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CHANG Qing?!, WU Shui-Xing!, KAN Yu-He?, YANG Shuang-Yang®, TENG Yun-Leil, YANG Guo-
Chun?, su Zhong—Minl*

The ground states and low-lying excited states of the four silole derivatives are fully optimized with the
density functional theory-B3LYP and configuration interaction singles(CIS). On the basis of the Article by

geometries, we computed the ionization potentials(P,), electron affinities(E, ), reorganization energies, Article by
and other energies. And we obtained the absorption and emission spectra with time-dependent density Article by

functional theory(TD-DFT) calculation on the ground states and excited states, respectively. The results )
for the four derivatives are studied in comparison to each other. Then we analyzed the varieties of the Article by
energies and the spectra, and explain that pyspy can act as electron injection material, and assign that Article by
the hole transfer material can be achieved based on prspr, finally point out that thsth and fusfu can act Article by

as emitting materials in bulk state. .
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