A1441-1Tvn-02 BALEA H104EFES (2024)

EXRYTFPIAVVEHZERKDT A VE - A FF U EOEFEE
(2D T mfﬂamﬁﬁn
(Wkﬁ%WIIIﬁka#-WﬁR&m@-Wkuxonw-chmN%
ORYFIRLE ' + EAET 1224+ AT R 1234

Theoretical study on the electronic structure of anion and cation species of directly linked bis-
periazulene dimers
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Synthesis and isolation of bis-periazulene (cyclohepta|def]fluorene) derivatives were reported,
and their unique open-shell electronic structures were revealed. On the other hand, the synthesis
and isolation of several directly linked azulene dimers showing unique linking-position-
dependent electronic structures and properties were reported. In this regard, directly linked dimers
of bis-periazulene can be attractive candidates for novel stimuli-responsive open-shell molecular
systems with tunable electronic properties. Here, we theoretically investigated the geometric
features and electronic structures of several dimers of bis-periazulene in the anionic and cationic

states using quantum chemical calculations.
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Fig.1 Important canonical forms in the resonance structure of bis —perlazulene
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