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To elucidate the sorption mechanisms of ionic organic chemicals by
carbonaceous sorbents, microcolumn elution experiments using graphite columns and batch sorption
experiments with various carbonaceous sorbents were conducted. The data obtained inferred varying
effects of the molecular size and functional group type of ionic chemicals and the properties of
carbonaceous sorbents on the sorption. The data were analyzed by a computational chemistry approach.

Additionally, a new method for setting the applicability domain of predictive models was proposed
that uses the leverage and the prediction interval.
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