
it is required to gather enormous experimental data to
improve the models of adequately high accuracies.

Finally, considering all attempts have been made in
this intriguing field of study, it is anticipated that the
MD simulations find their way in the near future to
the clinics by predicting the effectiveness of various
DDSs. This is reasonable as the MD computational
methods consider very much larger systems than
ab initio and DFT methods. Moreover, a combination
of ab initio, DFT and MD simulations can be used to
predict various physicochemical properties of the
designed drug carriers. This allows selection of the most
suitable DDS before its trial on the patients. Hence the
MD simulations can reveal promising clinical applica-
tions in future.
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