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Fig.1 Atomic configuration of Ag/ Ni interface during bending process
(a) Ag: 120 atoms, Ni: 184 atoms
(b) Ag: 228 atoms, Ni: 344 atoms
(c) Ag: 402 atoms. Ni: 624 atoms
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Fig.2 Stress—displacement curves of Ag / Ni interface during bending process
1— Ag: 120 atoms, Ni: 184 atoms
2— Ag: 228 atoms, Ni: 344 atoms
3—Ag: 402 atoms, Ni: 624 atoms
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EFFECT OF CALCULATION CELL SIZE ON
RESULTS OF MOLECULAR DYNAMICS SIMULATION

LUO Xuan, FEI Weidong (Harbin Institute of Technology, Harbin 150001), QIAN
Gefei (Heilongjiang Provincial Survey Design and Research Institute of Hydraulic
Power, Harbin 150080), WANG Yuming (Jilin University, Changchun 130023)
(Manuscript received 1995—10-06, in revised form 1996—03—20)

ABSTRACT It is necessary to select a suitable size of calculation cell to study the interface
by molecular dynamics method, which should both save the calculation time and reduce the
effect of the cell size on the results of simulation. The present study indicated that when the
cell contains about 1000 atoms, the simulation results are agreement with the macro—law.
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