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Clarification of effects of spin contamination error on surface reactions via
development of approximate spin projection scheme
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The study established a correction scheme of an error on theoretical
calculations of surface reactions, and the effects of error was clarified. In addtion, the
calculations predicted a nano metal material (gold catalyst) with high durability, and the predicted

material was synthesized in this study. These results were reported through eight papers and twelve
presentations in conference. The compilation of this study is in open access (DOI: 10.
3390/molecules24030505) .
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