#&=X C-19
HEMREMHBIEHRRRBREE

ERk2 3% 6 H 7 HBUE

HEAES : 14501

HEIEER : HEFEHE B)

LM : 2009 ~ 2010

REES . 21760078

HRFEL (FIX) FREEFITILET—IRN—RXOBELEMCEIZLLEEHRET
I aL—2DFAHE

Development of Ab-Initio Local Lattice Instability Databases
and MC Simulator for Alloy Design
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WFFERL T DOBEZE (J230) : Stable site, free energy, heat solution and the positiveness of elastic
coefficients or lattice stability are discussed for Y, O, Ti and Al in bee Fe-matrix by ab-initio
lattice instability analyses. We also developed Monte Carlo simulator with simple potential
function that represent the “mean” atoms for YO and TiO2, and demonstrated the
morphology under complicated phenomena such as vacancies and grain boundaries.
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