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During the past couple of decades, with the advent of high-throughput biological
data providing information at molecular and genetic level and a�ordable, e�ective
parallel computing systems, in silico techniques emerged as an indispensable tool to
handle existing data and to discover new biological insights. Even though previous
structural genomics initiatives gave a signi�cant boost to our understanding of the
relationship between a protein sequence, 3D structure and its (mis)function and
detailed insight into many complex systems and processes (such as membrane-
embedded proteins, protein-nucleic acids interaction, protein-protein interaction,
and protein folding) are still hindered by experimental challenges. �erefore, in
silico tools continue to bring signi�cant contributions to expanding structural
understanding towards levels of detail that are hardly reachable experimentally.

Computational structural biology has already enabled unprecedented advances in
biological and medical sciences and continues to be a rapidly evolving research
area with broadening of computational techniques and expanding applications to
new challenging systems. With almost all research problems in biological sciences
nowadays being computationally demanding, new technical and methodological
advances are continuously sought.

�is special issue aims to give an up-to-date perspective on recent advances
and challenges in the computational structural biology �eld, by publishing high-
quality research papers as well as review articles addressing new advances on
methodology, original perspectives o�ered by in silico techniques on biological
systems at molecular level, and related biomedical applications. Original, high-
quality contributions that are not yet published and that are not currently under
review by other journals or peer-reviewed conferences are sought.

Potential topics include, but are not limited to:

Design and analysis of structural databases
Modeling and simulation of protein folding and protein aggregation
Modeling and simulation of complex systems (protein complexes structures,
membrane-embedded systems, protein-nucleic acids complexes, etc.)
E�ects of posttranslational modi�cations on protein folding, stability, and
function
Structure-based drug design, binding of pharmacological agents to speci�c
targets
Biomolecular solvation and explicit and implicit solvation models
Biomolecular simulations and so�ware developments: Brownian dynamics,
molecular dynamics, Monte Carlo modeling of biomolecular systems, and
multiscale modeling

Authors can submit their manuscripts via the Manuscript Tracking System at
http://mts.hindawi.com/submit/journals/bmri/structural.biology/ebs/.
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