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(E)-1-[4-(Benzyloxy)benzylidene]-2-(4-nitrophenyl)-

hydrazine

The title compound, C,oH;7N;O;, was prepared by the
reaction of 4-(benzyloxy)benzaldehyde and 1-(4-nitrophen-
yDhydrazine. In the crystal structure, the central benzene ring
makes dihedral angles of 3.16 (12) and 64.87 (6)° with the
p-nitrophenyl and phenyl rings, respectively. The crystal
packing is stabilized by intermolecular N—H- - -O hydrogen
bonds.

Comment

In continuation of our search for new Schiff bases functioning
as ligands (Jun, 2005), we present the crystal structure of the
title compound, (I).

) .

In (I) (Fig. 1), the bond lengths and angles (Table 1) are
normal. The benzene ring (C8-C13) makes dihedral angles of
64.87 (6) and 3.16 (12)° with the phenyl (C1-C6) and benzene
(C15-C20) rings, respectively. The crystal packing (Fig. 2) is
stabilized by the intermolecular N—H- - -O hydrogen bonds
(Table 2).

Experimental

An anhydrous ethanol solution of 4-(benzyloxy)benzaldehyde
(2.12 g,10 mmol) was added to an anhydrous ethanol solution of 1-(4-
nitrophenyl)hydrazine (1.53 g, 10 mmol), and the mixture was stirred
at 350 K for 5 h under nitrogen. A yellow precipitate was isolated,
recrystallized from ethanol, and then dried in vacuo to give the pure
compound in 87% yield. Yellow single crystals suitable for X-ray
analysis were obtained by slow evaporation of an ethanol solution of

@).

Figure 1
The structure of (I), with displacement ellipsoids for non-H atoms drawn
at the 30% probability level.
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Crystal data

CoH17N50;

M, = 34737
Monoclinic, P2, /c
a=6148 3) A
b =36.651 (15) A
c=7938(3) A
B=93551(7)°
vV =17852 (13) A?
Z=4

Data collection

Bruker SMART CCD area-detector
diffractometer

¢ and w scans

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tnin = 0.958, Thax = 0.982

10028 measured reflections

Refinement

Refinement on F?
R[F* > 20(F%)] = 0.050
wR(F?) = 0.127
§=1.00

3643 reflections

235 parameters

D, =1292 Mgm™>

Mo Ko radiation

Cell parameters from 1822
reflections

0 =2.6-22.7°

wn = 0.09 mm~

T=29%(2)K

Block, yellow

0.40 x 0.34 x 0.20 mm

1

3643 independent reflections
1738 reflections with I > 20(I)
Rin = 0.051

Omax = 26.5°
h=-7—17
k=—-18 — 45
[=—9—>9

H-atom parameters constrained

w = 1/[0*(Fy’) + (0.0516P)%]
where P = (F,” + 2F2)/3

(A/0)max = 0.001

Apmax =014 e A7

APmin = —0.17 ¢ A7

Table 1

Selected geometric parameters (A, °).

01-C8 1.374 (2) N1—Cl4 1.284 (2)
01-C7 1433 (2) N1—-N2 1.368 (2)
02-N3 1238 (3) N2—Cl15 1.368 (3)
03—N3 1227 (3) N3—CI8 1.453 (3)
C8—01—C7 117.79 (16) 03-N3-02 123.5 3)
Cl14—N1-—-N2 117.18 (19) 0O3—N3—-C18 119.1 (3)
CI15—N2—N1 120.48 (19) 02—N3—-C18 117.4 (3)
Table 2

Hydrogen-bond geometry (A, °).

D-H.-A D—H H.-A DA D—H-.-A
N2—H2..-02' 0.86 2912 (3) 170

Symmetry code: (i) x — 1, =y + 4, z + 4.

Figure 2
View of the crystal packing, with the intermolecular N—H- - -O hydrogen
bonds shown by dashed lines.

All H atoms were included in calculated positions and refined
using a riding-model approximation, with C—H = 0.93-0.97 A, N—
H = 0.86 A and Uj,o(H) = 1.2U.q(CN).

Data collection: SMART (Bruker, 1999); cell refinement: SAINT
(Bruker, 1999); data reduction: SAINT; program(s) used to solve
structure: SHELXS97 (Sheldrick, 1997a); program(s) used to refine
structure: SHELXL97 (Sheldrick, 1997a); molecular graphics:
SHELXTL (Sheldrick, 1997b); software used to prepare material for
publication: SHELXTL.

References

Bruker (1999). SMART (Version 5.0) and SAINT (Version 4.0) for Windows
NT. Bruker AXS Inc., Madison, Wisconsin, USA.

Jun, S. (2005). Acta Cryst. E61, 03893—03894.

Sheldrick, G. M. (1996). SADABS. University of Gottingen, Germany.

Sheldrick, G. M. (1997a). SHELXS97 and SHELXL97. University of
Gottingen, Germany.

Sheldrick, G. M. (1997b). SHELXTL. Version 5.10 for Windows NT. Bruker
AXS Inc., Madison, Wisconsin, USA.

03896

ShiJun + CaoH;7N30;,

Acta Cryst. (2005). E61, 03895-03896



	mk1

