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R factor = 0.035; wR factor = 0.100; data-to-parameter ratio = 23.1.

In the title compound, C14H20N2S2, the 1,3,5-thiadiazinane-2-

thione ring adopts an envelope conformation. The S C bond

length is 1.6776 (15) Å, whereas the S—C bond lengths are

1.7470 (15) and 1.8479 (17) Å. The intramolecular C—H� � �S
hydrogen bond between the thione and the benzyl units along

with the C—H� � �� interaction between the butyl group and

the centroid of the benzene ring may be effective in stabilizing

the molecule.

Related literature

For the synthesis of the 1,3,5-thiadiazinane-2-thione nucleus,

see: Aboul-fadi et al. (2002); Ertan et al. (1991, 1996). For its

biological activity, see: Coro et al. (2005). For a related

structure, see: Perez et al. (2001). For bond-length data, see:

Allen (2002);

Experimental

Crystal data

C14H20N2S2

Mr = 280.44
Triclinic, P1
a = 7.6559 (2) Å
b = 9.9586 (3) Å

c = 11.1531 (4) Å
� = 66.917 (2)�

� = 70.649 (1)�

� = 76.076 (2)�

V = 732.03 (4) Å3

Z = 2
Mo K� radiation
� = 0.35 mm�1

T = 296 (2) K
0.26 � 0.20 � 0.18 mm

Data collection

Bruker Kappa APEXII CCD
diffractometer

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

15790 measured reflections
3759 independent reflections
2990 reflections with I > 2�(I)
Rint = 0.025

Refinement

R[F 2 > 2�(F 2)] = 0.035
wR(F 2) = 0.100
S = 1.03
3759 reflections

163 parameters
H-atom parameters constrained
��max = 0.22 e Å�3

��min = �0.20 e Å�3

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

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

C7—H7B� � �S1 0.97 2.60 3.0978 (16) 112
C12—H12B� � �CgA 0.97 2.96 3.7937 (19) 145

CgA is the centroid of the C1–C6 ring.

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

data reduction: SAINT (Bruker, 2007); 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, 2003);

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

1999) and PLATON (Spek, 2003).

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: AT2719).
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