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Relevant Synthesis to Manipulating Non-Planarity in Dibenzo[g,p]chrysene: Substitution
Reactions at the Bay (Ryukoku University) ONaruhiro Yoshida, Ryuhei Akasaka, Tetsuo
Iwasawa

Manipulating the non-planarity of pi-conjugated molecules is significant for the development
of functional organic materials those underpin our future technologies. Because the effect of
the twist on molecular packing that involves orbital interactions clearly appears in solid state
properties such as carrier transportation. Among such types of non-planar pi-systems,
dibenzo[g.p]chrysene (DBC) is known as one of the most appealing polyaromatic
hydrocarbons. We chemists have long sought to develop DBC derivatives; however, synthetic
problems prevent us to deploy DBCs as not only molecular materials but also basic research
target compounds. Herein we present to perform substitution reactions at four bromines of the
bay regions. With the aid of DFT computational procedures as well as crystallographic data,
DBCs turned out to be flexibly movable in a range of about 26°. In addition, several kinds of
chemical properties in DBC cores were also unveiled (Figure 1).
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Figure 1. With the aid of DFT calculations and crystallographic analyses, the DBC core turned
out to be flexibly movable in a range of from 57° to 31°.
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