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First Principle Investigation of Positive Electrode Material for Lithium Ion Batteries

Chen Zhiwu Cheng Xuan Zhang Ying Yang Yong
(Xiamen University Xiamen 361005 China)

Abstract: In the implantation of lithium ions into and dissipation from lithium/metaloxide Positive material, the voltage and stability of the
material can be analyzed and predicted using the first principle methods. This paper reviews the theoretical background of first principle
methods and presents the results of a recent study of LiCoO, positive electrode. The investigation of Li.NiO, and multi-element substitution
should be a focal point of future research.
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