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The crystal structure of 5-azido-1-methyl-
4-nitroimidazole, C,H,O>N¢

Source of material

An amount of 0.2 g of 5-azido-1-methyl-4-nitroimidazole
was added to 5 ml of acetone and evaporated at room
temperature to give colorless block crystals.

Experimental details

Hydrogen atom was placed in their geometrically idealized
positions and constrained to ride on their parent atoms.

Table 1: Data collection and handling.

Crystal: Colourless plate
https://doi.org/10.1515/ncrs-2022-0385 Size: 0.11 x 0.08 x 0.02 mm
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Diffractometer, scan mode: D8 VENTURE, ¢ and w
Abstract Bmax, COMpleteness: 26.3°, 99%
C,H,0.Ng, monoclinic, P2,/c (mo. 14), a = 11.6333) A,  N(kDmeasureds N(hkDuniques Rint: 4814, 1354, 0.055
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Z = 4, Re(F) = 0.0607, wR,o(F?) = 0.1617, T = 170 K. Nparam)refinea: 110

Programs: Bruker [1], OLex2 [2], SHEx [3, 4]

CCDC no.: 2118562.

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-

Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (A2).

ment parameters. Atom X y z Uiso*/Ueq
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02 0.2018 (2) 1.0539 (3) 0.2491 (4) 0.0434(7)
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Comment

The imidazole ring has high reactivity when C-5 is azide
group or chlorine, and which can be used to prepare
biologically active compounds [5-9]. 5-Azido- 1-
methyl-4-nitroimidazole is one of their representa-
tives?? which reacted with endocyclic enamines [6],
alicyclic amines [7], cyclic ketones [7], triphenylphos-
phine [8] or triethyl phosphite [9] to give compounds
with high biological activity. In this paper, the title
compound was obtained by azide reaction of 4,5-MDNI
with sodium azide [10].

The crystal structure of the title compound was analyzed
and refined using the SHELLX program [1-4]. As shown in the
figure, the asymmetric unit of the title compound contains
one title molecule. The bond lengths and angles within these
moieties are in the expected ranges. The imidazole rings are
planar, the carbon atoms of the methyl group and the nitro
group are nearly coplanar with the imidazole ring. However,
the hydrogen atoms of the methyl group and the azido group
are twist out of the imidazole ring.
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