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With the rapid advancement of science and technology,
computer-aided drug design (CADD) and molecular
dynamics (MD) simulations have become increasingly
prominent in drug development.
This Special Issue aims to compile the latest research
findings related to CADD and MD simulations,
particularly their innovative applications in biomolecular
crystal studies. We welcome submissions in the
following areas:
Computer-Aided Drug Design: Including structure-
based drug design, virtual screening, quantitative
structure-activity relationship (QSAR) models, etc.
Molecular Dynamics Simulations: MD simulations, free
energy calculations, and large-scale molecular
simulations et.al.
Biomolecular Crystal Studies: Involving the analysis of
biomacromolecular crystal structures, growth
mechanisms, and the interactions between drugs and
biomolecular crystals.
Multiscale Simulations and Integrated Methods:
Combining quantum mechanics, molecular mechanics,
and coarse-grained models et.al.
Case Studies and Applications: Demonstrating the
successful applications of CADD and MD simulations in
actual drug development, including the design and
optimization of anticancer, antiviral, and antibacterial
drugs et.al.
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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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