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Abstract

Ten plasticizers compounds of PVC can be modeled by using quantum chemical
calculations. Structural parameters were derived from the structures of minimum energy
obtained by molecular mechanics (MM+) and the semiempirical molecular orbital (AM1)
calculations. Quantitative Structure — Property Relationship (QSPR) have been computed and
established to correlate and predict low temperature flex point (Tf) of plactizater polyvinyl
chloride. The influence physic-chemical descriptors on the low temperature flex point (T¢) of
phthalate was accomplished by Linear multiple regression analysis (LMR) which were used to
generate the equation that relates the structural features to the plasticization properties. Good
correlations of the low temperature flex point(Ty) with different structural parameters were
obtained. The results show the best model equation 4, with eight descriptors [T.E+POL+LOG
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