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Figure 1A. Asymmetric unit of the 2:1:1 multicomponent crystal of 1-aminocyclopentane carboxylic
acid:oxalic acid: water, showing the atom-labeling and the disorder among the cyclopentane ring.
Displacement ellipsoids are drawn at 50% probability level. The dimeric cation [Acc5(Z)...Acc5(C)]*
linked by a hydrogen bond is displayed.
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Figure 2A. Optimized geometry at level PBE-PBC (green) of Acc5(C) compared with the
crystallographic result (yellow).
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Figure 3A. Optimized geometry at level PBE-PBC (green) of Acc5(Z) compared with the

crystallographic result (yellow).



