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中文摘要

      利用密度泛函理论计算了一系列三枝加盖树状发光分子的性质．发现加盖树状分子的二阶非线性光学性质和三支发色团的相对位置，所加盖

子的数量，以及发色团的长度关系很大．当树状分子三枝的偶极矩平行度较高时，可以得到增强的一阶超极化率.

英文摘要

      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 ˉrst 
hyperpolarizability can be obtained when dipole moments of three branches in the dendrimers are highly parallelized.
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