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Simulation and Materials Informatics on Polymer Research

Ryuichi SAKASHITA

In spite of the industrial importance of polymer materials, the majority of practical examples of materials
informatics are for inorganic compounds and low molecular weight compounds. The multi variability and complex
correlations based on hierarchical structures seem to make informatics on polymer materials difficult. Computational
simulations such as molecular dynamics and ab initio calculation are able to provide homogeneous data for

informatics, thus they are useful as data generator or descriptor generator for polymer materials. Herein several

examples of synergistic research between conventional simulations and informatics are reported.
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