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Abstract
C11H13N9O9, triclinic, P1 (no. 2), a = 8.6588(3) Å,
b = 8.7538(3) Å, c = 11.7312(4) Å, α = 78.230(1)°,
β = 82.060(1)°, γ = 76.031(1)° V = 841.05(5) Å3, Z = 2,
Rgt (F ) = 0.0376, wRref (F

2) = 0.1006, T = 150.0 K.

CCDC no.: 2172229

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list
of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

All reagents were purchased with analysis grade. In
representative experiments, 5 mL HNO3 and 15 mL H2SO4

were mixed. Then 14 g (50 mmol) 1,2-bis(2-nitro-1H-
imidazol-1-yl)ethane were added at 293 K. The target
compound was obtained by reaction at 348 K for 9 h. The
raw product was dissolved in N,N-dimethylformamide
(DMF) and the crystal of the title compound was obtained
by slow evaporation at 293 K.

Experimental details

Using Olex2 [2], the structure was solved and refined with
the ShelXL [4] refinement package. All H atoms were posi-
tioned geometrically and treated as riding, and
Uiso(H) = 1.2Ueq(C).

Comment

Bisimidazole moieties bridged by other groups have al-
ways been a hot topic [5–8]. These compounds concatenate
two imidazole groups and have the features of both

Table : Data collection and handling.

Crystal: Colourless plate
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: D VENTURE, 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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flexibility and rigidity. The title compound has been re-
ported for the first time in this paper (cf. Figure).

The asymmetric unit of the title structure contains one
1,2-bis(2,4-dinitro-1H-imidazol-1-yl)ethane and one dime-
thylformamide molecule. The nitroimidazole ring are
almost flat, and the dihedral angle of the two nitro-
imidazole rings is 66.50°.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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