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The Density Functional Analysis of Electronic Properties of
Cluster MMoS, (M =Ni, Co,Fe)

SONG Jia,FANG Zhigang * , WANG Zhiyao,LIU Li’e,SONG Jingli, WU Tinghui
(School of Chemical Engineering, University of Science and Technology, Anshan Liaoning 114051, China)

Abstract; In order to study the electron flow inside the cluster MMoS, , the B3LYP functional and Def2tzvp basis

groups are analyzed (M =Ni, Co, Fe). Eight stable configurations are obtained ,including 3 triplet states,2 primary

and binary states,and 1 tetraploid, including planar and planar-like shapes. By analyzing and discussing the charge

amount , distribution number and electron spin density of cluster MMoS, , it can be concluded that metal atoms Ni,

Co,Fe and Mo are often the power supply bodies that provide electrons and are the main providers of internal elec-

tron flow. The non-metallic atom S tends to act as a receiving body for electrons. In the cluster MMoS,, from the

perspective of atomic orbitals, it is found that the s orbital of the atom is dominated by electron outflow and is the

power supply body,while the d orbital and p orbital are dominated by electron inflow and are the electric receiver.
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