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Abstract

composition term is re-parameterized in order to take into account only dispersive forces
between associating and inert functional groups. Good correlation and prediction of

experimental VLE, LLE and Y~ data for mixtures containing water, acids, alcohols and inert
compounds are obtained.

Introduction

In this work, the association mode] (A-UNIFAC) is applied to mixtures containing also
carboxylic acids. Moreover, in order to improve the LLE predictions, the number of alkane
groups is increased, by introducing a water soluble (WS)CH; group. _

To model the association behavior of the carboxylic acids it is necessary to define its

Fig. 1 represents the fraction of non bonded sites calculated by the SAFT equation (Huang
and Radosz, 1990) for ethanol and acetic acid at saturated liquid conditions, At the high
temperature region, where the liquid phase density decreases towards the critical density




