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The aggregation-induced emission (AIE) of a cyanostilbene derivative, called CN-MBE, was studied
theoretically by using electronic structure calculations, together with molecular dynamics (MD)
simulations. The FEform of CN-MBE has been known to exhibit the AIE, which is non-emissive in
dilute solutions but becomes highly emissive in solid or aggregated states; however, its Zisoform is
non-emissive even in a crystal. In this study, we have investigated the conformation-dependent AIE
mechanism of CN-MBE. The method combining the quantum chemistry calculation and the MD
simulation used in this study can not only be utilized for analysis of various other various AIE
phenomena but also in the development of new photochemical devices making use of the specificity of

molecular crystals.
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