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N-(2-Nitro-4-propoxyphenyl)acetamide

The title compound, C;;H{4N,O,, has an almost planar
molecule, whose conformation is stabilized by an intra-
molecular N—H- - -O hydrogen bond.

Comment

Acetamide derivatives are used as inhibitors of peroxides and
stabilizers for cellulose ester varnishes and as anticonvulsants
(Soyer et al., 2004), antibacterials (Gregoriou et al., 1977) and
radiation-protective agents (Nander & Oberdorfer, 2002). The
crystal structure of N-[4-(4-nitrobenzylideneamino)phenyl]-
acetamide has been reported (Wu et al., 2006). The structures
of the potential non-linear optical (NLO) materials N-[2-
(isopropylamino)-5-nitrophenyl]acetamide and N-[2-(butyl-
amino)-5-nitrophenyl]acetamide have been investigated by
X-ray crystallographic analysis (Clark et al., 2000). The crystal
structures of an important medicinal intermediate, N-(4-
fluorophenyl)acetamide (Li et al., 2006), and a potential
antiamnesic agent, N-[4-(morpholinocarbonylmethoxy)phen-
ylJacetamide monohydrate (Sundar et al, 2006), have also
been reported. In view of the importance of acetamide deri-
vatives in general and the title compound, (I), as a pharma-
ceutical intermediate in particular, the present paper reports
the crystal structure of the title compound.
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The molecular structure of the title compound is shown in
Fig. 1. Bond lengths and angles can be regarded as normal
(Cambridge Structural Database, Version 5.28, November
2006; updated January 2007; Allen, 2002; Mogul Version 1.1;
Bruno et al., 2004). Molecules of the title compound are almost
planar (r.m.s. deviation for all non-H atoms 0.241 A). All
substituents are slightly twisted out of the plane of the
aromatic ring (Table 1). The molecular conformation is
stabilized by an intramolecular N—H---O hydrogen bond
(Table 2).

Experimental

The title compound was obtained as a gift sample from Arvee Chem
Pharma, Mysore. X-ray quality crystals were obtained from methanol
by slow evaporation (m.p. 365 K).
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Crystal data

C11H14N>O4
M, = 23824
Monoclinic, P2, /c
a=169055 (15) A
b=4.0057 (2) A
c =18.0989 (16) A

V = 114042 (15) A3

Z=4
Mo Ko radiation P

u =011 mm™" G
T=173 (2) K O/c12
0.31 x 0.26 x 0.08 mm N

B =111.490 (7)°

Data collection

Stoe IPDSII two-circle
diffractometer

Absorption correction: none

15998 measured reflections

2437 independent reflections
2090 reflections with 1 > 20(1)
Riye = 0.044

Refinement

R[F* > 20(F%)] = 0.039 H atoms treated by a mixture of
wR(F?) = 0.105 independent and constrained
S =1.06 refinement

2437 reflections APmax =027 ¢ A3

160 parameters Apmin = —021 ¢ A3

Table 1

Selected torsion angles (°).

C2—Cl1—-N1-C11 —156.72 (13) C5—C4—-04—-C41 —177.70 (11)
Cl1—-N1-Cl11-C12 177.17 (13) C4—04—C41—-C42 167.94 (11)
C3—C2—-N2—-022 —1023 (17) 04—C41—C42—C43 17753 (11)
Cl1—C2—N2-021 —11.35 (19)

Table 2

Hydrogen-bond geometry (A, °).

D-H --A D-H H--A D---A D-H--A
N1—HI---021 091 (2) 1.96 (2) 2.6554 (15) 132.4 (17)

Carbon-bound H atoms were found in a difference map, but they
were refined using a riding model, with C—H = 0.95-1.00 A and
Uso(H) = 1.2U4(C) or 1.5U.q(methyl C). The methyl groups were
allowed to rotate but not to tip. The N-bound H atom was freely
refined.

Data collection: X-AREA (Stoe & Cie, 2001); cell refinement:
X-AREA; data reduction: X-AREA; program(s) used to solve

Figure 1

The molecular structure of the title compound, showing the atom
numbering and displacement ellipsoids drawn at the 50% probability
level.

structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine
structure: SHELXL97 (Sheldrick, 1997); molecular graphics: XP in
SHELXTL-Plus (Sheldrick, 1991); software used to prepare material
for publication: SHELXLY7.

One of the authors (SB) thanks the University of Mysore
for permission to carry out the research work.
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