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The structures of several Schiff bases have been determined
Correspondence e-mail: seikweng@um.edu.my (Gao et al., 2005; Gui et al., 2005) because their complexes with
nickel(IT) exhibit superior activity as catalysts in polymeriza-
tions (Gao et al., 2004; Gui et al., 2006). Schiff bases such as

Key indicators those derived from salicylaldehyde and aniline are readily
Single-crystal X-ray study synthesized. The Schiff bases that will be examined for their
T=292K catalytic activity in the form of their nickel compounds include
Mean o(C-C) = 0.007 A the present p-bromosalicyldehyde derivative, (I), that is
R factor = 0.059 obtained by reaction with m-nitroaniline (Fig. 1). Other Schiff

WR factor = 0.145

_ bases from this aldehyde whose crystal structures are known
Data-to-parameter ratio = 16.2

include the m-chloroaniline (Navon & Bernstein, 1997), the p-

For details of how these key indicators were chloroaniline (Bar & Bernstein, 1987), the m-bromoaniline
automatically derived from the article, see (Navon & Bernstein, 1997), the p-bromoaniline (Bernstein &
http://journals.iucr.org/e. Izak, 1975) and the p-cyanoaniline (Ojala et al., 2001) deriv-

atives. The principal features of the title compound, (I), i.e.,
the C=N and C—Br bond distances, are similar to those in
reported compounds. The molecule is not planar as the two
aromatic rings are twisted about the double bond in order to
relieve steric strain [dihedral angle = 17.8 (2)°].
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Experimental

m-Nitroaniline (2.50 g, 18.1 mmol) and p-bromobenzaldehyde
(3.33 g, 18.0 mmol) were dissolved in ethanol (35 ml) along with 1 ml
of formic acid. The solution was refluxed for 6 h. Removal of the
solvent followed by recrystallization from a 1:1 ethanol/dichloro-
methane mixture (35 ml) gave the compound in about 75% yield.
Crystals were grown from ethanol. Elemental analysis calculated for
Ci3HoBrN,O,: C 51.17, H 2.97, N 9.18%; found: C 51.20, H 3.01, N
9.10%.

Crystal data

CsHoBrN,O, Z=4
M, = 305.13 D,=1716 Mg m™
Monoclinic, P2, /n Mo Ko radiation
a=13501(2) A =347 mm™
b =39390 (5) A T=292(2)K
c=22433 (3) A Needle, light yellow
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Data collection

Bruker APEX CCD area-detector
diffractometer

¢ and w scans

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tnin = 0422, Tax = 0.819

7663 measured reflections
2648 independent reflections
1545 reflections with I > 20(1)
Rine = 0.108

Omax = 27.5°

Refinement

Refinement on F?
R[F* > 20(F?)] = 0.059
WR(F?) = 0.145
§=095

2648 reflections

163 parameters

H-atom parameters constrained

w = 1/[c*(F,?) + (0.0665P)%]
where P = (F,” + 2F2)/3

(A/6) max = 0.001

ApPmax = 0.76 ¢ A™3

Appin = —053 e A3

H atoms were placed in calculated positions [C—H = 0.93 A and
U = 12U.(C)] and were included in the refinement in the riding-
model approximation.

Data collection: SMART (Bruker, 2003); cell refinement: SAINT
(Bruker, 2003); data reduction: SAINT; program(s) used to solve
structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine
structure: SHELXL97 (Sheldrick, 1997); molecular graphics: X-
SEED (Barbour, 2001); software used to prepare material for
publication: SHELXL97.

We thank Xianning College and the University of Malaya
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Figure 1

The molecular structure of (I), with van der Waals surfaces. Displacement
ellipsoids are drawn at the 50% probability level and H atoms as spheres
of arbitrary radii.
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