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Abstract
The lattice structure band structure density of state and optical properties of pure ZnO Al Ni doped ZnO and Al-Ni
codoped ZnO were calculated by first-principles method respectively. The results reveal that the imaginary part of the dielectric
function of pure ZnO and Al-ZnO Ni-ZnO Al Ni -ZnO have an obvious difference in the low energy range but are similar in
the high energy range. As to the optical properties the absorption coefficient and reflectivity of Al-ZnO are much smaller than
Ni-ZnO which means a higher transmissivity in the visible light range. Especially compared with Al Ni doped ZnO Al Ni -

7n0 has a significant change in the optical properties.

Keywords 7ZnO doping first principles optical properties
PACC 7115A 7115M 7840G 7865K

* Project supported by the National Natural Science Foundation of China Grant Nos. 10847116 50572021  the Natural Science Foundation for
Photoelectronic Material Base of Hebei Province China Grant No. 08B007  the Natural Science Foundation of the Hebei University China Grant No.
y2006080 .

F E-mail lguan@hbu. edu. cn



