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	The impact of high-performance computing in computational chemistry is considered in the light of increasing demands for both the number and complexity of chemical systems amenable to theoretical treatment. Using self-consistent field Density Functional Theory (DFT) as a prototypical application, we describe the development, implementation and performance of the NWChem computational chemistry package that is targeting both present and future generations of massively parallel processors (MPP). The emphasis throughout this development is on scalability and the distribution, as opposed to the replication, of key data structures. To facilitate such capabilities, we describe a shared non-uniform memory access model which simplifies parallel programming while at the same time providing for portability across both distributed- and shared-memory machines. The impact of these developments is illustrated through a performance analysis of the DFT module of NWChem on a variety of MPP systems.
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				Providing a modern update of the field, Mossbauer Spectroscopy focuses on applications across a broad range of fields, including analysis of inorganic...
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				Recent advances in polymer research has led to the generation of high quality materials for various applications in day to day life. The synthesis of new...
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				Drug discovery is a constantly developing and expanding area of research. Developed to provide a comprehensive guide, the Handbook of Medicinal Chemistry...
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