Protocol 1

We have combined sampling from tuned AF3 like architecture on subset of most relevant to the
train SARS and MERS data, together with sampling using template-based docking ClusPro
LigTBM, using multiple substructure matches of the target ligands and known templates
following by physics based sampling and minimization and as alternative torsonial diffusion. All
generated poses where filtered by density based filter and confidence score
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