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Abstract
C15H13BrO2, monoclinic, P21/c (no. 14), a = 5.6574(9) Å,
b = 9.7821(16) Å, c = 24.251(4) Å, β = 93.265(4)°,
V = 1339.9(4) Å3, Z = 4, Rgt(F ) = 0.0428, wRref(F

2) = 0.0930,
T = 273 K.

CCDC no.: 2176960

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

4-Hydroxybenzophenone (1.98 g, 10 mmol), 1,2-
dibromoethane (9.4 g, 50 mmol) and K2CO3 (4.1 g,
30 mmol) were added to 60 mL of acetone at room temper-
ature. The mixture was refluxed for 48 h and then cooled to
room temperature. The reaction solution was filtered and
the filtrate evaporated under reduced pressure to get an
yellow oil. The product was purified by silica gel column

chromatography (dichloromethaneas the eluent) to obtain a
white solid, which is recrystallized frommethanol to obtain
a white block crystal.

Experimental details

The data were scaled and corrected for absorption using
SADABS-2016/2 [2, 3]. The hydrogen atoms were placed at
calculated positions as riding atoms.

Comment

With the advantages of simple synthesis and low price,
benzophenone derivatives were widely used in the areas of
photoinitiator [4], sunscreen [5–7], photoluminescent
materials [8, 9], organic field-effect transistor [10], pesticide
[11] and so on. In the field of hydrogen scavenging photo-
initiator, different fuctional groups (such as acryloyl, acy-
lamino, propargyl ect.) can be introduced into the backbone
of benzophenone to improve photoinitiating activities
[12–14]. So design, synthesis and photoinitiation activity
study of novel benzophenone derivatives obviously become
an important subject. Due to the bromine atom at the end of
the skeleton in the title molecular structure, water-soluble
photoinitiators with novel structures can be prepared using
(4-(2- bromoethoxy)phenyl)(phenyl)methanone as reactant
in a nucleophilic reaction (introducing polysiloxane or
quaternary ammonium ions) [15].

In the structure of the titlemolecule, the bond length of
C1–Br1 is 1.937(3)Å. The bond lengths of C2–O1, C7–O2 and

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

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

Programs: CRYSALIS
PRO [], SHELX [, ]
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C12–C13 are 1.433(3), 1.220(3) and 1.377(4) Å respectively,
which are in normal range [16]. A comparison of the cor-
responding torsion angle of 121.32° in the molecular
structure of benzophenone [17], showed that the torsion
angle of C15–C8–C7–C6 36.005° in the title structure is
relatively small. In molecular packing, non-classical
hydrogen bond was observed as following: C14–H14⋯O2
(d(H14⋯O2) = 2.60 Å.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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