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N-(2-Fluorobenzylidene)-2,6-diisopropylaniline

In the molecule of the title Schiff base, C;oH,,FN, the fluorine-
bearing aromatic ring makes an angle of 68.0 (1)° with the
other sterically crowded aromatic ring.

Comment

A previous structural study of a crowded Schiff base mentions
the usefulness of their nickel complexes in catalysis (Gao et al.,
2004); steric crowding in the Schiff base appears to be related
to catalytic activity. The title compound, (I) (Fig. 1), was
designed to have a fluorine substituent in the ortho position of
the benzene ring to allow it to undergo substitution by
alkylamino and arylamino nucleophiles, to form chelating di-
amines. The two aromatic rings are twisted by 68.0 (1)° rela-
tive to each other; both isopropyl substituents are rotated such
that the methyl groups point away from the C=N fragment.
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Experimental

A hexane (15 ml) solution of 2-fluorobenzaldehyde (3.28 ml, 3.83 g,
30.9 mmol) and 2,6-diisopropylaniline (6.42 ml, 6.03 g, 34.0 mmol)
was stirred for 2 h at room temperature, after which magnesium
sulfate was added to ensure complete removal of water. The mixture
was filtered and the yellow solution cooled to 263 K to furnish 4.49 g
of the yellow Schiff base. Removal of the solvent yielded an addi-
tional 1.43 g; yield approximately 70%. Elemental analysis calculated
for C;oH»,FN: C 80.53, H 7.83, N 8.94%; found: C 80.37, H 7.54, N
4.73%.

Crystal data

CoH,,FN zZ=2

M, = 283.38 D,=1136 Mgm™
Triclinic, P1 Mo Ka radiation
a=28265(1) A Cell parameters from 982

b =10.510 (1) A reflections
c=10.841 (1) A 6 =2.1-27.1°

o = 113.855 (2)° =007 mm™!
B = 98.767 (2)° T=2952)K

y = 98390 (2)°

> . Block, yellow
V=8285Q2)A°

0.50 x 0.42 x 0.22 mm

Received 11 March 2005
Accepted 15 March 2005
Online 25 March 2005

01068

Hai-Yang Gao et al.

« Cy9Hy,FN

doi:10.1107/51600536805008263

Acta Cryst. (2005). E61, 01068—01069



organic papers

Data collection

Bruker SMART area-detector
diffractometer

¢ and w scans

Absorption correction: none

7091 measured reflections

3581 independent reflections

Refinement

Refinement on F>
R[F? > 20(F%)] = 0.055
wR(F?) = 0.195

S =1.06

2421 reflections with 1 > 20(1)
Rin = 0.013

BOrmax = 27.2°

h=-10— 10
k=-13 - 13
[=—-13—> 13

w = 1/[0*(F,%) + (0.1003P)*
+0.1118P]
where P = (F,” + 2F2)/3
(A/0)max = 0.001

3581 reflections
190 parameters
H-atom parameters constrained

Apmax=023e A7
APmin = —021e A3

H atoms were placed in calculated positions (C—H = 0.93 A for
aromatic H atoms, 0.98 A for methine H atoms and 0.96 A for methyl
H atoms) and were included in the refinement in the riding-model
approximation, with U;,(H) values set at 1.2 times U,q of the parent
C atoms, except for the methyl H atoms, for which this was set at 1.5
times Ugq(C).

Data collection: SMART (Bruker, 2001); cell refinement: SAINT
(Bruker, 2001); data reduction: SAINT; program(s) used to solve
structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine
structure: SHELXL97 (Sheldrick, 1997); molecular graphics:
ORTEPII (Johnson, 1976); software used to prepare material for
publication: SHELXL97.

We thank Sun-Yat Sen University and the University of
Malaya for supporting this study.
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Figure 1

A plot of the molecular structure of (I). Displacement ellipsoids are
drawn at the 50% probability level and H atoms are shown as spheres of
arbitrary radii.
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