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Abstract
C6H8IN3O2, monoclinic, P21/n (no. 14), a = 7.0704(3) Å,
b = 15.7781(6) Å, c = 9.1495(4) Å, β = 112.114(1)°,
V = 945.61(7) Å3, Z = 4, Rgt(F ) = 0.0187, wRref(F

2) = 0.0522,
T = 150(2) K.

CCDC no.: 2065269

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

Source of material

All of the reagents are commercially available and were used
without furtherpurification. 1.53g4-nitrobenzene-1,2-diamine
(10 mmol) was added to a solution mixed by 9 mL THF and
1 mL hydroiodic acid (40%). After stirring for 10 min at room
temperature, the solution was filtered and let evaporate
automatically. Many yellow block crystals were obtained,
yield 74.6% (based on 4-nitrobenzene-1,2-diamine).

Experimental details

The structure was solved by direct methods with the
SHELXS-2018 program. All H-atoms from C atoms were
positioned with idealized geometry and refined isotropically
(Uiso(H) = 1.2Ueq(C)) using a riding model with C–H = 0.95 Å.
The H-atom fromN andOwere positioned usingQ peaks and
refined freely.

Comment

The crystal structures of 4-nitrobenzene-1,2-diamine has
been reported [5, 6]. The mono-hydrochloric acid salt, and
mono-hydrobromic acid salt were reported too [5]. And even
the co-crystal structure of 4-nitrobenzene-1,2-diamine with
1,4,7,10,13,16-hexaoxacyclo-octadecane (18-crown-6) has
yet been studied [7]. Moreover, the crystal structure of an
analogue of the 4-nitrobenzene-1,2-diamine, 1,2–Diamino-
4,5-dinitrobenzene, has been reported [8]. To the best of our

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 [, ]
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knowledge, the crystal structure of themono-hydriodic acid
salt of 4-nitrobenzene-1,2-diamine has not been reported.

As shown in the figure the asymmetric unit of the title
structure contains one substituted anilinium cation, one
iodide counter anion and one water molecule. The non-
hydrogen atoms of the cation are nearly co-planar. Only the
N1 atom is protonated to counterbalance the negative
charge of iodide anion. There are different types of
hydrogen bonds, O–H⋯I and N–H⋯I, through which a
two-dimensional structure is generated. All the bond
lengths of the tilte compound are comparable with its an-
alogues [5–9].
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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 . () −. () . () . ()
HA . −. . .*
C . () . () . () . ()
C . () . () . () . ()
HB . . . .*
I . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
O . () . () . () . ()
O . () −. () . () . ()
OW . () . () . () . ()
HC . () . () . () . ()*
HD . () . () . () . ()*
HE . () −. () . () . ()*
HF . () . () . () . ()*
HG . () . () . () . ()*
HH . () . () . () . ()*
HI . () . () . () . ()*
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