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Calculation of Solubility Parameters of Organic Solvents by
Molecular Dynamics Simulation
XIA Qing', YIN Kai—liang'?
(1. Department of Chemical Engineering, Jiangsu Polytechnic University, Changzhou 213016, China;
2. Department of Chemistry, Zhejiang University, Hangzhou 310027, China)

Abstract: The calculation result of the solubility parameters of 17 organic solvents including polar, non-
polar and H — bonding ones from molecular dynamics simuiation was reported in this paper. The calculat-
ed solubility parameters of all nonpolar and majority of polar solvents agreed with the experimental ones
within less than one percent relative error, whereas the relative error was more than one percent in the
case of minority of polar and H — bonding solvents, in which the relative error of phenol was up to fifteen
percent,
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