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Abstract;In order to further study the correlation and polarity strength of the internal structure stability of cluster
Co,Mo, P, ,based on the topological principle and density functional theory, a series of calculations are carried out
by using Gaussian09 software at the high quantitative level of B3LYP/Lanl2dz. Cluster Co,Mo,P; is analyzed by
density of state diagram,polarizability and dipole moment. The results show that there are five different orbital hy-
bridization modes that are p-p,p-d, p-p-d,d-d-p and p-d-d,among which p-p,p-d and p-p-d are the configurations.
1® configuration is most prone to polarization under the action of external electric field ,and its structural stability is
better than other configurations. Each stable configuration of cluster Co,Mo,P; is a polar molecule, and the dipole
moment and polarity of configuration 4’ are the largest.
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