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Recently, organic compounds that exhibit bistability have attracted attention in terms of
molecular device applications such as molecular switches and memristors. In such applications,
it is important to study not only the structures and properties of the main skeleton but also
changes in the structures and properties due to the introduction of substituents. In this study,
we have investigated the effect of introducing substituents on the structure and electronic state
of various open-shell fused-ring n-conjugated molecular systems including azulene skeleton,
which may exhibit bistability, based on quantum chemical calculations.
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Fig. 1. Resonance structure of bis-periazulene (1) and its tri-substituted derivative.
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