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Figure 1.: Symbolic workflow of the study.

\

Figure 3.: W286 (W6.48) hot-spot in beta2-AR binding agonists (A) and antagonists (B). Agonists expose hydroxyl
groups towards the W286 residue, while antagonists interact through hydrogen atoms.

Figure 4.: Different conformation of M82 (M2.53) methyl group in 3NY8 (A) compared to 2RH1 (B). Inclusion of
the bits responding to this residue leads to acquiring type-insensitive constraints and lowering the specificity of
the experiment.
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