Design of a potential-energy function for protein folding studies
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We modify the parameters of the potential energy function of OPLS united atom with the Generalized Born/Surface Area solvation model (GB/SA) to satisfy the following two requirements: (i) the native-like conformation is the lowest in energy and (ii) the energy increases with decreasing similarity to the native structure. Extensive conformational searches were carried out by global and local conformational space annealing (CSA) methods. Preliminary test results of benchmark proteins are presented.  

