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Abstract
C6H7BrN2O2, triclinic, P1 (no. 2), a = 7.4522(4) Å,
b = 7.4741(5) Å, c = 8.3144(5) Å, α = 90.036(3)°,
β = 99.808(3)°, γ = 117.724(2)°, V = 402.25(4) Å3, Z = 2,
Rgt(F ) = 0.0156, wRref(F

2) = 0.0367, T = 150.0 K.

CCDC no.: 2168606

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

Source of material

An amount of 1.38 g 5-aminonicotinic acid was added to
15 mL 30% hydroiodic acid solution and stirred for 10 min
at room temperature; then filtered. The filtrate was allowed
to evaporate in open air. Yellow crystals were obtained
after five days, yield 69% (based on 5-aminonicotinic acid).

Experimental details

The structure was solved by direct methods with the
SHELXS program. All H-atoms from C and N atoms were
positioned with idealized geometry (Uiso(H) = 1.2Ueq(C)
and Uiso(H) = 1.2Ueq(N)) using a riding model with
C–H = 0.95 Å and N–H = 0.88 to 0.885 Å. Also the H atom
at O1 was included using a riding model with the O–H
distance of 0.84 Å(Uiso(H) = 1.5Ueq(O)).

Comment

Aminonicotinic acid and its derivatives can act as organic
ammonium cations with inorganic anions to make organic
ammonium salts, such as 2-amino-3-carboxypyridin-1-ium
salts [5–7] and 3-amino-5-carboxypyridin-1-ium salts
[8–16]. To the best of our knowledge, except some
3-aminonicotinic acid containing metal complexes [17–22],
only one example of a 3-aminonicotinic acid based salt, the
3-amino-5-carboxypyridin-1-ium perchlorate monohydrate,
has been reported [22]. Thus, we report the crystal structure
of 3-amino-5-carboxypyridin-1-ium iodide.

The asymmetric unit of the title structure is made of
one 3-amino-5-carboxypyridin-1-ium cation and one ido-
dide anion. The N atom from the pyridine ring is proton-
ated, while theNH2 group keeps as it is. The organic cations
are linked by hydrogen bonds N1–H1A/O2 to generate
one-dimensional chains, further forming two-dimensional
double planes by the hydrogen bond N2–H2B/O1
and C3–H3/O1, and finally building a three-dimensional

Table : Data collection and handling.

Crystal: Yellow 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
[, ]

*Corresponding author: Mengbing Cui, School of Pharmacy, Xinxiang
University, Xinxiang, Henan 453003, P. R. China,
E-mail: mbcui@xxu.edu.cn. https://orcid.org/0000-0002-6168-6558
Yong Li,Metering Center, State Grid Henan Marketing Service Center,
Zhengzhou, Henan 453000, P. R. China
Heng Chen, Hui Wang and Yan Zeng, School of Chemistry and
Materials Engineering, Xinxiang University, Xinxiang, Henan 453003,
P. R. China. https://orcid.org/0000-0001-7694-7434 (Y. Zeng)

Z. Kristallogr. - N. Cryst. Struct. 2022; 237(4): 605–606

Open Access. © 2022 Mengbing Cui 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-2022-0168
mailto:mbcui@xxu.edu.cn
https://orcid.org/0000-0002-6168-6558
https://orcid.org/0000-0001-7694-7434


supramolecular structure by weak π/π and H/I
interactions. The iodide anion is regulated by weak in-
teractions O1–H1/I1, N2–H2A/I1, C5–H5/I1, and C7–
H7/I1. All bondlengths are normal and comparable with
the reported results [15, 22].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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