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The combined exploration of the sequence and structure spaces with large scale simulations leads to a new generation highly accurate prediction methods useful in applications such as the design of new drugs.SummaryThe study and characterization of structural and dynamical features of protein-protein interactions is of paramount importance in our understanding of cellular mechanisms and the emergence of pathology. Patterns of coordinated mutations that determine changes at protein contacts characterize the co-evolution of interacting proteins. The identification of those mutations allow the systematic prediction of protein contacts and the study of the interplay between co-evolution and structural conservation with a special focus on mutation pathogenicity of specific protein families. Such computational methods devoted to the interpretation of protein variants will expand our knowledge on the mechanisms by which mutations contribute to diseases, including cancer Objectives- Detection of species-specific coevolution - Prediction of functional consequences of mutations Barcelona Supercomputing Center - Centro Nacional de SupercomputaciónSource URL (retrieved on 4 mai 2024 - 21:57):https://www.bsc.es/ca/research-development/research-areas/molecular-modeling/new-approaches-the-prediction-protein
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