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Abstract
C11H12BrNO2, monoclinic, P21/n (no. 14), a = 7.5143(12) Å,
b = 11.8968(15) Å, c = 12.9852(13) Å, β = 105.575(14)°,
V = 1118.2(3) Å3, Z = 4, Rgt(F ) = 0.0607, wRref(F 2) = 0.1615,
T = 293.00(10) K.

CCDC no.: 2253645

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 material

To a suspension of the (E )-1-(4-bromo-2-hydroxyphenyl)-3-
(dimethylamino)prop-2-en-1-one (1.0mmol, 0.86 g), in toluene
(4mL) was added N,N–dimethylformamide dimethyl acetal
(1.05 mL, 8.0 mmol) at 80 °Cand stirred for 6 h. Then, the crude
product was subjected to flash column chromatography on
silica gel (dichloromethane/ethyl acetate = 25:1) to afford the
product.

Table : Data collection and handling.

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

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

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

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

Atom x y z Uiso*/Ueq

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

Ketoamine compounds have good application potential in
the field of organic synthesis, are intermediates [4, 5] used
in many compounds, and have anti-inflammatory [6] and
other pharmacological effects, therefore, the synthesis of
arylketoamine has been a hot topic.

The title compound consisted of a basic structure
similar to dopamine and a bromine atom, and a dimethy-
laminoacetone group. The bond lengths and angles derived
from the title structure are within normal ranges and
consistent with those reported previously in similar
structures [7–9]. The C=C bond was determined at the dis-
tance of 1.372 (6) Å (C8–C9). The keto group was confirmed
by the distance of 1.262(6) Å (C7–O2), and the alcohol hy-
droxyl group was identified by the distance of 1.338(6) Å
(C2–O1), respectively. The bromine atomwas determined at
the distance of 1.902(5) Å (Br1–C4).
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