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Elucidation of Electronic Structures and Physical Properties of
m-Quinodimethane-Based Open-Shell Molecules
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We have studied m-quinodimethane-based diradicals considering that their
spin multiplicities could be changed by controlling the interaction of unpaired electrons and
succeeded in the synthesis and isolation of triplet polycyclic diradicals, including a triangulene
derivative which is a Kekule hydrocarbon, nitrogen-doped triangulene cation, and a bisdibenzo[3,4:5,
6]cyclohepta[l,2-a:2,1-d]benzene derivative which is a Kekule hydrocarbon. These studies are the
first examples of triplet polycyclic hydrocarbons isolated as crystals and NIR-emissive triplet
diradical.
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