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Aims and Scope 
In the last years, drug discovery suffered many setbacks but is now experiencing a rebirth. Hardware and 
software upgrades, and the use of GPUs allowed for molecular mechanics and quantum mechanics 
calculation increasingly accurate in all the fields of pharmaceutical sciences. The efforts to gain better 
understanding of ligand-receptor interactions using in silico approaches continue to be a primary need in 
pharmaceutical sciences. In this venue, docking, induced fit docking, molecular dynamics simulations, 
free energy calculations, and the reverse modelling represent efficient tools to obtain insights on 
structure-function relationships for small molecules and/or natural compounds. Without forgetting, the 
ligand-based approaches, such as molecular similarity fingerprints, shape methods, pharmacophore 
modelling and QSAR, which are extensively used in the hit/lead identification and optimization. In this 
scenario, the drug development process strives to predict metabolic fate of a drug candidate the aim of 
establish a relationship between the pharmacodynamics and the pharmacokinetics and highlight the 
potential toxicity of the drug candidate. Computational approaches became in recent years useful tools 
also to gain this information. As such, this special issue welcomes submissions from researchers in the 
field of computational drug discovery and design, including original research and review articles related 
to pharmaceutical sciences, pharmacology, chemical biology, bioinformatics. 
   

Subtopics 

The subtopics of interest for this special issue include: 

 QSAR and 3D-QSAR 
 In silico drug design 
 Molecular dynamics 
 Pharmacophore Modelling 
 Reverse Modelling 
 Ab initio Calculations 
 Protein-Protein interactions 
 Free energy profiling 
 Modelling of Nucleic acids (mRNA, rRNA, tRNA) 
 Docking 
 Virtual Screening 
 Multi-target approaches 
 ADMET prediction 

Schedule 
 
 Time line for submission: June 2020 
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