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Synthesis and Properties of Sulfur-doped Diareno[a,f]pentalene (Graduate School of
Engineering, Osaka University) Akihito Konishi, O Yusuke Mizuno, Makoto Yasuda

Recently, we synthesized diareno[a,f]pentalenes 1 and 2, and revealed their properties. The
molecule 1 shows a peripheral 16m-antiaromaticity with an appreciable open-shell character.
On the other hand, the molecule 2 shows a localized 8m-antiaromaticity with a closed-shell
ground state. Ring fusions of heteroaromatics into m-conjugated compounds should impact
their electronic properties. To investigate the effect of sulfur-doping on antiaromaticity and
open-shell character in diareno[a,f]pentalene, we synthesized dibenzothieno[q,f]pentalenes 3
and 4, and revealed their properties. The X-ray analysis of 3 showed that the bond length
alternation on the 5-5-6 membered rings was observed. The positive NICS values were
estimated on these rings, suggesting the appearance of antiaromaticity with the 12zn-electron
system. In addition, broadening of the "H NMR signals were observed at room temperature,
indicating that 3 has an appreciable open-shell character of 3.
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