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Modern drug design heavily relies on computer-based methods. With the aid
of computational methods, it is possible to predict the properties of compounds
quickly and accurately, by calculating a large number of constants and coeffi-
cients. It is possible to predict the physical, chemical, and biological properties
of compounds using computer methods, as well as their potential interactions
with various receptors and enzymes.

The wide range of implemented software products enables users to choose one
that allows them to extract the necessary information according to the problem
to be solved and the most suitable for the specific technical and professional
skills of the scientist [1, 2]. An overview of the most commonly used molecular
docking and virtual screening programs, as well as the opportunities they offer
for drug development, is presented in this work.
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