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geve;opment of PyDISH, the analytic tool of the structure-function relationship
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To improve the applicability of PyDISH, the application for
structure-function relationship analysis of heme proteins, we implemented automatic database update
and analytic interface of user-uploaded structures, respectively. We also validated the prediction
of functional classification using the random forest method, and confirmed that it is possible to
perform binary classification of functions with significant accuracy based on structural distortion
of heme porphyrin. We also implemented a tool to evaluate approximate values of redox potential and
oxygen adsorption capacity based on the given heme structure. Meanwhile, by diverting the algorithm
of PyDISH"s automatic update, we implemented and published another application to perform
statistical analysis on arbitrary metal cofactors using Google Colab, and confirmed its usefulness.
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