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By means of utilizing TSUBAME system, we have developed a fundamental procedure of
computational materials design and it has been applied to a practical example of design of distorted
graphen sheet. We have obtained stable structures by structural optimization based on density
functional method from initial models of distorted graphen sheet which are built-up by combination
of some small parts of graphen models. The optimized structures show typical feature of Raman
spectrum which is exhibited in usual carbon materials.
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