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Abstract
C25H23BrO2, monoclinic, P21/c (no. 14), a = 9.6229(7) Å,
b = 21.7953(16) Å, c = 10.9104(6) Å, β = 109.330(7)°,
V = 2159.3(3) Å3, Z = 4, Rgt(F) = 0.0499, wRref(F

2) = 0.1385,
T = 293 K.

CCDC no.: 2180352

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 displace-
ment parameters.

Source of material

In a 25 mL round-bottom flask, 2-bromobenzaldehyde
(0.25 mmol), 4-methylacetophenone (0.5 mmol) and NaOH
(0.5 mmol) were ground together for 40 min. After the re-
action was completed, themixture was washed three times
with hot water and recystallized from ethanol, the colour-
less crystals were obtained, yield: 68%.

Experimental details

All hydrogen atomic positionswere taken from a difference
Fourier map. Their Uiso values were set to 1.2Ueq (C, phenyl
ring andmethylene), 1.5Ueq(C,methyl) of the parent atoms,
respectively. All the H atomswere refined as riding on their
parent atom.

Table : Data collection and handling.

Crystal: White block
Size: . × . × . mm
Wavelength: Cu Kα radiation (. Å)
μ: . mm−

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

Programs: CrysAlisPRO [], SHELX [, ]
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Comment

In the past few decades, the efficient, mild, economical and
environmentally friendly approaches have been developed
for the generation of value-added 1,5-dione molecules from
inexpensive, readily accessible organic feedstocks [4].
Generally, the 1,5-dione molecules were achieved by the
Aldol and Michael addition cascade reactions using the
inorganic and organic base as catalysts and the prepa-
ration of 1,5-dione derivatives has received considerable
attention because they could facilitate the efficient con-
struction of complex bioactive molecules in an atom/
step economic manner [5]. In this regard, several
1,5-diones have been synthesized and their crystal
structure have been described in detail [6–9]. Regardless
of these above results, to date, the crystal structure of 3-
(2-bromophenyl)-1,5-di-/p-tolylpentane-1,5-dione has
not been presented. In this paper, the title compound
was achieved and its crystal structure is reported.

In the title compound, the bond lengths and angles
are normal and correspond to those observed in 1,3,5-tri-
p-tolylpentane-1,5-dione and 1,5-bis(4-methylphenyl)-
3-phenylpentane-1,5-dione [10, 11]. The title molecule is
non-planar, the benzene ring (C1–C6) and the two p-
methylphenyl rings (C10–C15 and C19–C24) on both sides
form the dihedral angles of 88.248(1)° and 76.726(1)°,
respectively, which suggests that the p-methylphenyl
rings are almost perpendicular to the central benzene
ring, and the results are similar with those of the reported
3-(4-chlorophenyl)-1,5-di-/p-tolylpentane-1,5-dione [12]. The
dihedral angle between the plane (C17–C19) and the plane
(C8–C10) is 85.739(3)°, is larger than that of the reported 3-
(3-bromo-4-methoxyphenyl)-1,5-diphenylpentane-1,5-dione
[13] and the result indicates two planes are also perpendic-
ular to eachother,whichmay be causedby thea larger steric
hindrance of bromo substituent at the 2-position of the
central phenyl moiety. Furthermore, the methylene carbon
atoms interact with carbonyl oxygen atoms of the adjacent
molecule through weak C—H/O intermolecular in-
teractions, forming 1D chains.

Author contributions: All the authors have accepted
responsibility for the entire content of this submitted
manuscript and approved submission.
Research funding: This work was funded by Research on
Technology of Liaocheng University (K22LD11).

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

Atom x y z Uiso*/Ueq

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