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Rapid Cooling in Gaseous Ar with High Density

by Molecular Dynamics Simulation

ANE T R EA
Tsutomu Komiya, Yosuke Kataoka
IEBOR S L5 B A 5

Gaseous Ar with high density is cooled rapidly by molecular dynamics simulation.
function is Lennard-Jones 12-6 potential. The ensemble is NTV in the simulation.

The potential
The structure of the

cooled sample is classified as cluster or gaseous state by average potential energy, the pair correlation

function and the coordination number.
of the sample.
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The obtained structure depends on the density and the temperature
The temperature dependence of the energy is also examined.
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Fig.1 Lennard-Jones potential.
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Fig.2 Periodic boundary condition in 2-D.
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Fig. 4 Internal energy U vs. temperature T.
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Fig.5 Pressure Pvs. temperature T.
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Fig. 6 An example of configuration in the case of
density = 0.00178 g /cm®, T =10 K.
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