PRELIMINARY SINGLE CRYSTAL X-RAY STUDY OF
YOHIMBANE, C;gHy,N,

by S. B. BHATTACHERJEE and LILABATI RaY, Kkaira Laboratory of Physics,
University College of Science, Calcutia 9

(Communicated by 8. N. Bose, F.N.1.)
(Received July 4 ; read August 7, 1959)

ABsTRACT

Single crystal X-ray study of Yohimbane, C;yH,;N,, an isomer of Rauwolscane, with a
different steric configuration has been carried out. The unit-cell of Yohimbane is orthorhombic
with a = 81, b = 12:5 and ¢ = 19-31A. The space-group is Pba2, and in the unit-cell there are
four molecules lying probebly on the two-fold axis.

The stereochemistry of Rauwolscane (a-Yohimbane) and Yohimbane are
rather interesting because of the relative configuration of the hydrogen atoms at
C)> Ci15), and C(gg.

Chatterjee and Pakrashi (1954) have concluded from the stereochemical and
conformational studies that the C/D rings are cis locked in Rauwolscane; the relative
configuration of the hydrogen atoms at Cg), C15), and Cygq) being syn-cis. The steric
configuration of Yohimbane on the other hand unequivocally confirms that the
ring junctures C/D and D/E are trans-locked and the relative configuration of hydrogen
atoms at Cg), C(15), and Cgqy are syn-trans.

Y ohimbane Rauwolscane

Single crystal X-ray study of Rauwolscane (¢-Yohimbane) has already been
reported by Ray (1956). Because of the different steric configuration in these
isomers it was felt that an X.ray study of Yohimbane is necessary.

The crystals used in this investigation were very kindly prepared by Dr, (Mrs.)
A. Chatterjee. Accurate optical goniometry was not possible as the crystal faces
were not well-defined. After a preliminary coarse optical orientation the final
adjustment of the crystal orientation was made by means of preliminary X.ray -
photographs.
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A cursory optical examination showed the orthorhombic symmetry of the
crystal. Examination of the rotation and Weissenberg photographs—both normal
and equi-inclination—of the crystals lead to the following orthorhombic unit-cell

with the probable space-group Pba2—Cgv-
. a=81A4;5=12524 and c = 1931 &.
Space-group: Pba2—Cg_J.
Z=4
The length of the @- and b-axes were calculated from the spacings of the layer

lines on rotation photographs. The c-axial length was determined from the spacings
of the equitorial reflections in a- and b-axes Weissenberg photographs.
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