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Abstract

Eight software applications are compared for their performance in estimating the octanol-water
partition coefficient (K,), melting point, vapor pressure and water solubility for a dataset of
polychlorinated biphenyls, polybrominated diphenyl ethers, polychlorinated dibenzodioxins, and
polycyclic aromatic hydrocarbons. The predicted property values are compared against a curated

dataset of measured property values compiled from the scientific literature with careful consideration
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