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Case study

Comprehensive model identification methodol ogies |
domain of applications has been within the field
comprehensive model identification methodol ogy for
kinetic model identification. We have testedilhe
experiments for the separatliewcriamfe.a small peptide,
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Abstract

The prediction of t he

thermodynamic properties

of |l actones is an important

chall enge in t he flavor,

fragrance, and

phar maceutical industries.

Her e, we devel op a

predictive model of t he

phase behavior of binary

mi xtures of |l actones wi t h

hydrocarbons, alcohols, ketones, esters, aromatic
grop@rameter matrix of the stat i-sMiie adc amstsrao chiuattiion
by defining a new cyclic ester group, denoted cC
segments and two adocmatiangosi eé¢dabfacmyppe neédract
el eccacoeapting sites of type H in other molecul es.
interactions (1 i ke interaction and 17 unl i ke
experiment al data of physical proper tpiheasseofdepasr ¢
vaporization ent hal plyi)qguaind eng ukitliuigieisid a(.e/cipliotyg bid d ae g u
density, and excess ent hal py) . The robustness of
predictions with experi meomnmalkmedetyd @omieiamnlayn df2-corxe @
(al so refebutylr dlomavcatsoenreo,| a clicoarper,ol arcd one, respecti v
are found to be in very good quantitative agr eeme
accurate predictions of the thermodynamic propert.
of interest, such as azeotrope compositions. It

mol ecul es and manufacturing processes.
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