactions i
n solution phase, and applied them to chemical phenomena including metal complexes in solution: developmen
t of the new relativistic MCSCF method and perturbation theory, analysis of the solvent effect and on the
excitation s?ectra of the MnO4 anion and Cr04 dianion, analysis of solvation in a mixed solvent of amino a
cid, and analysis of proton transfer reaction of glycine in a mixed solvent, etc.
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