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Abstract
C25H23ClO2, orthorhombic, P212121, a = 5.5648(5) Å,
b = 17.6062(15) Å, c = 21.5033(19) Å, V = 2106.8(3) Å3, Z = 4,
Rgt(F ) = 0.0529, wRref(F

2) = 0.1371, T = 298 K.

CCDC no.: 2164522

The crystal structure is shown in the figure. Table 1 con-
tains crystallographic data and Table 2 contains the list of
the atoms including atomic coordinates and displacement
parameters.

Source of materials

In a typical experiment, 4-chlorobenzaldehyde (0.5 mmol),
4-methylacetophenone (1mmol) and commercial powdered
NaOH (1 mmol) were crushed together for 60 min. After the
reaction was completed, the mixture was washed by hot
water and recystallized from methanol, the colourless
crystals were achieved, yield: 81%.

Table : Data collection and handling.

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

Diffractometer, scan mode: Bruker SMART, φ and ω-scans
θmax, completeness: °, >%
N(hkl )measured, N(hkl )unique, Rint: ,, , .
Criterion for Iobs, N(hkl )gt: Iobs > σ(Iobs), 
N(param)refined: 

Programs: Bruker programs [],
SHELX []
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Experimental details

All hydrogen atomic positionswere taken from a difference
Fourier map. Hydrogen atomswere assignedwith common
isotropic displacement factors Uiso(H) = 1.2 times Ueq(C,
phenyl ring and methylene carbon) and Uiso(H) = 1.5 times
Ueq(C, methyl). All the H atoms were refined as riding on
their parent atom.

Comment

Aromatic 1,5-dione derivatives are one class of important
building blocks for preparing organic functional materials
[3]. Traditionally, the production process of 1,5-dione de-
rivatives was prepared by the condensation reaction of ar-
omatic aldehydes or chalcone derivatives with aromatic
ketones using the NaO-/t-Bu, NaOH, NaOH-K2CO3 and
metallic sodium as the base catalysts, respectively. Subse-
quently, a series of 1,5-dione derivatives has been reported
and their related structures have been studied in detail, for
instance, 1,5-bis(4-chlorophenyl)-3-(2-chloroquinolin-3-yl)
pentane-1,5-dione [4], 1,5-bis(4-chlorophenyl)-3-(2-thienyl)
pentane-1,5-dione [5], 3-(2-chlorophenyl)-1,5-bis-(4-chlorop-
henyl) pentane-1,5-dione [6], 3-(2-chlorophenyl)-1,5-bis
(4-nitrophenyl)pentane-1,5-dione [7], 4-(1,5-bis(2-hydroxy-
phenyl)-1,5-dioxopentan-3-yl)benzonitrile [8], 1,3,5-
triphenylpentane-1,5-dione [9], 1,5-(4-dichlorophenyl)-3-(2,
5-dimethoxy-phenyl)pentane-1,5-dione [10], 3-phenyl-1,
5-di-p-tolylpentane-1,5-dione [11], 3-(3-chlorophenyl)-1,
5-bis(4-nitrophenyl)-pentane-1,5-dione [12], 1-(4-chloro-
phenyl)-3,5-diphenylpentane-1,5-dione [13], 3-(2-chloro-
phenyl)-1, 5-bis(4-chloro-phenyl)pentane-1,5-dione [14],
1,5-bis(4-chlorophenyl)-3-(4-methyl-phenyl)pentane-1,5-
dione [15], 1,5-bis(4-methoxyphenyl)-3-phenylpentane-
1,5-dione [16], 1,5-bis(4-bromophenyl)-3-phenyl-pentane-1,
5-dione [17], 1,5-bis(4-chlorophenyl)-3-phenyl-pentane-1,
5-dione [18], 1,5-bis(4-bromophenyl) 3-(3-nitrophenyl)-
pentane-1,5-dione [19], and so on. However, to date, the
structure of 3-(4-chlorophenyl)-1,5-di-p-tolylpentane-1,5-dione
has not been reported.

In the titlemolecule, the central chlorobenzene ring and
the two p-methylphenyl rings forms the dihedral angles of
88.366(2)° and 68.539(2)°, respectively, which reveals that
two p-methylphenyl rings are almost perpendicular to the
central chlorophenyl ring. The dihedral angle between the
twop-methyl phenyl rings is 24.657(2)° [20, 21]. Additionally,
the supermolecular structure of the title compound is

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

x y z Uiso*/Ueq

O . () . () . () . ()
O . () . () . () . ()
Cl . () −. () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () −. () . ()
H . . −. .*
C . () . () −. () . ()
C . () . () −. () . ()
HA . . −. .*
HB . . −. .*
HC . . −. .*
C . () −. () . () . ()
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
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stabilized by the weak C–H⋯O intramolecular hydrogen-
bonding interactions.
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