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Figure S1. Overlay of a view from crystal structure of compound 2 (mustard carbon sticks) 

bound to human adenosine A1 receptor (mustard; PDB: 5UEN)1 and the hA3AR (violet) 

homology model docking with 17b (violet carbon sticks). Atoms color code: red = oxygen, 

blue = nitrogen, white = hydrogen, yellow = sulfur, cyan = fluorine. Hydrogen bonds between 

ligands and relevant amino acid residues are indicated by dashed lines. 
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