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The role of machine learning (ML) and deep learning (DL)
in drug screening has emerged as a transformative
force in addressing complex disease challenges. These
technologies have proven especially effective in the
discovery and optimization of therapeutic candidates
(inhibitors) for high-priority diseases such as cancer,
neurodegenerative disorders, infectious diseases, and
metabolic conditions like diabetes. By leveraging large-
scale biological and chemical datasets, ML and DL
models are enabling precision in drug-target
predictions, toxicity assessments, and virtual screening,
significantly accelerating the pipeline for effective drug
development. This Special Issue aims to gather state-
of-the-art research and reviews that demonstrate the
targeted application of ML and DL in drug screening,
focusing on disease-specific use cases. It seeks to
highlight advances in computational methodologies,
their integration with experimental studies, and their
impact on addressing unmet medical needs.

Guest Editors
Dr. Shahid Ali
School of Cyberspace Security, Hainan University, Haikou, China

Dr. Teng Zhou
School of Cyberspace Security, Hainan University, Haikou, China

Deadline for manuscript submissions
29 October 2025

Life

an Open Access Journal 
by MDPI

Impact Factor 3.4
CiteScore 6.0
Indexed in PubMed

mdpi.com/si/229428
Life
Editorial Office
MDPI, Grosspeteranlage 5
4052 Basel, Switzerland
Tel: +41 61 683 77 34
life@mdpi.com

mdpi.com/journal/
life

https://www.mdpi.com/si/229428
https://mdpi.com/journal/life


Life

an Open Access Journal 
by MDPI

Impact Factor 3.4
CiteScore 6.0
Indexed in PubMed

mdpi.com/journal/
life

About the Journal
Message from the Editor-in-Chief
Life (ISSN 2075-1729) is an international, peer-reviewed
open access journal that publishes scientific studies
related to fundamental themes in life sciences. Some
papers are published individually, while others are
submitted for inclusion in special issues with guest
editors. You are invited to contribute a research article,
essay, or a review to be considered for publication.
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