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Theoretical study on chain-length dependences of open-shell characters and aromaticites of
two-electron redox states and boron-/nitrogen-substituted systems of dicyclopenta-fused
acenes (!Graduate School of Engineering Science, Osaka University, >School of Engineering
Science, Osaka University, 3Center for Spintronics Research Network, Osaka University,
‘Center for Quantum Information and Quantum Biology, Osaka University) O Yosuke
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Recently, open-shell molecules of 4nm-electron systems have attracted attention as novel
optical/magnetic functional materials. In contrast, details of electronic structures and properties
of (4n£2)m electron systems have not been well clarified. In this study, we investigate chain-
length dependences of open-shell characters and aromaticities of two-electron redox states and
hetero-substituted systems of dicyclopenta-fused acenes using quantum chemical calculations.
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