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Abstract

C14H9Cl2N3O3, monoclinic, P121/c1 (no. 14), a = 10.960(2) Å,
b = 14.223(2) Å, c = 9.149(1) Å, / = 92.92(1)°, V = 1424.3 Å3,
Z = 4, Rgt(F) = 0.045, wRref(F

2) = 0.116, T = 293 K.

Source of material

2,6-Dichlorobenzaldehyde (2 mmol, 0.35 g) was dissolved in an-
hydrous methanol (10 ml), the mixture was stirred for several
minutes at room temperature, 4-nitrobenzohydrazide (2 mmol
0.362 g) in methanol (5 ml) was added dropwise and stirred at
room temperature for 2 h, then for 4 h at RT and evaporated to
dryness. The product was separated and recrystallised in metha-
nol, red single crystals were obtained after 3 d.

Discussion

The chemistry of Schiff bases has attracted a great deal of interest
in recent years. These compounds play an important role in the
development of various proteins and enzymes [1,2].

The molecule of the Schiff base N'-(2,6-dichlorobenzylidene)-4-
nitrobenzohydrazide is not planar. The dihedral angle between
the two benzene rings is 9.82(12)°, the nitro group is nearly co-
planar with its benzene ring making a dihedral angle of 5.49(15),.
In the crystal structure, intermolecular N–H···O hydrogen bonds
are observed which help to stabilize the molecular packing.
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Crystal: red block, size 0.24 ' 0.26 ' 0.27 mm
Wavelength: Mo K0 radiation (0.71073 Å)
%: 4.72 cm01

Diffractometer, scan mode: Bruker SMART CCD area detector, 1
2"max: 52.78°
N(hkl)measured, N(hkl)unique: 5729, 2911
Criterion for Iobs, N(hkl)gt: Iobs > 2 !(Iobs), 2025
N(param)refined: 200
Program: SHELXTL [3]

Table 1. Data collection and handling.

H(2A) 4e 0.2470 0.7363 0.6057 0.049
H(11A) 4e 0.4629 0.9554 0.8455 0.057
H(10A) 4e 0.3890 0.8267 0.7131 0.049
H(14A) 4e 0.2703 0.9989 0.3903 0.063
H(7A) 4e 0.1899 0.5866 0.5910 0.052
H(13A) 4e 0.3412 1.1270 0.5240 0.067
H(4A) 4e 0.1627 0.2775 0.4120 0.085
H(2B) 4e 00.0162 0.4348 0.1131 0.079
H(3A) 4e 0.0432 0.2906 0.1983 0.097

Table 2. Atomic coordinates and displacement parameters (in Å2).

Atom Site x y z Uiso

_____________
* Correspondence author (e-mail: yinck@263.net)

Cl(1) 4e 0.01703(7) 0.61558(5) 0.19786(7) 0.0792(5) 0.0572(4) 0.0607(4) 0.0040(4) 00.0159(3) 00.0046(3)
Cl(2) 4e 0.26599(8) 0.40340(5) 0.61081(9) 0.0882(6) 0.0599(5) 0.0753(5) 0.0045(4) 00.0100(4) 0.0106(4)
C(8) 4e 0.2737(2) 0.8206(2) 0.4441(2) 0.053(1) 0.035(1) 0.031(1) 0.006(1) 0.002(1) 0.0003(9)
N(1) 4e 0.2032(2) 0.6667(1) 0.4257(2) 0.054(1) 0.035(1) 0.036(1) 00.0023(9) 0.0019(8) 00.0083(8)
N(2) 4e 0.2425(2) 0.7407(1) 0.5119(2) 0.062(1) 0.034(1) 0.0273(9) 00.0027(9) 00.0006(8) 00.0031(8)
O(1) 4e 0.2633(2) 0.8306(1) 0.3116(2) 0.110(2) 0.046(1) 0.0277(9) 00.000(1) 00.0001(8) 0.0015(7)
C(9) 4e 0.3208(2) 0.8997(2) 0.5385(2) 0.040(1) 0.034(1) 0.035(1) 0.003(1) 0.0061(9) 0.0022(9)
C(11) 4e 0.4235(2) 0.9636(2) 0.7540(3) 0.054(2) 0.049(2) 0.039(1) 00.009(1) 00.003(1) 0.003(1)

Table 3. Atomic coordinates and displacement parameters (in Å2).

Atom Site x y z U11 U22 U33 U12 U13 U23
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382 C14H9Cl2N3O3

C(12) 4e 0.4084(2) 1.0515(2) 0.6959(3) 0.044(1) 0.040(1) 0.055(2) 00.013(1) 0.003(1) 00.007(1)
C(10) 4e 0.3793(2) 0.8869(2) 0.6747(2) 0.050(1) 0.036(1) 0.037(1) 0.000(1) 0.001(1) 0.007(1)
C(6) 4e 0.1400(2) 0.5069(2) 0.4045(2) 0.047(1) 0.038(1) 0.042(1) 00.006(1) 0.013(1) 00.006(1)
O(3) 4e 0.5140(2) 1.1193(2) 0.8947(2) 0.113(2) 0.087(2) 0.070(2) 00.046(1) 00.012(1) 00.013(1)
C(14) 4e 0.3082(2) 0.9900(2) 0.4825(3) 0.070(2) 0.040(1) 0.045(1) 0.000(1) 00.011(1) 0.008(1)
C(7) 4e 0.1807(2) 0.5903(2) 0.4895(2) 0.056(1) 0.040(1) 0.035(1) 0.001(1) 0.004(1) 00.007(1)
N(3) 4e 0.4548(2) 1.1337(2) 0.7807(3) 0.067(2) 0.054(2) 0.083(2) 00.024(1) 00.001(1) 00.009(1)
C(1) 4e 0.0676(2) 0.5106(2) 0.2737(3) 0.055(2) 0.045(1) 0.044(1) 00.010(1) 0.008(1) 00.006(1)
C(13) 4e 0.3510(2) 1.0665(2) 0.5612(3) 0.065(2) 0.032(1) 0.069(2) 00.002(1) 00.004(1) 0.009(1)
O(2) 4e 0.4329(3) 1.2110(2) 0.7315(3) 0.139(2) 0.044(1) 0.172(3) 00.022(1) 00.055(2) 00.009(2)
C(4) 4e 0.1383(3) 0.3364(2) 0.3772(3) 0.103(2) 0.037(2) 0.074(2) 00.012(2) 0.013(2) 0.000(1)
C(5) 4e 0.1732(2) 0.4171(2) 0.4531(3) 0.062(2) 0.041(1) 0.051(2) 00.006(1) 0.009(1) 00.001(1)
C(2) 4e 0.0323(3) 0.4302(2) 0.1992(3) 0.090(2) 0.056(2) 0.052(2) 00.025(2) 00.002(1) 00.007(1)
C(3) 4e 0.0674(3) 0.3444(2) 0.2500(3) 0.128(3) 0.048(2) 0.067(2) 00.034(2) 0.004(2) 00.013(2)

Table 3. Continued.

Atom Site x y z U11 U22 U33 U12 U13 U23


