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Message from the Guest Editors

Structure-based drug design has become the dominant
paradigm for small-molecules. However, its impact on venom
peptide therapeutic efforts, while still considerable, has been more
limited because of the challenges of obtaining structures of these
peptides in complex with their targets, as well as the difficulty of
simulating them. Emerging technologies such as cryo-
electron microscopy (cryo-EM) for structure determination,
graphical processor units (GPUs) for molecular simulation,
and free energy methods for potency prediction have the
potential to remove these roadblocks. In this Special Issue,
our aim is to collect the latest advances in structure-based
drug design for venom peptides utilizing these

technologies and others. We welcome experimental,
theoretical,
contributions
practitioners.

computational, and interdisciplinary
from both academic and industry
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Editor-in-Chief Message from the Editor-in-Chief
Prof. Dr. Jay Fox Toxinology is an incredibly diverse area of study, ranging
Department of Microbiology, from field surveys of environmental toxins to the study of

University of Virginia,

: toxin action at the molecular level. The editorial board and
Charlottesville, VA, USA

staff of Toxins are dedicated to providing a timely, peer-
reviewed outlet for exciting, innovative primary research
articles and concise, informative reviews from investigators
in the myriad of disciplines contributing to our knowledge
on toxins. We are committed to meeting the needs of the
toxin research community by offering useful and timely
reviews of all manuscripts submitted. Please consider
Toxinswhen submitting your work for publication.
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