VAPOR-LIQUID EQUILIBRIUM MODELING IN THE SYSTEMS CONTAINING GLYCOLS AND WATER
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Pure glycols and their aqueous solutions are widely used in many practical applications. Also the associating systems formed by glycols and water are interesting from theoretical point of view. For these systems various molecular-statistical models have been tested recently. In this work the hole lattice quasichemical model in its group-contribution version (HM) proposed by Smirnova and Victorov [1-3] is applied for the correlation and prediction of vapor-liquid equilibrium (VLE) of binary mixtures water + glycol (1,2-ethanediol; 1,2-propanediol; 1,3-propanediol; 1,2,3-propanetriol) and glycol + glycol (1,2-ethanediol + 1,2-propanediol). In addition, ternary VLE for water + 1,2-ethanediol + 1,2-propanediol system is predicted.
New HM parameters taking into account interactions between different contact sites, including alkyl and hydroxyl groups, have been determined and used to describe both pure components and mixtures. The calculated results are in good agreement with experimental data.
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