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Figure S1: The network architecture for MathDL used for SARS-CoV-2 main protease inhibition binding energy prediction. At each convo-
lution layer, number on the left indicates the number of filters, and number on the right stands for the filter size. Number of layer repetition is
specified by “xn” sign on the right side of the layer. In the dense players, number of neurons and type of activation functions are presented.
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