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Research progress on prediction of drug permeability
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Abstract: Drug permeability (transmembrane ability) has significant effect on drug bioavailability and it affects the druggability of
lead compound in drug development. Many drugs were withdrawn from market due to poor permeability. Therefore, performing
permeability prediction for lead compounds in the early stage of drug development can accelerate the drug development progress and
decrease R&D fund. This review introduces both theoretical method (QSAR, free energy barrier, molecular dynamics, etc.) and
software (ADMET Predictor, GastroPlus, QikProp, Volsurf, etc.) used to predict drug permeability, and evaluates the advantages and

disadvantages of various methods, which may be helpful to select appropriate theoretical method and improve the accuracy of

prediction.
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