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Introduction
« Strong influence of electrolytes on solubility of organic « Very few electrolyte models allow the prediction of
species in aqueous solutions liquid-liquid equilibria (LLE)

 Extension of the predictive thermodynamic model
COSMO-RS

* Refinement of the model particularly for the prediction of

« Extraction of hydrophilic species with polar organic
solvents possible upon addition of salts

 Reduction of experimental effort with predictive

thermodynamic models liquid-liquid equilibrium data
Modelling of Electrolyte Systems with COSMO-RS Prediction of lon Activity Coefficients in Aqueous Solution
Prediction of thermodynamic properties using COSMO-RS « /| Correlation
__  Modelling of a variety of salts
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 Comparatively few parameters
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Refinement of the Model for Liquid-Liquid Equilibria Prediction of LLE in Quaternary Systems
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Conclusions

» An electrolyte extension of COSMO-RS for the prediction of thermodynamic properties in agueous systems was developed.

» The model can be successfully applied to the prediction of mean ionic activity coefficients in different systems.

» A refinement of the model based on liquid-liquid equilibrium data can lead to quantitative improvements of the predictive quality for

these complex systems.
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