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Abstract
C6H4BrNO2, orthorhombic, Pna21 (no. 33), a = 14.3975(12) Å,
b = 7.5773(7) Å, c = 12.2500(10) Å, β = 90°, V = 1336.4(2) Å3,
Z = 8, Rgt(F ) = 0.0281, wRref(F

2) = 0.0536, T = 150(2) K.

CCDC no.: 2113913

The asymmetric unit of the title crystal 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.

Source of material

All starting materials were used as received. For the
recrystallization 2.01 g (10 mmol) 3-bromopicolinic acid

was mixed with 10 mL tetrahydrofuran and 1 mL deion-
ized water under room temperature and was stirred to
form a clear solution. The solution was filtered and
evaporated naturally. Several days later, colorless block
crystals of the title compound were obtained, yield 82%
(based on the raw 3-bromopicolinic acid).

Experimental details

The structure was solved by direct methods with the
SHELXS-2018 program. All H-atoms from C and N atoms
were positioned with idealized geometry and refined

Table : Data collection and handling.

Crystal: Colorless 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 [], Olex [], SHELX [, ]
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isotropic (Uiso(H) = 1.2Ueq(C)) using a riding model with C–
H = 0.95 Å. The H-atoms from O atoms positioned using
peaks from the difference Fouriermap and refined isotropic
with the distance of O1–H1 = 0.84 Å and O3–H3 = 0.84 Å
(Uiso(H) = 1.5Ueq(O)). The distance of Br1 and O4 is 3.034 Å,
which indicates a short inter HL/A contact between Br1
and O4, resulting an Alert level B for checkcif. But there is
no reasonable hydrogen bond. There may be some inter-
molecular weak interaction between Br1 and O4.

Comment

Among the mono-bromide-substituted picolinic acids,
including4-, 5- and6-bromide-substitutedpicolinic acidsand
their derivatives, only the crystal structures of 4-bromopico-
linic acid and methyl 5-bromo-6-methylpicolinate have been
reported [5, 6]. Some of their metal complexes [7–15] and
organometal complexes [16–22] have been also reported
elsewhere. To the best of our knowledge, the crystal
structures of 3-bromide-substituted picolinic acid has not

been reported. Herein we reported the crystal structure of
3-bromopicolinic acid.

The asymmetric unit is made of two 3-bromopicolinic
acid molecules, which show a slightly different confor-
mation about the C1–C2 and C7–C8 bond, respectively. All
bond lengths of the title compound are comparable with
the reported results [5–22]. There is one dimensional chain
generated by hydrogen bondsO1–H1/N2 andO3–H3/N1.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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