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R factor = 0.045; wR factor = 0.092; data-to-parameter ratio = 12.5.

In the title compound, C,;H;sFsN,Og, the nitro groups are
almost coplanar with the aromatic rings to which they are
attached [dihedral angles = 3.5 (5) and 6.2 (3)°]. The dihedral
angles between adjacent aromatic rings are 78.07 (8) and
71.11 (8)° for nitrophenyl/phenyl and 69.50 (8)° for phenyl/
phenyl. An intermolecular C—H- - -7 interaction seems to be
effective in the stabilization of the structure.

Related literature

For related literature, see: Liaw et al. (2005); Yang et al. (2003);
Miyagawa et al. (2003); Leu et al. (2003); Zhou et al. (2001.
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CFy

Experimental

Crystal data

Cy7Hi6FeN>Og

M, =578.42
Monoclinic, P2, /c
a=25523(3) A

b =10.5530 (12) A
¢ =9.3869 (8) A

B = 98.248 (8)°

vV =25022 (5) A®

Z=4 T=173 (2) K
Mo Ko radiation 0.23 x 0.10 x 0.10 mm
w=014 mm™'

Data collection

Stoe IPDSII two-circle
diffractometer

Absorption correction: none

13020 measured reflections

4653 independent reflections
2651 reflections with 7 > 20(1)
Rine = 0.076

Refinement

R[F? > 20(F%)] = 0.044
wR(F?) = 0.092

S =091

4653 reflections

371 parameters

H-atom parameters constrained
APmax =020 e A7

APmin = —021 e A7

Table 1

Hydrogen-bond geometry (A, °).

D—H - -A D—H H--A D---A D—H --A
C46—H46. - -Cgl' 0.95 3.04 3.710 129

Symmetry code: (i) x, —y +1, z + 1. Cgl is the centroid of the C31-C36 ring.

Data collection: X-AREA (Stoe & Cie, 2001); cell refinement:
X-AREA; data reduction: X-AREA; program(s) used to solve
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: XP in
SHELXTL-Plus (Sheldrick, 2008); software used to prepare material
for publication: SHELXLY97.

The authors are grateful to the Department of Chemistry,
Quaid-I-Azam University, Islamabad, Pakistan, and to the
Institute for Inorganic Chemistry, University of Frankfurt,
Germany, for providing laboratory and analytical facilities.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: BQ2089).
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