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[ Abstract] The crystalline self-assembled n-conjugated dendrimer framework composed of
a triazine (TAZ) core and third-generation carbazole (Cz) dendrons by Yamamoto et al. This
third-generation triazine (G3TAZ) dendrimer forms different self-assembled structures and/or
morphology depending on the concentration of dendrimers and the difference of mixture
ratios of good (chloroform) and poor (acetonitrile) solvents. In this study, we have performed
the molecular dynamics simulation study to investigate the self-organization structures
depending on the concentration of dendrimers and mixture ratios of solvents. The results of
radial distribution functions (RDFs) indicate that different self-assembled structures are
formed depending on the difference of the mixture ratio of chloroform and acetonitrile
solvents. When the ratio of chloroform is higher than acetonitrile, the RDF indicates that the
self-assembled structure of G3TAZ is crystal-like structure. The RDF when the ratio of
acetonitrile is higher than chloroform indicates that the more amorphous-like structure is
formed.
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Fig. 1. Radial distribution functions (RDFs) of G3TAZ aggregate in chloroform-acetonitrile solvent
in equilibrium state after 90-100 ns molecular dynamics simulation.
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