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The Platform for Lithium Ion Battery Materials Data Calculation and
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Abstract: One important technique mean used to discover and design novel lithium ion battery materials is the ma—

terials genome initiative ( MGI) method. A large amount of lithium ion battery materials basic physical and chemical

properties can be generated through high-throughput calculations. The correlations between materials composition

and structure and their physical and chemical properties can be analyzed with data mining techniques and then can

be used to guide the discovery of novel materials and designing of conventional materials for lithium ion battery.

With the basic idea of the MGI this paper takes the Inorganic Crystal Structure Database as source data the input

files of the first principles calculations software VASP are created through a Web server and transferred to a parallel

computing center. The materials properties data are then calculated and returned to the Web server. Through data

mining technique the correlations between lithium ion battery materials composition and structure and their physical

and chemical properties can be summarized which provides strong support to the design of the next generation lithi—

um ion battery materials.
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