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Abstract
C26H21BrN2O4, triclinic, P1̄ (no. 2), a = 9.061(3) Å, b = 11.640(3)
Å, c = 12.751(3) Å, α = 65.985(7)°, β = 87.683(8)°, γ = 72.332(12)°,
V = 1165.1(5) Å3, Z = 2, Rgt(F ) = 0.0351, wRref(F 2) = 0.0873,
T = 296(2) K.

CCDC no.: 2403234

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters. 1 Source of material

Aqueous KOH solution (8 ml, 40 %) was added to an equi-
molar amount of 5-chloro-3-methyl-1-phenyl-1H-pyrazole-4-
carboxaldehyde (10 mmol, 2.2 g) and 4-methoxyphenol
(10 mmol, 1.24 g) dissolved in 30 ml of dimethylforamide, and
the reaction mixture was refluxed 1 h. After cooling the re-
action mixture, it was stirred at room temperature over-
night. Ice water was added to the mixture and acidified

Table : Data collection and handling.

Crystal: Yellow plate
Size: . × . × .mm
Wavelength:
μ:

Mo Kα radiation (. Å)
.mm−

Diffractometer, scan mode:
θmax, completeness:

PHOTON III M, φ and ω
.°, >%

N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), 
N(param)refined: 

Programs: Bruker, SHELX,, Olex
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with 6N HCl (pH = 3–4). The resulting precipitate was
filtered, washed with ethanol to give 5-(4-methoxyphenoxy)-
3-methyl-1-phenyl-1H-pyrazole-4-carbaldehyde (1.07 g, 33 %)
compound. To a solution of aldehyde compound obtained
above (1 mmol, 0.308 mg) in 20 ml ethanol, was added
1-(4-bromo-2-hydroxyphenyl)ethanone (1 mmol, 0.215 g) and
stirred to furnish clear solution. To the reaction mixture
a catalytic amount of piperidine was given and stirred at
room temperature overnight to give precipitate. The
resulting precipitate was filtered and washed with ethanol.
The crude solid recrystallized from ethanol solution to form
crystals suitable for X-ray diffraction.

2 Experimental details

Data collections and reduction were carried out using the
Bruker software APEX2 and SAINT including SADABS.1

Hydrogen atoms were placed in their geometrically ideal-
ized positions and constrained to ride on their parent atoms
with C–H = 0.96 Å (methyl), Uiso (H) = 1.5 Ueq (C), C–H = 0.94 Å
(aromatic), Uiso (H) = 1.2 Ueq (C), O–H = 0.83 Å (hydroxyl), Uiso

(H) = 1.5 Ueq (O).

3 Comment

Pyrazole is a five-membered conjugated aromatic
compound that exhibits a wide range of biological activ-
ities, including anticancer, antibiotic, antifungal,
anti-inflammatory, and antiviral properties.5 Expanding
the widespread use of pyrazole, a huge variety of synthesis
methods have been reported over the years.6,7 The pres-
ence of an aryl group in the pyrazole increases the phar-
macological properties to some extent.8,9 Therefore, the
title pyrazole compound having a poly-aromatic substit-
uent was synthesized and its crystal structure was iden-
tified. The molecular structure of the title compound
is shown in the Figure. The central pyrazole ring
(C12/C10/C11/N1/N2) connects three benzene rings (C2–C7,
C14–C19 and C21–C26). The C21–C26 benzene ring is
directly connected to N2 of the pyrazole ring. However, the
C14–C19 benzene ring and C2–C7 benzene ring are con-
nected to C12 and C10 of the pyrazole ring through O3
oxygen and C1–C3 enone system, respectively. The trans
configuration of the C8 db C9 double bond in the enone
group is confirmed by the dihedral angle of C1–C8 db
C9–C10 of 177.8 (2)°.

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

O . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
O . () . () . () . ()
H . . . .*
Br . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
O . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
O . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . −. . .*
HC . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
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The dihedral angle between the pyrazole ring and the
C2–C7 benzene ring is 4.05(2)°, indicating that the rings are
close to coplanar. On the other hand, the pyrazole ring forms
dihedral angles of 70.7(1)°with the C14–C19 benzene ring and
39.1(2)° with the C21–C26 benzene ring, respectively, indi-
cating that these rings are highly twisted with each other.
The hydroxyl group attached to the C2–C7 benzene ring
forms an intramolecular O2–H2⋯O1 hydrogen bond. In the
crystal, pairs of C15–H15–N1 hydrogen bonds generate
inversion dimers with graph-set notation R2

2 (14) and the
dimers are linked by pairwise C4–H4–O2 hydrogen bonds.
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