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Abstract

As a special sugar compounds, glucose isothiocyanate not only has excellent biological function, but also acts as an important intermediate of organic synthesis. Phosphorus derivatives of glucose isothiocyanate possess broad biological activity, and has played an important role in the bio-mass transformation and biological processes. By means of the improved B3LYP method, geometric structures of eight phosphorus derivatives of glucose isothiocyanate have been optimized in this work. Further IR spectroscopy calculations are performed in order to compare with experimental data available. Additionally, IR spectroscopy observed in experiment has been indentified based on theoretical results. 
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