S3 Fig. Dendrogram of the ligand chemotypes for AA2AR. Known a) agonists and b)

inhibitors. The number of ligands within each branch is noted. Clusters used in VS are circled

and named, and the co-crystal X-ray ligand’s position is identified. The asterisk denotes the

location of the chemotype cluster center for its respective chemotype cluster, no cluster center is

provided for the cluster ‘other’.
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