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The crystal structure of racemic venlafaxine hydrochloride,
CpHaMNO3ClU, comists of two types of parallel chains
formed by translated venlafaxine™ cations, hydrogen honded
by 17 amions, and characterized by the opposite chirality of
their comstituent molecules. These chains orgamze in two
different types of broad layers of opposite handedness, related
by a glide plane.

Comment

EIDGUZE; it was deposited as supplementary material for a
paper by Yardley er al. (1990, but in the final publication this
structure is not actually described].

Two different crystalline forms of the racemic venlafaxine
hydrochlaride derivative could be identified by X-ray powder
methods, while single crystals of only one of them could be
obtained {(hereafter VHOT). [tz M-ray structure determination
was carried out in order to study its molecular conformation
and to compare it with VHBr.

The asymmetric unit of the title compound (Fig. 1} consists
of a CpHaM0O8 cation and a 7 anion. The di-
methylammonium M atom, M1, shows gquaternary character
due to proton transfer from HC and consequently bears the
pesitive charge in the molecular cation. The M1 bond angles
range from 107 to 114% (see Tahle 1) confirming the tetra-
hedral bond configuration. The hexanolic ring adopts a chair
conformation, with C&, Cl0, C11 and C12 defining a planc
{mean deviation 0004 .5.], and C9 and C1 2 heing (00645 (5 ) and
—iLEh] (5) A out of the plane, respectively.

The comparison of both the VHCO and VHBr structures
shows no  signthcant  differences  between  the relevant
geometric parameters except for a torsion angle at the
methoxy substituent and differences expected due to the
unequal size of the halogen anion. A leastsquares fit, using
the faalities provided by XF i the SHELXTL/PC package
(Shelrick, 1991), gave an rms. deviation of 0005 A. The
maximum deviations occur at the halogen (.11 .3.] and C17
(.14 .3;] locations. C17 is the O atom of the methoxy substi-
tuent of the benzene and the location difference is evidence of
the dissimilar ity between the O3 —C4— 01— C17 torsion ang le
in VHO [—104 (7] and the corresponding one in VHHBr
[—157).
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