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Non-Kekulé triplet hydrocarbons are expected to be the basic motifs of organic molecular magnets.
However, their detailed electronic structures and physical properties have not been fully elucidated
due to their high reactivity

In this study, a non-Kekulé hydrocarbon was synthesized from a known compound in five steps, and
its structure was determined by the X-ray crystal structural analysis. The bond lengths agree with
the results of quantum chemical calculations. The non-Kekulé hydrocarbon is stable in the glove
box and gradual |y decomposes when the solution is exposed to air. The ESR spectrum of the non-Kekulé
hydrocarbon in solution shows hyperfine structures, which is consistent with the target molecule.
Magnetic measurement showed that the purity is about 90% and that the energy difference between
the ground triplet state and the thermally-excited singlet state is large. The non-Kekulé
hydrocarbon showed a weak absorption around 500 nm and amphoteric redox properties.




