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Quantitative structure-property relationship studies on relationship between
structures of metallocene catalysts for sPP and their catalytic properties

DAI Zhen-yu, JING Zhen-hua , ZHOU Han, LIU Wei
(Research Institute of Petroleum Processing, SINOPEC, Beijing 100083, China)

Abstract: The molecular simulation techniques were used to build various metallocene models . Molecular mechanics and
ab initio methods were selected to optimize the structures of a series of metallocenes and to calculate various structural descrip-
tors, like conformational energy, partial charge, orbital energy, and so on. Genetic function approximation was used to quantita-
tively relate polymeric properties of metallocene catalysts to calculated descriptors. A simple but useful equation with good rela-

tivity and strong predictivity has been built up,which may lead a more rational way to develop better, polymer-oriented metal-

locenes .
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