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In the title compound, C13H12N2S�C3H6O, the phenyl rings of

the thiourea molecule are in syn and anti positions in

relation to the C S bond. Two molecules are connected by

N—H� � �S C hydrogen bonds into a centrosymmetric dimer.

An additional N—H� � �O C hydrogen bond to the acetone

solvent molecule and some weak C—H� � �� interactions

reinforce the crystal structure.

Related literature

For the unsolvated N,N0-diphenylthiourea stereoisomers, see:

Ramnathan et al. (1995); Peseke et al. (1999). For the syn-syn-

N,N0-diphenylthiourea–dicyclohexyl-18-crown-6 co-crystal,

see: Fonari et al. (2005). For related structures, see: Bowmaker

et al. (2009); Okuniewski et al. (2010); Shen & Xu (2004).

Experimental

Crystal data

C13H12N2S�C3H6O
Mr = 286.38
Orthorhombic, Pbca
a = 17.1797 (6) Å
b = 10.0736 (4) Å
c = 17.4700 (7) Å

V = 3023.4 (2) Å3

Z = 8
Mo K� radiation
� = 0.21 mm�1

T = 150 K
0.46 � 0.41 � 0.27 mm

Data collection

Oxford Diffraction Xcalibur
Sapphire2 diffractometer

Absorption correction: analytical
(CrysAlis PRO; Oxford
Diffraction, 2009)
Tmin = 0.777, Tmax = 0.819

7549 measured reflections
3245 independent reflections
2278 reflections with I > 2�(I)
Rint = 0.025

Refinement

R[F 2 > 2�(F 2)] = 0.039
wR(F 2) = 0.092
S = 0.94
3245 reflections
191 parameters
2 restraints

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.32 e Å�3

��min = �0.21 e Å�3

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

Cg1 and Cg2 are the centroids of the C11–C16 and C21–C26 rings,
respectively.

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

N1—H1� � �S1i 0.87 (1) 2.48 (1) 3.3240 (13) 165 (1)
N2—H2� � �O1 0.87 (1) 2.09 (1) 2.8993 (18) 154 (2)
C2—H2A� � �Cg1 0.98 3.02 3.931 (2) 155
C2—H2C� � �Cg2ii 0.98 2.80 3.607 (2) 140

Symmetry codes: (i) �x þ 2;�y þ 1;�z þ 1; (ii) �x þ 2; y � 1
2;�z þ 3

2.

Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell

refinement: CrysAlis PRO; data reduction: CrysAlis PRO;

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

program(s) used to refine structure: SHELXL97 (Sheldrick, 2008);

molecular graphics: OLEX2 (Dolomanov et al., 2009); software used

to prepare material for publication: WinGX (Farrugia, 1999) and

PLATON (Spek, 2009).
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