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Supplementary Figure 1: Ramachandran plot. Ramachandran plots of the homology modeled mTAARS receptor.
The dark blue regions contain the most favorable combinations of phi/psi. The light green regions indicate the allowed
regions, while disfavored parameters fall out of the light yellow areas.
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Supplementary Figure 2. Comparison of the homology model and AlphaFold predicted mTAARS5
structures. (A) An overlay of the cartoon representation of constructed mTAAR5 model and the AlphaFold predicted
mTAARS structure with the bound ligand shown as a sphere. (B) A close-up view of the binding site. Side chains of
ECL2 shown in stick and labeled. The bound ligand found in the template structure (PDBID: 6IBL) shown in white. (C)
Surface representation of the binding site of mMTAARS5 homology model. (D) Surface representation of binding cavity
of AlphaFold predicted mTAARS structure around the bound ligand. (E) Residues of ECL2 of AlphaFold predicted
mTAARS structures colored with Model Confidence (figure adopted from https://alphafold.ebi.ac.uk/).



