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Key indicators: single-crystal X-ray study; T = 296 K; mean �(C–C) = 0.004 Å;

R factor = 0.046; wR factor = 0.132; data-to-parameter ratio = 21.3.

In the molecule of the title compound, C14H18N2O2S2, the

1,3,5-thiadiazinane-2-thione ring adopts an envelope confor-

mation with one of the N atoms at the flap position. The plane

throught the five co-planar atoms of the heterocycle is

oriented at a dihedral angle of 80.59 (8)� with respect to the

aromatic ring. In the crystal structure, weak intermolecular

O—H� � �S interactions link the molecules into chains along the

b axis.

Related literature

For related structures, see: Arfan et al. (2009); Perez et al.

(2001). For bond-length data, see: Allen et al. (1987).

Experimental

Crystal data

C14H18N2O2S2

Mr = 310.42
Orthorhombic, Pbca

a = 6.9134 (4) Å
b = 17.6934 (11) Å
c = 24.9073 (15) Å

V = 3046.7 (3) Å3

Z = 8
Mo K� radiation

� = 0.35 mm�1

T = 296 K
0.26 � 0.18 � 0.16 mm

Data collection

Bruker Kappa APEXII CCD area-
detector diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2005)
Tmin = 0.922, Tmax = 0.942

18229 measured reflections
3957 independent reflections
2120 reflections with I > 2�(I)
Rint = 0.053

Refinement

R[F 2 > 2�(F 2)] = 0.046
wR(F 2) = 0.132
S = 1.03
3957 reflections

186 parameters
H-atom parameters constrained
��max = 0.32 e Å�3

��min = �0.27 e Å�3

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

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

O1—H1� � �S2i 0.82 2.37 3.187 (2) 174

Symmetry code: (i) �x þ 1
2; y � 1

2; z.

Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT

(Bruker, 2007); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine

structure: SHELXL97 (Sheldrick, 2008); molecular graphics:

ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009);

software used to prepare material for publication: WinGX (Farrugia,

1999) and PLATON.

The authors acknowledge the Higher Education Commis-

sion, Islamabad, Pakistan, for funding the purchase of the

diffractometer at GCU, Lahore.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: HK2650).
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