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The first X-ray structure analysis of authentic, not derivatized (racemic)trans-isoshinanolone,
a wide-spread acetogenic tetralone, is described. In the crystal, two slightly different conformers
are found, along with the corresponding enantiomers. The ‘homomeric’ conformers differ by their
H-bonding interactions with the respective neighboring molecules. Rows of a single enantiomeric
species, but with the two conformers linked ‘head-to-head’, ‘tail-to-tail’, are surrounded by four
analogous rows of the corresponding enantiomers. Apparently the interactions between these hete-
rochiral rows are the reason for the enhanced crystallization tendency of the racemate as compared to
that of enantiomerically pure isoshinanolone. The structures in the crystal are compared with those
calculated (gas phase) and with the structure in solution.
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