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Recently, synthesis and isolation of bis-periazulene (cyclohepta[def]fluorene) derivatives
were reported and these derivatives are shown to exhibit unique electronic structures that are
different from that of azulene. On the other hand, several directly-linked azulene dimers have
been reported to exhibit variety of electronic structures depending on the linking position. In
this study, we investigated the relationship between the linking position and the electronic
structure of directly-linked bis-periazulene dimer models using quantum chemical calculations.
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Fig.1 Important canonical forms in the resonance structure of bis-periazulene
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Fig.2 Covalently-linked dimers of bis-periazulene investigated in this study
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