Supplementary Material

Supplementary material includes:

1. Figure SM1
2. Table SM1
3. A zip file with 64 models of A2a ligands presented in Table SM1.
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Figure SM1. An extracellular view on alternative (magenta) best scoring conformation of
ZMA ligand docked by ICM into the crystal structure of AA2AR. The ligand conformation
from 3EML PDB file is colored according to its B-factor, where red represent B-factor >
100 A%. Phenoxy moiety of ZMA is in foreground. The pocket of the receptor is shown as

transparent skin, colored according to surface properties (green - hydrophobic, blue - donor,
red - acceptor of hydrogen bonds.)



Table SM1. AA2AR binding ligands from ref. (Cacciari et al, Purinergic Signal. 2007 3(3):183-
93) and (Michaelan et al J. Chem. Inf. Model., 2008, 48 (2), 350-363). Predicted ICM binding
score in mod2upu model is shown for each ligand. Corresponding binding poses can be found
in the pdb files attached.
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