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Protein Modeling Methods

• Ab initio methods:
solution of a protein folding problem
search in conformational space 

• Energy-based methods:
energy minimization
molecular simulation

• Knowledge-based methods:
homology modeling
fold recogniion

Molecular structure representation

Atoms Groups of atoms
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Potential Energy Function

Forcefields: AMBER,  CHARMM,  CVF,  ECEPP,  GROMOS
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