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Conjugated molecules involving eight-membered rings tend to exhibit interesting electronic
structures and properties due to the 4nm antiaromaticity of the eight-membered ring part.
Although the parent eight-membered ring is known to have a non-planar structure, it is
expected that chemical modification or external field control can modulate their structures,
electronic states, and properties. In this study, we will discuss the relationship between the
structures, aromaticities, open-shell characters and properties of conjugated molecules
composed of five-, six- and eight-membered rings by using quantum chemical calculations.
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