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The precipitates in steel play an important role to strengthen steel. We plan to calculate the
interface energy between precipitate and iron, which is the important factor of controlling growth of
the precipitate. The interface energy for the system with 1500 atoms was performed by using the
order-N method of the first-principles calculation on the TSUBAME supercomputer. We perform test
calculations for larger system and confirm the high parallelization efficiency for more than 1000
cores.
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