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Abstract

It is noted that a material system is generally complicated. Firstly, the scale gradation of materials structure and its effects
are analyzed, then the generation and development of “Computational M aterials Science” are introduced in this paper. And, some
. . . . C . ' e
corresponding revelations are discussed, which could be used for scientists and engineers reference in this field .
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Table 1 Several simulation methods vs space scale( nano— scopic &micro— scopie)
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Table 2 Several simulation methods vs space scale(micro— scopic & meso— scopic)
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Table 3 Several simulation methods vs space scale( meso— scopic & macwo— scopic)
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