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Relevant Structural Analysis to the Multi-Substituted Buckybowl of Diindeno(1,2,3,4-de
fg:1°,2°,3" 4'-mnop)chrysene (Ryukoku University) ORyuhei Akasaka, Naoki Yoshida, Te
tsuo Iwasawa.

Herein we present new synthesis of the solution-processable and multi-substituted buckybowl,
namely diindeno(1,2,3,4-defg:1°,2°,3°,4’-mnop)chrysene. Crystallographic analysis revealed
the gently curved buckybowl is featured with interesting bond lengths and angles and bowl-
depth as well as significant packing views. With the aid of DFT calculation based on
B3LYP/6-31G (d,p), definite values of POAV (pi-orbital axis vector) and HOMO/LUMO
levels were clarified. Of important note was that the states of HOMO were obviously different
between the substituted buckybowl and unsubstituted one: Substitution effect would clearly
appear on the 6:6-bond, centered olefinic bond, where no coefficient of HOMO orbitals was
observed (Figure 1).
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Figure 1. HOMO/LUMO of the substituted buckybow! (left) and unsubstituted one (right).
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