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Figure S2. MolProbity analysis of two possible binding modes of compound 1. Panel A: 

When compound 1 is bound to TbrAK with the morpholine moiety pointing toward the solvent, 

the two phenyl rings of the phenoxyphenyl moiety need to be coplanar in order to fit the flat 

density. However, this conformation is sterically inaccessible as shown by large clashes in the 

MolProbity analysis (red and pink, Clashscore of 69.77) [1], which excludes this binding mode. 

Panel B: In contrast, compound 1 bound to TbrAK with the phenoxyphenyl moiety pointing 

towards the solvent while exhibiting a sterically favorable conformation, only minor clashes 

(yellow and orange, Clashscore of 23.26) between the morpholine and the pyrazole moiety are 

observed. This supports the conclusion that compound 1 binds to TbrAK with the 

phenoxyphenyl moiety pointing towards the outside and the morpholine being buried in the 

active site.  
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