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Structural information at the atomic scale of
macromolecules allows a precise understanding of the
mechanisms underlying different types of biological
system, including intermolecular interactions,
intracellular interactions, and so on. Knowledge of this
information, as well as techniques capable of
computationally simulating the movement of these
macromolecules in their biological system, helps us to
rationalize the mechanisms and understand how
biological systems work. This Special Issue welcomes
papers using 3D molecular structure and/or virtual
modeling techniques in computational biology, alone or
in combination with in vitro or in vivo strategies. The aim
of these techniques may be the prevention, discovery,
characterization or therapy of diseases, including
cancers, genetic diseases, or those related to viral or
bacterial infections. We also welcome papers
addressing 3D screening strategies, the design of new
drugs and therapies and any original articles or
comprehensive reviews related to molecular structure
and simulation in biological system.
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High Visibility:
indexed within ESCI (Web of Science), Scopus, EBSCO,
and other databases.

Rapid Publication:
manuscripts are peer-reviewed and a first decision is
provided to authors approximately 15.7 days after
submission; acceptance to publication is undertaken in 3.3
days (median values for papers published in this journal in
the second half of 2025).
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