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Abstract

Proteins are long polymeric chains of different types that consist of thousands of atoms and have different functions in cells.
While experimental methods can provide only a snapshot of these giant molecules, a Molecular Dynamics (MD) simulation
using an atomistic model can record the motion of each atom over time in a computer setting. By introducing a physics-based
interaction model, the analysis of a simulation performed on a GPCR (G-Protein Coupled Receptor) protein family will be
presented. In the second part of the talk, the allosteric (remote-controlled) feature, which is an important part of protein’s
dynamic structure will be introduced. How allosteric information can used in drug development studies that will only target
bacteria or parasite instead of the host organism will be presented for glycolytic enzymes.



