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(57) Abstract: Systems, devices, and methods for predicting binding affinity are disclosed. Records reflecting input data are stored.
A data structure providing a geometric representation of binding input features is constructed. The data structure is populated by en -
coding data relating to at least one molecule and at least one target protein, the data for encoding selected from the stored input data.
O A predictive model is applied to the data structure to generate an indicator of a binding affinity for at least one molecule to at least
one target protein.



