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The crystal

and molecular

structure

of the title com-

pound was investigated
in order to determine
the conformation
and crystal packing
and also to confirm
its
stereochemistry.
Bond lengths and angles are in agreement with some related
structures.'-3
There are twc

Table

1

Crystal

and experimental

independent molecules in the asymmetric unit, denoted
by A and B, respectively. Perspective drawings of the
two molecules are shown in Fig. 2. Both molecules are
closely similar as regards bond lengths and angles. The
phenyl rings are planar to within the limits of experimental error and show normal geometries, 1.382(4)A
and 12.3)°
~i ~~ for the mean C(sp2)-C(sp2) bond distance
and the mean internal angle. The double bond is located on the N2-N3 rather than N1-N2. Both bond
lengths N3-02 [1.295(3) and 1.287(3)] are between a single and double bond, N-0. The four atoms of the triazene
N-oxide group are also planar within 0.004(2) A and
0.008(2) A for A and B, respectiv ely. The dihedral angles between the triazene N -oxide group and phenyl rings
for A and B molecules are 9.8(2)° and 6.5(l)°. Both
molecules are stabilized internally by two intramolecular

data
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factors (A2)

coordinates

and

equivalent

temperature

ANALYTICAL

286

Fig.
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The

ellipsoids
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hydrogen

Bond

distances

molecular
are drawn

structure

of the title

at the 50probability

(A), angles (°) and geometry

compound

with

the
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dashed

A unit

cell drawing

lines indicate

0-HO

of the packing
hydrogen

arrangement
bonds

and N-H

and
O

interactions.
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N-H O interactions.
The molecular
packing is shown
in Fig. 3. The arrangement
of molecules
in the crystal
appears to be governed
by one intermolecular
hydrogen
bond, 0-HO.
Details of hydrogen
bonding scheme is
given in Table 3.
difference-Fourier
ture factors.

The H-atoms
were located
map and refined isotropic

from the
tempera-
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