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The molecular structure of (I) is shown in Fig. 1. The mol-
ecule of (I) is centrosymmetric, with the centroid of the
benzene ring located on an inversion center. The bond lengths
and angles are within normal ranges (Allen et al., 1987). The
pyridine ring is twisted with respect to the benzene ring, the
dihedral angle being 64.8 (4)°. The crystal structure is stabil-
ized by intermolecular N—H- - -O hydrogen bonds (Table 1).

Experimental

Compound (I) was prepared according to He er al. (2006). Single
crystals were obtained by slow evaporation of a methanol solution.
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Figure 1
© 2007 International Union of Crystallography The molecular structure of (I), shown with 30% probability displacement
All rights reserved ellipsoids [symmetry code: (A) 1 —x,2 —y,1 — z].
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Crystal data

CooH14F4N4O,
M, = 41835
Triclinic, PT
a=54300 (11) A
b =7.0430 (14) A
c=11216 (2) A
o = 86.88 (3)°

B =86.30 (3)°

Data collection

Bruker SMART APEX CCD
diffractometer

Absorption correction: none

3539 measured reflections

Refinement

R[F? > 20(F?%)] = 0.067
wR(F?) = 0.138
S=1.02

1822 reflections

y=7808 3

V =418.44 (14) A®
Z=1

Mo Ko radiation

# =014 mm™"
T=291(2)K

0.30 x 0.24 x 0.22 mm

1822 independent reflections
1477 reflections with I > 20(1)
Rin = 0.031

130 parameters

H-atom parameters constrained
APmax = 020e A3

Appin = —024 ¢ A3

Table 1 .
Hydrogen-bond geometry (A, °).
D—H---A D—H
N2—H2B---01' 0.86
N2—H2B---N1 0.86

H---A D---A D—H---A
3203 (3) 141
2.666 (3) 107

Symmetry code: (i) x — 1, y, z.

H atoms were placed in calculated positions and refined in riding
mode, with N—H = 0.86 A, C—H = 0.97 (methylene) or 0.93 A
(aromatic) and Ujo(H) = 1.2U¢(N,C).

Data collection: SMART (Bruker, 2000); cell refinement: SAINT
(Bruker, 2000); data reduction: SAINT; program(s) used to solve
structure: SHELXTL (Bruker, 2000); program(s) used to refine
structure: SHELXTL; molecular graphics: SHELXTL; software used
to prepare material for publication: SHELXTL.

The authors thank the Center for Testing and Analysis of
Nanjing University for support.
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