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State Vapor
Temperature(e / ) 2.0000
Density g ) 0.0010
Delta(o ) 1.1225
EPAV(e ) -0.7285
VIRAV(e ) -0.6719
Pressure(e /o =) 0.0020
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2(k )
State Solid
Temperature(e / ) 0.1000
Density ¢ ) 1.0000
Delta(o ) 0.1122
EPAV(e ) -885.6340
VIRAV(e ) -967.7565
Pressure(e /o ) -3.0112
2
C(T=0_10 R=1.0)
il T T T T
e '
L - iEeEELLL SSGECELE GECEEEEE TEEEEEE -
! — oo !
S S SR NN HEES S
00 : : : :
[ 2000 000 6002 2000 1
3
3 1MC
500



1

S laees

ra)

DZGFLACENEN] S

DP(T=0.10 R=1.0)

0.005
0.004 [ T i e e SO N
0.003
0.002 —— DISPLACEMENTS**2/stamae~2 | |
0.001
0
0 2000 4000 6000 8000
N
4
4  1MC
10000
3 (k )
State Liquid
Temperature(s / ) 1.4300
Density o -3) 0.6500
Delta(o ) 0.1296
EPAV(e ) -458.0718
VIRAV(g ) 103.6414
Pressure(e /o -3) 1.1224
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Lennard-Jones

Summary.
Monte Carlo Simulation of Lennard-Jones Molecular System

Tomofumi Maruyama
Graduate School, Hosei University

Yosuke Kataoka
Department of Materials Chemistry, Faculty of Engineering, Hosei University

The program of the Monte Carlo simulation of a Metropolis method was developed on Lennard-Jones molecular
system. The initial configuration was FCC structure. The vapor, liquid, solid and cluster phases were simulated
by the periodic boundary condition. The self-diffusion coefficient was estimated by the mean square displacement

with some assumption on the average displacement.
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