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Torsions were used to measure α and β values because they are simple to calculate and 

are platform-versatile.  Moreover, they were chosen since a torsion-defined α/β angle 

closely describes the actual out-of-plane bending at each nitrogen, as seen in Fig. S1  and 

Fig. S2 below. 
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Figure S1: Torsion-defined angles are compared with true out-of-plane bending angles at 

the antipyrine substructure nitrogens.  For graph clarity, calculated symmetry partners 

from space groups with an inversion center or glide plane were excluded. 
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Figure S2: Torsion-defined α and β angles are directly compared with true out-of-plane 

bending angles at the antipyrine substructure nitrogens. 

 

 


