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Abstract
C6H8IN2O2.5, monoclinic, P2/n (no. 13), a = 9.8300(4) Å,
b = 5.3338(2) Å, c = 17.4040(8) Å, β = 105.493(2)°,
V = 879.36(6) Å3, Z = 2, Rgt(F) = 0.0139, wRref(F

2) = 0.0306,
T = 150(2) K.

CCDC no.: 2090565

The asymmetric unit of the title 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 the starting materials were commercially available and
used as received. An amount of 1.38 g (0.10 mol)

2-aminonicotinic acid was mixedwith 5 mL deionized water
and 5 mL 40% hydroiodic acid. The solution was stirred for
30 min, then filtered. Several days later, a large number of
colorless block crystals of the title compound were har-
vested, yield 78% (based on 2-aminonicotinic acid).

Experimental details

The structure was solved by direct methods with the
SHELXS program. All H-atoms from C and N atoms were
positionedwith idealized geometry and refined isotropically
(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 Å. The H-atom of
the carboxylic group was positioned based on a difference
electron density peak and refined isotropically with the
distance of O2–H2A = 0.84 Å. The H-atom from Owater was
located based on a difference electron density peak and
refined freely with a distance of O1W–H1WA = 0.82 Å
(Uiso(H) = 1.5Ueq(O)).

Comment

The N atoms of 2-aminonicotinic acid are ready to be pro-
tonated and its crystal structure indicates it is preferred
to crystallize as inner salts [5–7]. There are various salts
of the 2-aminonicotinic acid, such as nitrate, hydro-
chloride, dihydrogenphosphate, sulfate, perchlorate

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 [], SHELX [, ], Olex []
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and polyoxometalates [8–14]. But the single crystal
structure of its hydroiodide salt has not been reported.

The asymmetric unit consists of one 2-amino-
3-carboxypyridin-1-ium cation, one iodide anion and one
half of a water molecule (see the Figure). All the bond
lengths of the title compound are comparable with its ana-
logues. When the pyridine is protonated, the carboxyl and
the amino groups are kept neutral. There is an intra-
molecular hydrogen bond in the structure formed by the
hydrogen bond N2–H2B/O1. The organic cation, the iodide
anion as well as the water molecule are linked by hydrogen
bonds to generate a one dimensional chain.
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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 . () . () . () . ()
O . () . () . () . ()
H . . . .*
OW . . () . . ()
HW . () . () . () .*
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