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The possible structure of Cug cluster has been given with the GaussView that is a graphical

user interface software. The structure optimization was performed on the B3LYP functional
and SDD basic set of the quantum computational software of Gaussian03. And eight isomers
of Cug cluster were calculated. The binding energy and the structure of eight isomers have

been investigated in detail. The result showed that the value of the binding energy was in
reasonable agreement with available experimental data, as well as with other theoretical

results, and the most stable structure was the triangle of plane. Three new isomers of the
Cub6 cluster have been got in our work, which would be the valuable data for the further
theoretical and experimental study.
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