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Prediction of Solubility of Aromatic Compound | Sumitomo Chemical Co., Ltd.

Isomers in Supercritical Carbon Dioxide

Process & Production Technology Center
Yasuhiko MorI

The Monte Carlo method with multi site model was proposed to calculate the solubility of

aromatic compounds and their isomers in supercritical carbon dioxide. The calculated solubility is

in good agreement with the experimental data by using common potential parameters without any

binary interaction parameters. The solubility of isomers also can be distinguished by this model.

It is shown that multi site model can be utilized as one of the group contribution method.
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