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Isotherm of Argon by Molecular Dynamics Simulation and Van der Waals Theory

ik TE7, R A
Chizuko Itou and Yosuke Kataoka

TRBOR S T AL 8

We investigated pressure and internal energy when the density of Argon was changed by molecular
dynamics simulation. We used application program “Materials Explorer 4.0” for present simulation. The
molecular interaction potential energy is Lennard-Jones function. The isothermal of the result was

compared with theoretical formula and examined the effectiveness of theoretical formula.
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Fig.1 Temperate T vs. Density p, p=1 atm.
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Fig.2 Molecular Configurations, Left:89 K, Right:178 K.

89 K TIZX D X 2 IZREM B FRDIZ DM, 43 T DL
ANR LN, ZHITEE 28 0.1~1 glem® O TH
S, BENHEZ DIZONRA IO OB A 722
<Y BHBRICHEEEDL 5 FIEDelltoTnoT,
I TCIHRBREEREICHD EBE XA BND, £,
ﬂmg%GKfi%%i%KAﬁbfwto

4.3.2 FRRICKD VAW KX & DLEE

WIZV R 2 b—ra URER K VSR EREICR T
LIES p DEALOERME . BimX 6) KV FEHL
7= VAW RXofE & & HIZFig. 3 127”7,

p-p-T

——MDT=Tc/2
3500 H =MD T=Tc 1 £
—+—MDT=2Tc |
—— 5 T=Tc/2 '

L | &
2001 mg ToTc I
_ 183 T=0Tc £ .
£s00 A
5 A~ )
& -~
500 — —
e - —n
=

——

0 02 04 08 08 1 1.2 14
pllglem3]

Fig.3 Pressure p vs. Density p
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Fig.4 Pressure p vs. Density p.
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Fig.5 Internal Energy U vs. Density p.
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