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Identification and Property of a Reduced Hexaazatrinaphthylene (' Graduate School of Science,
Okayama University of Science, °College of Science, Ibaraki University) OTakahiro Oshima,'
Kan Wakamatsu,! Kiyoshi Fujisawa,> Hideyuki Higashimura'

It is known that hexaazatrinaphthylene (HATN) can be synthesized generally by the reaction of
hexaketocyclohexane with 1,2-phenylenediamine at 60-120 °C as pale-yellow colored powder, but
we have found that the reaction at higher temperature produces the deep-blue product as a single
crystal.) By comparing the single-crystal structure, FT-IR, and 'H-NMR analysis of the deep-blue
product with DFT calculations, the product was identified as an HATN reductant (HATN-H>).
HATN-H; has characteristics of a broad long-wavelength absorption band at 667 nm in solution
under Ar in the UV-Vis spectrum. The characteristic would come from the narrow band gap of
HATN-H3, which has two amino groups and four imines. It is also noted that HATN-Hj is stable in
solid-state under air atmosphere, but unstable in solution-state and gradually oxidized to HATN.
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