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Simulation of grain boundary migration on the surface
of the weld metal by molecular dynamics
by Shin-ichi SHIBATA
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AT FENHEEZRA L. 97205, Newton OES AR 2 EMEANTHENT
JR T O AR ZERI R OEEFBF 21572, BT v IIIEE—AD KR T > o v )L 2B L=,

¢(r) = elezxp(—2a(r — 7)) — 2exp(—a(r — 0))] (1)

alIRE. SREE TN IZTLDRT v )L EINTND, € =0.06228aJ, a = 11.65nmL,
0 =0.3253nm & L7z, rldETFREEETHS.

AT 2 BB ORI A Az, — DI [111] £H D IZ38.21°EEE L 27 MG PRI &, ©
5 —D[111] £H D IT32.00° R Lk R (LR, T4 LKR) THS. FERIVIZRIIC,
300K, 0.1 fsx5000 AT v T OEFHGEE{To/z. T 0%, HREICBNT, IEHUREGHE, 950K
ICTRABEGRIRE 217>/, 2h, RELUNADHE (F9200pm DR X)) IFEEFERFEE L. &
WDIENBILNEEIT—FICRREL THEEZT-o 7.
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BLIZSTRIRE T > LRRICBT S, BE
CHABURBOBERERT. WE OILBUREITIR
BEIC ERICHE, MEmMIC®mL Tnwas. L»
UisinG, I LRIRIITT SHEL T, JEH
RENKELS, RCERETIIEHELST < />
T, K213, 850KICBITS, STHIAES
TLRRDNT 7 M) —DREBETHS. % -
FEFOMEIZ100 ATy FichkzoT, @FT 100 —t—
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BLAIBIEOVENT T DIRFF S TR D, RIFHE R Fig. 1 Relationship between diffusion
DIFFOBHEHEIIEL 72> TW5D. —F, T coefficient and temperature.
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(b) Random G.B.
Fig.2 Trajectories of atoms at 850K. (c) Random G.B (d) Random G.B.
£ Fig. 3 (a) and (c) for the initial cells of M.D. calculation and,
o (c) and (d) trajectories of atoms after the calculation.
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Fig.4 Relationship between the amount of LN
grain boundary migration and time. _—
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Y 1X10T' f2x10 3x10 Fig.6 Trajectories in the vicinity of
. . . ime 1S . grain boundaries.
Fig.5 Relationship between internal energy
and time.
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