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Exploration of non-Kekule pi-system with mesoionic electronic structure
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Organic compounds change their properties depending on the arrangement of
atoms (structure) that make up the molecules. The infinite number of molecular structures and
combinations of elements allows a truly infinite number of new materials to exist. When the
molecular structure of organic compounds is systematically classified, most molecules belong to a
group called "Kekule molecules,”™ in which all atoms are bonded or paired in neutral form, while
there are a few "non-Kekule molecules™ that are not. They attract attention as next-generation
materials because they exhibit beneficial electrical, magnetic, and optical properties not found in
Kekule molecules.

In this study, we synthesized various non-Kekule molecules with mesoionic properties, which have
rarely been studied, and investigated whether they exhibit such properties.
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