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The packing pattern and properties of a t-conjugated carbocation with an unsymmetrical push-
pull structure (Urban Environmental Sciences, Tokyo Metropolitan University) ONaoki Endoh,
Moe Kyoya, Masato Ito, Yuji Kubo

Ion pairs embedded in a T-conjugated framework alter their stacking mode according to the
different interactions between cation and anion charges. Therefore, various functionalities can
be obtained by changing the counter anion toward a m-cation species. In this study, unsymmetric
m-cation species with an intramolecular push-pull structure (la—c) were synthesized. All
derivatives showed similar absorption spectra in acetonitrile solution, while the diffuse
reflection spectrum of 1a was red-shifted over 1000 nm. The result of X-ray crystallographic
analysis allowed us to confirm that compound 1a has a [2+2]-type charge stacking structure in
contrast to [1+1]-type charge stacking structures of 1b and 1c.
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Figure 1. Molecular structures of 1a—1c.
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Figure 2. Absorption spectra in CH3CN
(50 uM) (a) and diffuse reflectance (b)
spectra of 1a—1c.
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Figure 3. Packing patterns of 1a (a) and
1b (b).
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