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Electronic Structure and Stability of BnAl»..N»,(n=12, 6, 0)

WANG Le, LI Ling
(Department of Basic Education, College of Technology & Engineering, Yangtze University, Jingzhou, Hubei 434020)

Abstract: Geometrical structure of BnAl,,.,Nix(n=12, 6, 0) is optimized and their electronic structure is studied

using DFT methods. The result shows , in this cluster , when replaced B by Al in all isomer of BnAl;,_,N;,, AI-N

bond or B-N bond clustered together is the lowest and the most stable.
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