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Prediction of Endocrine Disruptors and Structure-Activity Relationships for Estrogen
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What is characteristics of the chemical structure essential to estrogen activity in the environmental hormones? Bispheol
A(BPA) and Nonylphenol(NP) widely wused in the manufacturing of polycarbonate(PC) and
alkylphenolpolyethoxylate(APE) leach out from PC plastics and APE, respectively, causing extensive damages to
kidneys, liver, and lungs, etc. Although it is suggested that a phenol-like aromatic system and hydrophobic property in
the molecule are considered as one of requirements of chemical structure showing estrogen-like properties of bisphenols,
the nature is not well known at present. From the view point of understanding the structure-activity relationships of
bisphenols, we report here studies on the estrogen activity of bisphenols measured by E-screen assay with MCF-7 cell
and a new structure-activity relationship for bisphenols using electronic structure's coordinates(y,n) : absolute

hardness(n) and absolute electronegativity(y).



