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Table 1 L -J potential parameter sused in calculation
atom -pair €/ev(atom)” ! a/nm
AgAg Q 3442 Q 26385
NiNi Q 5157 Q 22734
AgNi Q 4311 Q 24546
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: N : :
) , re=2 5ro
, , , o=
Q 3442ev= 5 5x 10 *J, (o= Q 26385nm = 2 6385x 10 “m), fag=
486a.9/Ry= 1 0x 10 N, To= (Magtho®/486¢) V7= 3 816x 10 s, T
= Gg¢/Ke= 4 02x 10°K (Ks )
VERLET (58], At= 1 00x 10 *Tg,
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Fig 2 A tomic configuration after static relaxation

in non-interface condition
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Fig 4 A tomic configuration of A g/MN i interface
after static relaxation
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Fig 3 Potential curve after static relaxation

in non-interface condition
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Fig 5 Potential curve of A g i interface

after static relaxation
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Fig 6 Potential curve in bending under Fig 7 Stressstrain curve in bending under

non-interface condition non-interface condition
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Fig 8 Potential curve of AgM i interface in bending Fig 9 Stressstrain curve of A g/N i interface in bending
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MOL ECULARDY NAM ICSSM ULATION OF THE EFFECTSOF INTERFACE
ON THE BEND ING PROPERTIESOF COM POSITE

Luo Xuan®®  Qian Gefei® LiuQiuyun®  FeiW eidong®
(a School of M aterials Science and Engineering, Harbin Institute of Technology, Harbin 150001)

(b State Key L aboratory for Surface Physics and Institute of Physics, ChineseA cademy of Sciences, Beijing 100080)
(c LNM, Institute of M echanics, CA S, Beijing 100080)

Abstract In thispaper, two real crystalsof Ag andN iwere selected T he follow ing two
oconditionsw ere studied by theM olecular Dynamics (M D) simulationmethod: thefirstoneis
that the two bulk metals are too far to form interface the second one is that they form inter-
face By smulating the static relaxation and dynamics bending process, the differences be-
tw een the wo conditionsw ere compared T he results show that the existence of interface af-
fects greatly, sometimes even controls the mechanical properties of the composite

Key words molecular dynamics, compositematerial, interface, computer smulation



