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Macroeconomics Pdf 27l RARThe overall goal of this project is to develop and test new techniques for the structural characterization of biological macromolecules and their complexes. We are applying molecular dynamic simulation methods to achieve such a goal by investigating and understanding the effects of solvent conditions on the simulation of proteins and nucleic acids. In the past, we have developed and

explored two new methods for simulating single-stranded nucleic acids. These methods are based on the observation that denaturation of DNA or RNA involves thermal fluctuations of single-stranded regions so that the net conformation change can be mimicked by sampling conformations from a restricted region of conformational space. One of the methods involves simulation of biopolymers in the presence of strong
electric fields. The other involves an extension of free energy perturbation calculations to a fixed-end stacking-style simulation. We will also examine the melting and denaturation of ribonuclease A (a small protein) and transfer RNA (a large RNA molecule). If our preliminary experiments are successful, we will apply these methods to the study of biopolymer melts, as well as nucleic acid and protein crystallography.Here
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