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Key indicators: single-crystal X-ray study; T = 296 K; mean o(C—C) = 0.003 A;
R factor = 0.036; wR factor = 0.106; data-to-parameter ratio = 14.6.

The molecule of the title compound, C;7H;305S, is essentially
planar: the phenyl and thiophene rings form a dihedral angle
of 2.79 (10)° and they are inclined to the central propenone
unit by 6.20 (15) and 4.78 (15)°, respectively. In the crystal,
molecules are connected into dimers via pairs of C—H---O
interactions, generating R3(14) motifs. 7—m stacking inter-
actions between the thiophene rings also occur, with a
centroid—centroid distance of 3.8062 (12) A.

Related literature

For background to chalcones, their activity and applications,
see: Bandgar et al. (2010); Deng et al. (2007); Liu et al. (2003);
Verma et al. (2007). For graph-set notation, see: Bernstein et
al. (1995).
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Experimental

Crystal data

C7H,5058 b =8.3529 (5) A .
M, =302.37 ¢ =20.3443 (13) A
Monoclinic, PZL/n B =94.624 (4)° .
a=91821 (6) A V = 155527 (17) A3

Z=4 T =29 K
Mo Ko radiation 0.30 x 0.24 x 0.22 mm
=022 mm!

Data collection

Bruker Kappa APEXII CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2005)
T'omin = 0.868, Tyax = 0.965

11371 measured reflections
2791 independent reflections
2182 reflections with I > 20([)
Rin = 0.025

Refinement

R[F? > 20(F?)] = 0.036
wR(F?) = 0.106

S =1.07

191 parameters
H-atom parameters constrained
Apmax = 0.15¢ A3

2791 reflections Apmin = —024 ¢ A3

Table 1 .

Hydrogen-bond geometry (A, °).

D—H---A D—H H---A DA D—H---A
C6—Hé6. - -03' 0.93 241 3175 (2) 139

Symmetry code: (i) —x + 1, —y, —z.

Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT
(Bruker, 2009); 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 would like to thank the Chemistry Department,
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work via grant No. 3-045/430.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: GK2297).
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