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We have recently reported the synthesis and crystal structure

of 2-(2-nitrophenyl)-1 H-benzimidazole (Li et al., 2005). In our
ongoing studies of benzimidazole derivatives, the title

Key indicators compound, (I), was obtained as an intermediate.
Single-crystal X-ray study
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In the molecule of (I) (Fig. 1), all non-H atoms are essen-
tially coplanar, with a dihedral angle of 1.1 (1)° between the
planes of the benzene and imidazole rings. The bond lengths in
the benzimidazole ring system (Table 1) show a character
intermediate between single and double bonds, comparable
with those observed in 2-(2-nitrophenyl)-1H-benzimidazole
(Li et al, 2005). In the crystal structure, N1—H1A---O1
hydrogen bonds (Table 2) link the molecules into centro-
symmetric dimers (Fig. 2).

Experimental

Lactic acid (10 ml) was added to a solution of o-phenylenediamine
(5.4 g, 0.05mol) in hydrochloric acid (50 ml). The mixture was
refluxed for 2 h and then filtered. On neutralization of the filtrate
with sodium hydroxide (20%), 1-(1H-benzimidazol-2-yl)ethanol
(3.2 g, 0.02 mol) was obtained. To a solution of this compound in
glacial acetic acid (30 ml) was added a solution of CrO; (3.0 g,
0.03 mol) in water (10 ml). The mixture was reacted at 373 K for 1 h
and then filtered. The filtrate was extracted with chloroform and
© 2006 International Union of Crystallography dried. Single crystals of (I) suitable for X-ray diffraction analysis were
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Figure 1

The structure of (I), showing 50% probability displacement ellipsoids and

the atomic numbering scheme.

Figure 2
A view of the N—H- - -O hydrogen-bonded (dashed lines) dimers of (I).

Crystal data

CoHgN,O

M, =160.17
Triclinic, P1 .
a=57270 (16) A
b=7.102 (2) A
c=10322 3) A
o = 95.493 (4)°

B = 94.159 (4)°

¥ = 108.960 (4)°

Data collection

Bruker SMART 1000 CCD area-
detector diffractometer

® scans

Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.959, Tax = 0.993

V =392.81 (19) A’
Z=2

D, =1354Mgm™
Mo Ko radiation
=009 mm™!
T=293(2)K

Plate, colourless

0.46 x 0.22 x 0.08 mm

2230 measured reflections
1495 independent reflections
1194 reflections with I > 20(I)
R; = 0.013

Omax = 26.0°

Refinement

Refinement on F?
R[F? > 20(F%)] = 0.050
WR(F?) = 0.142

S =1.00

1495 reflections

110 parameters

w = 1/[0*(F,?) + (0.0803P)*
+0.1068P]
where P = (F,2 + 2F)/3
(A/0) max = 0.001
APmax =021 e A3
APmin = —0.18 ¢ A7

H-atom parameters constrained

Table 1 .

Selected bond lengths (A).

01-C8 1218(2)  N2—C7 1317 (2)
N1-C7 1.358 (2) N2—-C6 1.382 (3)
N1-C5 1373 (2)

Table 2 .

Hydrogen-bond geometry (A, °).

D—H---A D—H H--A D---A D-H---A
N1—HlA. -0l 0.86 2.05 2.868 (2) 158

Symmetry code: (i) —x +1, =y +1, —z.

After their location in a difference Fourier map, all H atoms were
positioned geometrically (N—H = 0.86 Aand C—H=0.930r0.96 A)
and refined as riding, with Uj,,(H) = 1.2 or 1.5 (methyl) times
U.q(parent atom).

Data collection: SMART (Siemens, 1996); cell refinement: SAINT
(Siemens, 1996); data reduction: SAINT; program(s) used to solve
structure: SHELXTL (Sheldrick, 1997); program(s) used to refine
structure: SHELXTL; molecular graphics: SHELXTL; software used
to prepare material for publication: SHELXTL and PLATON (Spek,
2003).
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