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disorder in main residue; R factor = 0.039; wR factor = 0.123; data-to-parameter

ratio = 20.6.

The title compound, C15H16N6O2S, exists in a trans configura-

tion with respect to the acyclic N C bond. The 1,2,3-

oxadiazol-3-ium ring makes dihedral angles of 10.59 (8) and

73.94 (8)�, respectively, with the 1,2,4-triazole and benzene

rings. The molecular structure is stabilized by an intra-

molecular C—H� � �S hydrogen bond, which generates an S(6)

ring motif. In the crystal, molecules are linked into inversion

dimers by pairs of intermolecular N—H� � �S hydrogen bonds,

generating eight-membered R2
2(8) ring motifs. The dimers are

further connected by C—H� � �O hydrogen bonds, forming a

sheet parallel to the bc plane. The ethyl group is disordered

over two sets of sites with occupancies of 0.744 (7) and

0.256 (7).

Related literature

For general background to and applications of sydnone deri-

vatives, see: Baker et al. (1949); Hedge et al. (2008); Rai et al.

(2008); Kalluraya et al. (2002). For standard bond-length data,

see: Allen et al. (1987). For graph-set notation, see: Bernstein

et al. (1995). For a related structure, see: Fun et al. (2011).

Experimental

Crystal data

C15H16N6O2S
Mr = 344.40
Monoclinic, P21=c
a = 13.4220 (11) Å
b = 6.2411 (5) Å
c = 21.1374 (16) Å
� = 104.575 (2)�

V = 1713.7 (2) Å3

Z = 4
Mo K� radiation
� = 0.21 mm�1

T = 296 K
0.51 � 0.17 � 0.08 mm

Data collection

Bruker SMART APEXII DUO
CCD area-detector
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2009)
Tmin = 0.865, Tmax = 0.983

18912 measured reflections
5003 independent reflections
3637 reflections with I > 2�(I)
Rint = 0.030

Refinement

R[F 2 > 2�(F 2)] = 0.039
wR(F 2) = 0.123
S = 1.04
5003 reflections
243 parameters

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.22 e Å�3

��min = �0.21 e Å�3

Table 1
Hydrogen-bond geometry (Å, �).

D—H� � �A D—H H� � �A D� � �A D—H� � �A

N5—H1N5� � �S1i 0.857 (18) 2.440 (18) 3.2933 (13) 174.3 (16)
C1—H1A� � �O2ii 0.93 2.48 3.346 (2) 154
C9—H9A� � �S1 0.93 2.42 3.1845 (13) 139

Symmetry codes: (i) �xþ 2;�yþ 3;�z; (ii) �xþ 2; yþ 1
2;�zþ 1

2.

Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT

(Bruker, 2009); data reduction: SAINT; program(s) used to solve

structure: SHELXTL (Sheldrick, 2008); program(s) used to refine

structure: SHELXTL; molecular graphics: SHELXTL; software used

to prepare material for publication: SHELXTL and PLATON (Spek,

2009).
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Supplementary data and figures for this paper are available from the
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