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Elucidation of electronic properties of singlet biradicals in the excited state

Kubo, Takashi
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The purﬁose of this study is to elucidate the nature of the excited states
of singlet biradical species, which are compounds with two unpaired electrons in the molecule. In
particular, we focused on the two points of SF and Baird aromaticity, and aimed to explore new
phenomena through experimental and theoretical elucidation of the mechanism, molecular design and
actual synthesis of compounds suitable for experimental verification, and evaluation of the
properties of the synthesized compounds. In fact, we succeeded in synthesizing singlet biradical
compounds with ortho-quinodimethane structure, stacked radical compounds, and anthracene-cluster
molecules, and clarified their electronic structures in detail using spectroscopic methods and
quantum chemical calculations.
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Systhesis of a new spiro singlet tetraradical and evaluate its characteristics
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