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Abstract: Although the holo-structure of a protein is necessary for drug design based on its 3D structure, it
is difficult to determine the structure of the holo-structure. In this study, we developed a method to predict
the distance matrix of the holo protein from the distance matrix of the apo protein using the distance matrix
of the alpha carbon of the protein. As a result, we were able to generate the distance matrix of the holo
structure for the training data, but not for the test data, suggesting that the model may be overfitting. This
study shows the possibility of a machine learning model to predict the holo-structure from the apo structure
using the distance matrix, but further research is needed.
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Development of prediction method of holo-structure from apo-structure
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