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Synthesis and Properties of Bis(peri-diphenylene)-fused 2,3,6,7-Tetraazanaphthalene

(Graduate School of Engineering, Kyoto University) OMasato Hisada, Daiki Shimizu,
Kenji Matsuda

We synthesized and characterized bis(diphenylene)-fused 2,3,6,7-tetraazanaphthalene
1. Single-crystal X-ray analysis revealed highly twisted structure of 1 with end-to-end
torsion angle of 98° in the long axes direction. Torsional degree was 13.0°/A, which is
one of the largest values for twisted n-systems. Molecules of 1 formed an orthogonal
1-D chain in the crystal with the closest intermolecular N...C distance of 3.09 A,
suggesting lp/m* interaction. With the aid of quantum chemical calculations, we found
non-negligible intermolecular Ip/n* interaction between lone pairs of 2,3,6,7-
tetraazanaphthalene (HOMO-1) and a =* orbital of another 2,3,6,7-
tetraazanaphthalene (LUMO+1).
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