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Chrysene has a minimum framework of phenacene-type polycyclic aromatic hydrocarbons
(PAHs) belonging to Ca, point group according to the molecular symmetry. Azachrysene
compounds, where a carbon atom of chrysene is replaced by a nitrogen one, show different
electronic properties depending on the position of nitrogen atom. In this study, we
systematically examined an effect of a nitrogen atom on electronic properties, notably a
molecular orbital energy diagram and a UV-Vis spectrum for a series of azachrysene
compounds by theoretical calculations and experimental observations.
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Figure 1. Excited states of chrysene and
1-azachrysene as obtained from the TD-
B3PW91 calculations. The experimental
absorption spectrum of 1-azachrysene is
shown in the bottom panel.
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