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Simulation-based material design system using data mining
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GPGPU

Recently, GPGPU or multi-core computers are very familiar as the small-scale of mi
ddle-scale computing environment. Many package programs for computational chemistry and computational phys
ics are also full-grown. On the other hand, a result of such package programs is the mass of numerical dat
a so that we require auto-processing of the data for utilizing many computational results. This theme exam
ined a fundamental performance evaluation in order to discuss suitable system size. Furthermore, this them
e tried classifying molecular structure in a computational result via data mining technology. As the resul
t, we found that we can run massively many computational jobs for less than ten carbon atoms. Moreover, au
to-classification for molecular structure can find out as the same rule as the human do it.
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