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Abstract
C9H9BrO3, monoclinic, P21n (no. 14), a = 10.8914(4) Å,
b = 4.6335(2) Å, c = 18.4554(8) Å, β = 97.278(2)°,
V = 923.85(7) Å3, Z = 4, T = 225 K, Rgt(F) = 0.0385,
wRref(F

2) = 0.0902.

CCDC no.: 2192062

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

2,4-Dihydroxybenzaldehyde (276mg, 2mmol), 1,2-dibromo
propane (374 mg, 2 mmol), of anhydrous potassium bi-
carbonate (1.38 g) and 15 mL of dry acetone were added to
200mL of the flask. Themixturewas refluxed for 150 h then
cool to room temperature. The mixture was filtered and the
filtrate was distilled under reduced pressure to obtain

yellow residue, which was purified by silica gel chroma-
tography column to obtain a white solid (350 mmg, yield
71.4%, the eluent is a mixture of dichloromethane and
petroleum ether in the ratio of 1:2). This white solid is
recrystallized in anhydrous ethanol to obtain colorless
crystals.

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 with Uiso(H) set to 1.2
Ueq(C).

Comment

As important chemical intermediates, 4-hydroxybenzalde
hyde derivatives can be used to prepare many important
active drugs or advanced materials, which have attracted
more and more attentions of scientists in recent years [4].
By Knoevenagel reaction, it can be used to synthesize
cinnamoyl anthranilates [5], which can reduce fibrosis
occurring in the kidney during diabetes. By condensation
with thiazolidine-2,4-diones, it can be used to construct
novel glitazones [6], which demonstrated excellent anti-
diabetic activity based on phenoxyalkyl linker. When
4-hydroxybenzaldehyde derivatives reacted with thio-
alcohol, it can convert to dithioacetal derivatives [7] con-
taining dioxyether moiety, which demonstrated excellent
antiviral activities against tobacco mosaic virus activity.

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: CrysAlisPRO [], SHELX [, ]
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In this paper, we synthesized 4-(2-bromoethoxy)-2-hy
droxybenzaldehyde using 2,4-dihydroxybenzaldehyde as
starting material. The structure of 4-(2-bromoethoxy)-
2-hydroxybenzaldehyde was determined by X-ray single
crystal diffraction. As an important variety of 4-hydroxy
benzaldehyde derivatives, 4-(2-bromoethoxy)-2-hydroxy
benzaldehyde can be used to synthesize nonlinear optical
materials [8] after substitution reaction with trimethylamine,
condensation reaction with the monoimine tridentate Schiff-
base and complexationwith themetal cation. In the structure
ofmolecule, the bond length of C1–Br1 is 1.951(4) Å. The bond
length of C7–O2 is 1.224(4), which is in normal range [9].
The angle of O2–C7–C6 is 124.6(3)°, which is larger than it of
C5–C6–C7 121.0(3)°. The intramolecular, hydrogen bond was
observed as following: O3–H3⋯O2 (d(H14⋯O2) = 2.611 Å,
O3–H⋯O2 = 147°). But in the structure of a structural
analogue (4-hydroxy-3-methoxybenzaldehyde) [10], more
hydrogen bonds were observed as following: O11A–
H11A⋯O41Cd(H11A⋯O41C) = 2.6839 Å; O11A–H11A⋯O61A
d(H11A⋯O61A) = 2.6758 Å; O11B–H11B⋯O41D d(H11A⋯
O41D) = 2.7180 Å; O11B–H11B⋯O61B d(H11A⋯O61B) =
2.6921 Å; O11C–H11C⋯O41A d(H11A⋯O41A) = 2.6914 Å;

O11C–H11C⋯O61C d(H11A⋯O61C) = 2.6818 Å; O11D–
H11D⋯O41B d(H11A⋯O41B) = 2.6818 Å; O11D–H11D⋯O61D
d(H11A⋯O61D) = 2.6932 Å. The π–π stacking forces were
observed in both of two crystal sturctures.
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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 . () . () . () . ()
O . () . () . () . ()
H . . . .*
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
C . () −. () . () . ()
HA . −. . .*
HB . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
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