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The field of Biomolecular Modelling has evolved dramatically over the last ten vears. The

EROrmOouUs 1_-',1'{')'\\[]‘. i the COmMpuier power, construction of massive par sComputers

and the development of novel computational methods makes possible the successful

simulation of mcreasingly large biomolecular systems. This thematic volume of APCSB

includes review articles on advanced topics in biomolecular modelling and simulations such

as: the interplay between molecular modelling and chemomformatics, computational studies
dynamic modelling of molecular assembly, stability of amyloid eligomers,

of DNA polymerase,

coarse-grained modelling of proteins, allosteric regulations in metal sensor proteins, modelling
the N-acyvlethanolamine acid amidase inhibition and action, CHARMM-GUT online server for

protein non-standard residues and high-resolution modelling of protein structures.
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