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Extraction of dynamical hidden order of water by mining simulation data
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Water molecules with their electrostatic dipole moments and characteristic
hydrogen bond network have tight interaction to each other as well as to proteins in solutions. The water
molecules are moving under the interactions with the surrounding water molecules and information about
the local chemical environment is implicitly included in their dynamical behaviors. By applying data
mining techniques to the simulation data of ?rotein solution, we have constructed an analysis system for
analyzing the dynamical behavior of water molecules for extracting the hidden dynamical structure of
protein solution.
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