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A pair of co-crystals containing adenine or an adenine derivative and a carboxylic acid were analyzed by single-
crystal X-ray diffraction. Although both structures contained both expected components, refinement as single
ordered species proved unsatisfactory. In both cases, successful refinement was achieved by incorporating two
structural models, disordered over a single site, for the adenine fragment. Disorder consists of exchanging the
position of the 5-membered (imidazole) and 6-membered (pyrimidine) rings. The combination of both fragments
significantly improved refinement, as reflected both in statistical figures of merit and difference density maps.



