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Abstract
C6H11BrO2, monoclinic, P21/n (no. 14), a = 10.6730(14) Å,
b = 5.2781(6) Å, c = 14.7781(18) Å, β = 109.610(4)°,
V = 784.21(17) Å3, Z = 4, Rgt(F ) = 0.0225,
wRref (F

2) = 0.0564, T = 200(2) K.

CCDC no.: 2093007

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list
of the atoms includingatomic coordinates anddisplacement
parameters.

Source of material

The compound was obtained commercially (Sigma
Aldrich). Crystals suitable for the diffraction study were
taken directly from the provided product.

Experimental details

Carbon-boundH atomswere placed in calculated positions
(C–H 0.99 Å) and were included in the refinement in the
riding model approximation, with U(H) set to 1.2 Ueq(C).

TheHatomof the hydroxyl groupwas allowed to rotate
with a fixed angle around the C–O bond to best fit the
experimental electron density (HFIX 147 in the SHELX
program suite [3]), with U(H) set to 1.5 Ueq(O).

Comment

The synthesis of alkylarsonic acids can be achieved
easily by means of the Meyer reaction, which involves a
nucleophilic substitution reaction employing arsenite as
the nucleophile [7]. In an attempt to synthesize a poly-
functional member of this compound class the title
compound was chosen as the starting material. To pre-
vent accidentally characterizing the title compound
instead of the intended arsonic acid and in continuation
of our own studies into the structural aspects of car-
boxylic acids [8–13], the structure of the substrate was
determined. Structural information about the homolo-
gous series of ω-bromo alkanoic acids for a maximum of
10 carbon atoms is otherwise limited exclusively to
bromoacetic acid [14].

The structure solution shows thepresenceof aderivative
of hexanoic acid bearing a bromo substituent in ω position.
TheC–Brbond lengthof 1.9549(19)Åaswell as theC–Obond
lengths of 1.215(2) and 1.315(2) Å are in good agreement with
comparable bonding patterns in compoundswhosemetrical
parameters have been deposited with the Cambridge Struc-
tural Database [15]. The hydrocarbon chain adopts an ideal
zig-zag conformation.

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: Bruker [, ], SHELX [],
WinGX/ORTEP [], Mercury
[], PLATON []

*Corresponding author: Richard Betz, Department of Chemistry,
Nelson Mandela University, Summerstrand Campus (South),
University Way, Summerstrand, PO Box 77000, Port Elizabeth 6031,
South Africa, E-mail: Richard.Betz@mandela.ac.za. https://orcid.
org/0000-0002-5730-2152
Lubabalo Ndima and Eric C. Hosten, Department of Chemistry, Nelson
Mandela University, Summerstrand Campus (South), University Way,
Summerstrand, PO Box 77000, Port Elizabeth 6031, South Africa.
https://orcid.org/0000-0003-4173-2550 (E.C. Hosten)

Z. Kristallogr. - N. Cryst. Struct. 2021; 236(5): 1077–1078

Open Access. © 2021 Lubabalo Ndima et al., published by De Gruyter. This work is licensed under the Creative Commons Attribution 4.0
International License.

https://doi.org/10.1515/ncrs-2021-0224
mailto:Richard.Betz@mandela.ac.za
https://orcid.org/0000-0002-5730-2152
https://orcid.org/0000-0002-5730-2152
https://orcid.org/0000-0003-4173-2550


In the crystal, the formation of centrosymmetric
dimers based on hydrogen bonding between the
carboxyl groups of two neighboring molecules of the
title compound is observed. In terms of graph-set anal-
ysis [16, 17], the descriptor for these contacts at the

unary level is R2
2 (8).
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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