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Abstract
C24H19N3O, monoclinic, P21/c (no. 14), a = 10.4783(5) Å,
b = 11.7171(5) Å, c = 14.9194(6) Å, β = 93.991(2)°, Z = 4,
V = 1827.29(14) Å3, Rgt(F ) = 0.0521, wRref(F 2) = 0.1508,
T = 150(2) K.

CCDC no.: 2288022

The asymmetric unit of the molecular structure is shown in
the figure. Table 1 contains crystallographic data and Table 2
contains the list of the atoms including atomic coordinates
and displacement parameters.

1 Source of materials

All chemicals were of reagent grade and used without
further purification. The title compound was prepared
following a literature procedure [5].

The intermediate is synthesized through aldol conden-
sation reaction. 2-Hydroxy acetophenone (5.25 mmol) and
benzaldehyde (5 mmol) were added to a 100mL round-
bottom flask along with 20 mL ethanol (EtOH). The mixture
was stirred at room temperature for 10 min. An aqueous
solution (2 mL) of NaOH (5 mmol) was then added drop
wise. Subsequently, the mixture was agitated and allowed
to stand at room temperature for additional 10 h. After
completion, the reaction mixture was poured into ice cold
water and neutralized with diluted HCl. Finally, the precip-
itated solid was filtered, washed with excess of cold water,
dried and then recrystallized from ethanol to obtain the
2′-hydroxychalcone as yellow crystals. Yield: ca. 86 %.

The second step of synthetic procedure is as fol-
lows: A mixture of 2′-hydroxychalcone (10 mmol) and
2-hydrazinoquinoline (10 mmol) was dissolved in ethanol
(30 ml) containing sodium hydroxide (30 mmol) and then
refluxed for 4 h on an oil-bath. Completion of the reaction
was confirmed by TLC. Five milliliter H2O were added
and the reaction mixture was further stirred for 5 min.
The above mixture was neutralized with diluted HCl. The
orange yellow precipitates were isolated by filtration
and recrystallized from ethanol. Yield: ca. 81 %. Suitable
crystals of the title compound were grown from the mixed
solution of ethanol and DMF by slow evaporation at room
temperature.

Table : Data collection and handling.

Crystal: Yellow block
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Bruker APEX II, ω
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: ,, , .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: Bruker [], SHELX [–]
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2 Experimental details

The H atoms were added using riding models. Their Uiso

values were set to 1.2Ueq of the parent atoms.

3 Comment

The construction of 1,3,5-trisubstituted pyrazolines has
attracted great attention in recent years due to their wide ap-
plications in pharmaceuticals, fluorescent probes and electro-
luminescentmaterials [6–10]. Inviewof the structural diversity
and important significance of 1,3,5-trisubstituted pyrazolines,
research involving single crystal structures is of great signifi-
cance to reveal the structure-activity relationship. The title
compound 2-(5-phenyl-1-(quinolin-2-yl)-4,5-dihydro-1H-pyrazol-
3-yl)phenol bearing both pyrazoline and quinoline moieties
belongs to an important kind of 1, 3, 5-trisubstituted pyrazoline
compounds.

The title compound crystallizes in the monoclinic space
group P21/cwith one molecule in the asymmetric unit (see the
Figure). Bond lengths and angles are all in the normal range. A
pyrazoline group as the five-membered core ring is formed by
addition cyclization reaction of chalcone and hydrazine. The
bond length of C12–N3 (1.2970 Å) indicates the existence of C=N
in the pyrazoline ring, which is typical for similar compounds
[11–13]. The pyrazoline ring is close to being planar with the
largest deviation from the mean plane being 0.0883° for atom
C10. In addition to the pyrazoline ring, it is substituted by a
quinoline group, and a phenyl group and a phenol-2-yl group.
The pyrazoline ring makes dihedral angles of 9.9° and 19.2°
with the phenol and quinoline rings, respectively. Due to the
steric hindrance effect, the benzene ring is almost perpen-
dicular to the attached pyrazoline ring, showing a dihedral
angle of approximately 103.9°. Phenolic hydroxyl group forms
an intramolecular hydrogen bond to the pyrazoline N3 atom
[O1⋯N3: 2.6656(16) Å]. π⋯π interactions are observed for
parallel quinoline rings with the centroid-centroid distance
between the two pyridine moieties of 3.66 Å.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () −. () . () . ()
H . −. . .*
C −. () −. () . () . ()
H −. −. . .*
C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
H −. . . .*
C . () . () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
H . −. . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
N . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
O . () . () . () . ()
HA . . . .*
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