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Computational approaches have revolutionized drug
discovery by enabling the more efficient and accurate
identification of potential therapeutic targets. This
Special Issue aims to showcase the latest
advancements in and practical application of
computational (in silico) tools throughout the process of
drug development. We seek to foster cross-disciplinary
collaborations among computational chemists,
pharmacologists, biologists, and data scientists, thus
driving innovation in predictive pharmacology and drug
modeling. By featuring studies that integrate PBPK,
PBBM, machine learning, and simulation, we hope to
accelerate the design of safer and more effective
therapeutics. We welcome contributions that explore
emerging computational techniques for drug
disposition. We welcome articles that detail the
development, validation, or application of computational
tools to drug–target interactions, ADME/Tox properties,
and translational research. We also encourage the
submission of studies that highlight clinical relevance
and collaborative efforts between experimental and
computational disciplines.
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About the Journal
Message from the Editor-in-Chief
Because of your expertise in the field of drug sciences, I
kindly invite you to consider publishing your current
work, in the form of a research article or a review, in the
open access electronic journal Pharmaceuticals.
Pharmaceuticals is characterized by an active editorial
board and a dynamic editorial staff. Manuscripts are
peer-reviewed and a final decision is provided to
authors within 4–6 weeks after submission. Papers are
published on the web immediately after acceptance. For
details on the submission process or any other matter,
please do not hesitate to contact us.
We hope to handle your contribution to Pharmaceuticals
soon.
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