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Aims & Scope:

Nowadays, protein structure prediction / modeling has been routinely applied in drug discovery to increase the
effectiveness. It provides essential contributions in successful predictions (e.g. antivirals for COVID-19) at the
leading edge of a battle against a pandemic, and understanding of the functional complexity of living systems.
However, there are two main issues to be solved to implement reliable predictions, i) accurate modeling of the
protein structure and “binding pocket”, ii) correct incorporating the intrinsically dynamic behavior of proteins. A
variety of algorithms and strategies have been and are currently developed for the ever-improving estimation of
structural modeling and drug discovery with accounting for conformational dynamics, including molecular
simulation, deep learning, NMR, cryo-electron microscopy and single-molecule fluorescence techniques.
Accordingly, this special issue is to collect a series of state-of-the-art examples of the recent progress in this rapidly
changing field, and uncovering the ligand-protein / peptide-protein / protein-protein interaction modulations. All
aspects are welcome, including the current efforts in theoretical developments.

Keywords: Structural modeling, Docking, Molecular recognition, Conformational dynamics, and Rational drug
design

Subtopics:

The subtopics to be covered within this issue are listed below:

» Advances in protein structure prediction and design

Frontiers in cryo-EM and NMR of dynamic structure modeling

» Advances in ligand / peptide / protein-protein docking
» Integrating conformational dynamics in drug discovery
» Development of rational drug design

Tentative titles of the articles and list of contributors:

Tentative titles of the articles and list of contributors with their names, designations, addresses and email
addresses should be provided.
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Title: Prediction of the Receptor Conformation for Agonist Binding

8. Dr. Qingchuan Zheng

Institute of Theoretical Chemistry, Jilin University, China

Email: zhengqc@jlu.edu.cn

Title: Protein-Ligand Interactions Uncovered by Multiscale Simulations

9. Dr. Lei Zhang

School of Physics, Xi'an Jiaotong University, Xi'an, China

Email: zhangleio@xjtu.edu.cn

Title: Bio-macromolecular dynamic structures reflected by Cryo-EM

10. Dr. Guanghong Wei

Department of Physics, Fudan University, Shanghai, China

Email: ghwei@fudan.edu.cn

Title: Conformational Ensembles of Intrinsically Disordered Proteins

11. Dr. Jiajie Diao

University of Cincinnati College of Medicine

Email: diaoje@ucmail.uc.edu

Title: Detecting Single Molecule Dynamics in Synaptic Membrane Fusion

12. Dr. Xiaojun Tian

School of Biological and Health Systems Engineering, Arizona State University, Tempe, AZ.
Email: xiaojun.tian@asu.edu

Title: How do cells communicate with each other through paracrine and autocrine?




» More submission will be invited from the Xi'an Jiaotong University, Arizona State University, University of
Cincinnati, University of Pittsburgh, and the universities and colleges in North America

Schedule:

Manuscript submission deadline: 30 July 2021

Peer Review Due: 30 August 2021

Revision Due: 30 September 2021

Announcement of acceptance by the Guest Editors: 30 October 2021

S

Final manuscripts due: 30 November 2021

Contacts:
Guest Editor: Zhiwei Yang
Affiliation: School of Physics, Xi’an Jiaotong University
Email: yzws-123@xjtu.edu.cn

Any queries should be addressed to ctmc@benthamscience.net.
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