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R factor = 0.046; wR factor = 0.128; data-to-parameter ratio = 15.2.

The title compound, C12H8F2N2O, crystallizes with two

independent molecules in the asymmetric unit. The indepen-

dent molecules differ slightly in conformation; the dihedral

angles between the benzene and pyridine rings are 51.58 (5)

and 49.97 (4)�. In the crystal structure, molecules aggregate

via N—H� � �Npyridine interactions as hydrogen-bonded dimers

with the structural motif R2
2(8), and these dimers are linked via

C—H� � �O interactions to form a supramolecular chain.

Related literature

For background information, see: Chopra & Row (2008);

Donnelly et al. (2008); Gelbrich et al. (2007); McMahon et al.

(2008). For a related structure, see: Forbes et al. (2001). For the

Cambridge Structural Database, see: Allen (2002).

Experimental

Crystal data

C12H8F2N2O
Mr = 234.20
Monoclinic, P21=n
a = 11.8515 (4) Å
b = 9.0554 (2) Å
c = 20.1075 (7) Å
� = 100.2620 (15)�

V = 2123.42 (11) Å3

Z = 8
Mo K� radiation
� = 0.12 mm�1

T = 150 (1) K
0.26 � 0.20 � 0.15 mm

Data collection

Nonius KappaCCD diffractometer
Absorption correction: multi-scan

(SORTAV; Blessing, 1995)
Tmin = 0.875, Tmax = 0.981

5113 measured reflections
4803 independent reflections
3170 reflections with I > 2�(I)
Rint = 0.045

Refinement

R[F 2 > 2�(F 2)] = 0.046
wR(F 2) = 0.128
S = 1.04
4803 reflections
316 parameters

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.22 e Å�3

��min = �0.23 e Å�3

Table 1
Hydrogen-bond geometry (Å, �).

D—H� � �A D—H H� � �A D� � �A D—H� � �A

N1A—H1A� � �N22B 0.894 (19) 2.076 (19) 2.968 (2) 175.9 (16)
N1B—H1B� � �N22A 0.90 (2) 2.10 (2) 2.999 (2) 175.4 (17)
C25B—H25B� � �O1Ai 0.95 2.48 3.379 (2) 159
C25A—H25A� � �O1Bii 0.95 2.67 3.542 (2) 153

Symmetry codes: (i) x þ 1
2;�y þ 1

2; z þ 1
2; (ii) x � 1

2;�y þ 1
2; z � 1

2.

Data collection: KappaCCD Server Software (Nonius, 1997); cell

refinement: DENZO–SMN (Otwinowski & Minor, 1997); data

reduction: DENZO–SMN; program(s) used to solve structure:

SHELXS97 (Sheldrick, 2008); program(s) used to refine structure:

SHELXL97 (Sheldrick, 2008) and SORTX (McArdle, 1995); mol-

ecular graphics: PLATON (Spek, 2003); software used to prepare

material for publication: SHELXL97 and PREP8 (Ferguson, 1998).
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: TK2329).
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