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Figure 1. The initial multiple sequence alignment between dopamine D1 (drd1), D2 (drd2) and the adrenergic β2 receptors obtained from ClustalW. 



 

 

Figure 2. Ramachandran plots for glycines, prolines, pre-prolines and for general residues of the selected dopamine D1 homology model. The contours indicate 

allowed (orange) and core (green) regions of  and  angles, and the filled green rings indicate amino acids within the core regions. The yellow rings indicate 

allowed regions. A red cross indicates outliers. The outliers Arg150, Ser162 and Glu181 are located in loops far apart from the binding site and are, therefore, 

considered to be acceptable. 

 



 

Figure 3. The dihedral angle energy profile for the bond connecting the two ring systems in SKF89626. The dihedral angle in the ligand is marked in red. A) The 

conformation of SKF89626 in the ligand/receptor complex with a relative energy of ~0.6 kcal. B) The global minimum. C) The conformer of SKF89626 just after the 

planarity flip.  



 

 

Figure 4. The DHX aza-analogue 1 forms a hydrogen bond with Ser188 in EC2 in the D1 receptor model. The distance between the heavy atoms 

in the hydrogen bond is 4.3 Å and the angle (N---H-O(Ser188)) is 139°. 

 

 


