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Abstract
C11H14ClNO, monoclinic, P21/c (no. 14), a = 14.48(2) Å,
b = 3.956(6) Å, c = 13.765(19) Å, β = 99.266(15)∘,
V = 778.4(19) Å3, Z = 4, Rgt(F) = 0.0236, wRref (F

2) = 0.0584,
T = 296(2) K.

CCDC no.: 2108718

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

5–Bromosalicylaldehyde (1.61 g, 8 mmol), hydroxylamine
hydrochloride (0.61 g, 8.8 mmol) and ethanol (30mL) were

heated and stirred at 373.15 K for 8 h, then the solvent was
evaporated under reduced pressure. The residue was dis-
solved by ethanol and the crystals of the title compound
were obtained by slow evaporation within 3 days.

Experimental details

All hydrogen atoms were identified in difference Fourier
syntheses. The Uiso values of the hydrogen atoms of
phenolic hydroxyl groups were set to 1.5Ueq(C) and the Uiso

values of all other hydrogen atons were set to 1.2Ueq(C).

Comment

Oximes are a class of Schiff base compounds synthesized
by simple reactions of aldehydes or ketones with hydrox-
ylamine. Salicylaldoxime has a good ability to coordinate
metal ions. It is one of themost widely used high-efficiency
and high-selective extractants in the field of mineral pro-
cessing and metallurgy [4–6]. It also has important appli-
cations in the biopharmaceutical industry and organic
analysis [7, 8]. Salicylaldoxime has attracted scientists’
interest in its structure because of the presence of intra-
molecular and intermolecular hydrogen bonds [9–11].

The title structure hast been determined decades ago
[12]. This older determination didn’t contained the hydrogen
atom positions. This redetermination provides the hydrogen
atoms in this molecule and verifies a typical intramolecular
hydrogen bond (see the Figure) [12] between the phenolic

Table : Data collection and handling.

Crystal: block
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: Bruker [], SHELX [, ]
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hydroxyl group and the nitrogen atom of the imine form. The
molecule adopts a E-configuration about the C(7)–N(1) dou-
ble bond (1.270(3) Å). The bond length and bond angle in the
molecular structure are within the expected range. The tor-
sion angle of C(1)–C(7)–N(1)–O(2) is 179.8(2) and the bond
angle of C(7)–N(1)–O(2)is 111.8(2).
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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