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AO01 Analysis

Yuki KURASHIGE

[Research Subject] Theoretical analysis of photochemical reactions of transition
metal complexes — the complex processes involving spin symmetry changes —

Associate Professor

Graduate School of System Informatics
Kobe University

[E-mail] kurashige@kitty.kobe-u.ac.jp

[Speciality] Theoretical chemistry, Quantum chemistry

[Keywords] Metal complex, m-conjugated systems, Excited states

Using the density-matrix renormalization group algorithm based multireference electronic-
structure methods, we will investigate the excited-state dynamics in 7 -conjugated organic crystals
and complexes with metal clusters, in which high-dimensionality in the quantum states is embodied.

Research Group Activity

Development of new methods in Catalytic reactions of metalloenzymes
molecular electronic-structure theory and polynuclear metal complexes
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Development of ab jnitio density-matrix renormalization Entangled quantum electronic wave functions
group (DMRG) methods for entangled quantum states of the Mn,CaO;s cluster in photosystem II
Electronic properties of Quantum transport and excited-state

n-conjugated molecules dynamics in molecular aggregates

Effect of molecular orientation
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Novel quantum states of electron spins Triplet transfer in liquid crystal system
in polycarbenes and graphene nanoribbons What factors govern the efficiency?




