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TD-DFT Study on Electronic Spectrum Properties of Bis(2-phenyl-8-hydroxyquinolato)zinc and Its
Derivatives
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The structures of bis(2-phenyl-8-hydorxyquinolato)zinc (Zn(gPh),) and its derivatives were optimized in the ground states using ab initio HF
and B3LYP methods. The molecular structure of the first singlet excited state for Zn(gPh), and its derivatives were optimized by CIS/6-31G. The
absorption and excite spectra based on the above structure were obtained by the time-dependent density functional theory (TD-DFT) by the B3LYP
method with the 6-31G basis set. The calculated results of emission spectrum for Zn(gPh), and its derivatives have good agreement with the
experimental data. All compounds are excellent electrontransporting materials, luminescence wave bands of which can be tuned little by different
metals on the ligand of 8-hydroxyquinolinateo anion.
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