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The digital revolution is taking place in many fields, which includes the pharmaceutical sciences. Com-
putational tools are these days increasingly used in pharmaceutics to define the formulation strategy 
or to guide the selection of excipients. Some of the computational approaches are entirely data-driven, 
while other computational calculations make use of mechanistic modeling. There is even an interme-
diate modeling strategy in which theoretical considerations help with the selection of molecular de-
scriptors to setup a quantitative structure property relationship (QSPR). The presentation gives a brief 
introduction to the field before individual case studies of computational pharmaceutics are presented 
that cover data- and theory- driven approaches and there is also an example given of a theory-guided 
QSPR. Practical advantages of the different computational methods are discussed, while keeping the 
theoretical basics of the individual methods to a minimum. Finally, an outlook is provided of possible 
future research that would advance this thriving field of pharmaceutics.
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