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The use of computational tools! in the field of drug-
design has taken on a pivotal role in recent years, not
only for the discovery of novel and more efficient
drugs, but also for the repositioning of existing drugs
(drug repurposing). Through the use of increasingly
advanced and accurate simulation methods it is
possible, in fact, to virtually identify molecular hits
(both of synthetic and natural origin) that strongly
interact with biological targets and to further improve
their affinity through the lead optimization phase.
This seminar is aimed to illustrate the main drug-
design approaches used in the field of computational
chemistry for the research and the identification of
DR. FEDERICA MIORACA  new potential drugs: from the classical methods such
as Structure-based and Ligand-based Virtual
Screening and Molecular Dynamics,2 up to more
advanced approaches, such as Dynophore and
federica.moraca@gmail.com \jetadynamics.3 Some successful applications of
these methods that led to the discovery of new
bioactive molecules will also be treated.
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