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Theoretical study on the multiradical electronic states for phenalenyl molecule-graphene sheet
complexes (Department of Chemical Engineering, National Institute of Technology, Nara
College) OKyohei Yoneda

Phenalenyl molecule is a monoradical system, of which SOMO is delocalized over the whole
molecule. The phenalenyl molecule oligomers are found to exhibit a singlet multiradical
states and several unique electronic properties, e. g. remarkable enhancement of the third-order
nonlinear optical properties. In this study, using the spin-unrestricted density functional
theory method, we investigate the multiradical electronic states of phenalenyl molecule -
graphene sheet complexes.
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