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MOLECULAR CRYSTAL

The 2:1 cocrystalline adduct of catechol and hexamine has been prepared by
solution crystallization using mixed chloroform and diethyl ether as solvents, and
studied using single crystal X-ray structure analysis. The strong N-atom hydrogen
bond acceptors of hexamine all participate in hydrogen bonds with the strong O—H
donors of catechol, forming local R;(18) rings, which link through the hexamine
molecules to form one-dimensional chains of alternating catechol and hexamine
molecules. One hydroxyl group participates in both intramolecular (d[O--O] = 2.724
(1) A, 103.0 (16)°) and intermolecular (d[O--N] = 2.822 (1) A, 160 (2)° strong
hydrogen bonds, creating hydrogen bonding motifs with graph theory designation
S(3). The other hydroxyl group participates in one strong donor (d]O-N] = 2.760 (1)
A, 162 (2)°) and one weak hydrogen bond acceptor (d[C--0] = 3.026 (1) A, 111.4
(11)°) interactions. Including the weak hydrogen bond the graph set notation
describing the intermolecular interactions would be designated R; (8) . Intermolecular

C—H-n edge-to-face hydrogen bond interactions of phenyl rings propagated by
2;-screw axes are also present as herringbone columns. /
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