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Theoretical study on intermolecular configurational dependence of electronic structures and
optical response properties of one-dimensional m-stacked open-shell molecular aggregates
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Osaka University, > QIQB, Osaka University, * CSRN, Osaka University) Jinki Shoda', Ryohei
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Owing to the covalent-like intermolecular interactions, several neutral m-conjugated open-
shell molecules, such as phenalenyl and cyclic thiazyl radicals, are known to form n-stacking
structures in molecular aggregates and/or in solid state. Intermolecular configurations, such
as alternation of intermolecular distances and variation of relative angles, are predicted to affect
the electronic structure and properties in such n-stacked structures. In this study, we discuss
the intermolecular configurational dependence of electronic structures and optical response
properties of one-dimensional n-stacked open-shell molecular aggregates by quantum chemical
calculations.
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