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Message from the Guest Editors

Dynamics in biomolecules play an essential role in
various biological processes such as enzymatic
reactions, protein folding, and molecular recognition.
Dynamics study in biomolecules combines
computational modeling, experimental techniques, and
theoretical approaches to enhance our understanding
of the intricate workings of life at a molecular level. As a
computational technique for studying biomolecular
dynamics, molecular dynamics (MD) simulation applies
principles of classical physics to simulate the motions
and interactions of atoms in a biomolecule over time.
With the recent success of artificial intelligence (Al) in
protein structure prediction, the potential of Al to
revolutionize the study of biomolecular dynamics with
MD simulations has been demonstrated in many recent
publications. We look forward to collecting research
reporting advances in the Al-enhanced study of
biomolecular dynamics with MD simulations.
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About the Journal

Message from the Editor-in-Chief

Welcome to Crystals, the journal dedicated to the
fascinating world of crystallographic research!

Crystals are more than mere decorative elements; they
hold the key to understanding the fundamental structure
of matter. Our mission is to explore the crucial
significance of this research across various fields. From
medicine to technology, chemistry to geology, crystals
play a vital role. Their structure provides insights into
new advanced materials, innovative drugs, and
groundbreaking technologies. Through Crystals, we
delve into the microscopic world to discover solutions
that will shape the future. Join us on a journey through
the Crystals, where science merges with beauty and
innovation.
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