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FIGURE S1. Crystal packing in the crystal structure of 16j bound to the catalytic domain of PDE1B.  A 

second 16j molecule (magenta) is bound between two crystal symmetry related protein molecules (teal 

and gray cartoon). The position of the tetrahydropyranylmethyl group of 16j bound in the active site 

could potentially be influenced by the presence of the second 16j molecule. Key residues are labeled, 

including the hydrophobic clamp (Phe424 and Leu388). 
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FIGURE S2. Crystal packing in the crystal structure of 16d bound to the catalytic domain of PDE10A. 

The position of the carboxamide arm of 16d in chain B is influenced by the presence of the crystal 

symmetry related protein molecule (gray cartoon). Key residues are labeled, including the hydrophobic 

clamp (Phe729 and Ile692). 



 

 

S4 

 

Table S1. X-ray data processing and structure refinement statistics 

 



 

 

S5 

Table S2. Off-target selectivity profile for 16k 
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Table S2 (continued). Off-target selectivity profile for 16k 
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Table S2 (continued). Off-target selectivity profile for 16k 

 


