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Abstract
The possible geometrical and electronic structures of small Ti,Mg n = 1—10 clusters have been optimized by using
B3LYP method of density functional theory DFT . The binding energies energy level distribution energy gaps electron
affinities dissociation energy and second difference in energy are calculated and discussed. The resulting geometries show that

the magnesium atom remains on the surface of clusters. The geometric effect and electronic effect clearly indicate the TisMg

cluster to be endowed with special stability .

Keywords density functional theory titanium-magnesium clusters structure of ground state

PACC 3640 3640B 3120A 3120B

* Project supported by the National Natural Science Foundation of China Grant No. 10276028 .
F E-mail Shengyong69 @ 163. com



