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Theoretical Study on First Hyperpolarizabilities of End-Capped Triply Branched Dendrimers
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A series of end-capped triply branched dendritic chromophores have been studied by means of density functional theory calculations. It
is found that the second order nonlinear optical properties of the end-capped dendrimers are strongly dependent on the mutual

orientations of the three chromophores, numbers of caps and the conjugation length of the chromophores. Large enhancement of the ™ rst
hyperpolarizability can be obtained when dipole moments of three branches in the dendrimers are highly parallelized.
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