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for periodic materials

Fedorov, Dmitri

13,000,000

In this research Eroject, a quantum mechanical method, density-functional
tight-binding was combined with periodic boundary conditions. The method, accelerated by
fragmentation, can be applied to not only molecules, but also liquids, solutions, and solid state.
Analysis of protein-ligand interactions, as pertinent to drug discovery can be performed. Chemical
reactions of molecules on the surface and inside of crystals can be elucidated for design of
catalysts. The developed analyses can be applied to functional groups, enabling design of more
efficient materials.
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