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The crystal and molecular structure of the title
compound were investigated in order to determine
unambiguously its tautomeric form as exhibited by these
1-aryl-3-methyltriazenes compounds: ArN=NNHRH
ArNHN=NR and its conformation in the solid state.
The molecular structure of the title compound is shown
in Fig. 2. This shows that the molecules in the crystal
adopt the N-oxide tautomeric form, ArNHN=NR in
agreement with the spectroscopic evidence and the
previously reported crystal structures of similar compounds: 3-(4-carbamoylphenyl)-1-methyltriazene-l-oxide;l several 3-aryl-l-aryltriazene-l-oxides2, 3-(4-ethoxy-
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Fig. 2 The molecular structure of the title compound with the
atom labelling.
Thermal ellipsoids are drawn at the 50%
probability

level.
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carbonylphenyl)-1-methyltriazene3 and 3-(2-ethoxycarbonylphenyl)-1-methyl triazene-l-oxide.3 Bond lengths
and angles are in agreement with related structures.)-3
The average bond length of C-C bonds is 1.382(5) A for
the phenyl ring and this is planar. The N2-N3 bond is
shorter than the N1-N2 bond by 0.068(4) A. The
carboxyl group at C2 is oriented to optimize the
interaction between 01 with the imine N 1-H group of the
triazene-N oxide side at C1; it forms an intramolecular
hydrogen bond. The dihedral angle between the carboxyl group and the phenyl ring is 2.5(2)° showing the
possibility of conjugation. The four atoms of the
triazene N-oxide group are also planar within the range
of 0.003(2) A and the plane makes a dihedral angle with
the phenyl ring of 5.6(2)° . The molecules in the crystal
are internally stabilized by two intramolecular N-H•••0
hydrogen bonds. The hydrogen atom at N1 position
participates in a bifurcated hydrogen bond with 01
(NF-01=2.647(4);
H•-01=2.02(3) A; N1-H-•01=
124(2)°) and 03 (N1•-03=2.474(3); H•-03=2.02(3) A;
N1-H•-03=109(2)°) atoms. The molecular packing is
shown in Fig. 3. The arrangement of molecules in the
crystal appears to be determined by a hydrogen bond as
the dominant intermolecular interaction and by van der

Waals interactions. The hydrogen bond is between 02H group of the carboxyl group and the oxide 0(03) atom
at (-x, y-0.5, -z+1.5).
The 02.03
and H•-03
distances are 2.662(3) and 1.81(4) A and the 02-H•-03
angle is 164(3)°). All H-atoms were located via
inspection of the difference-Fourier maps and refined
with isotropic temperature factors.
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