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TABLE 3 Ha, HoS, H;ODLI /85 A — %

mole. | ¢/k (K) | o(A) C D

Hy 24.78 3.227 | 0.226 | 1.068
HoS 278.6 3.706 | 0.759 | 1.331
H2>O 483.2 3.089 | 1.00 1.00
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Summary.

The Solubility of Hydrogen and H,S in water

using Lennard-Jones model with Molecular Dynamics Simulation

Tadatoshi Iwabuchi

Mechanical Engineering Major, Engineering Division, Graduate Course, Hosei University

Yosuke Kataoka
Department of Material Chemistry, College of Engineering, Hosei University

The basis for the present calculation of the solubility of gases by molecular dynamics (MD) simulation is the
evaluation of the chemical potential. In this paper, we used Kirkwood’s coupling parameter method and obtained
the solubilities. These were investigated by MD simulations under the following conditions : At supercritical
temperature of T' = 1.5¢pp and densities of p = 0.1 ~ OAGJE%, the system included single solute molecule and
107 solvent molecules, where egp and opp are Lennard-Jones (LJ) parameters of the solvent. The results on LJ
model are compared with Kishima’s experimental data at 440,450°C in geochemistry, and the comparison was
satisfactory in the high temperature region as supercritical temperatures.
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Molecular dynamics simulation, Lennard-Jones model, chemical potential, Henry’s law constant
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