
Crystal structure of 1-(2,6-diisopropylphenyl)-3-phenylthiourea,

C19H24N2S

Yong-De LiuI, II, Jie ZhangII, III, Xin-Yi WangII and Juan Sun*, II

I School of Chemistry and Chemical Engineering, Henan University of Technology, Zhengzhou 450001, Henan Province, P. R. China
II School of Life Sciences, Shandong University of Technology, ZiBo 255049, Shandong Province, P. R. China
III College of Food Science and Technology, Henan University of Technology, Zhengzhou 450001, Henan Province, P. R. China

Received February 18, 2014, accepted July 15, 2014, available online September 02, 2014, CCDC no. 1021076

Abstract

C19H24N2S, monoclinic, P21/c (no. 14), a = 9.7421(7) Å,
b = 15.788(1) Å, c = 12.2157(9) Å, " = 101.019(2)°,
V = 1844.2 Å3, Z = 4, Rgt(F) = 0.0503, wRref(F

2) = 0.1442,
T = 273 K.

Source of material

Phenyl isothiocyanate (1 mmol) and 2,6-diisopropylaniline (1
mmol) were mixed in trichloromethane (20 mL) and refluxed for
30 minutes. The solution was kept at room temperature for 4 d.
Colourless block-shaped single crystals were obtained by evapo-
ration.

Experimental details

All H atoms were constrained to ideal geometries, with C–H =
0.93-0.98 Å, and with Uiso(H) = 1.2Ueq(C).

Discussion

Phenylthiourea derivatives are more recognized because of their
extensive biological activity in recent years, such as antiviral,
antimicrobial, antidiabetics, anti-HIV, anticancer and antiviral
[1-6]. In addition, phenylthioureas have also been widely used as
ligands in the preparation of complexes [7-8]. According to the
pharmacological applications, the title compound was synthe-
s ized. In the structure N–H " " "S hydrogen bonded
centrosymmetric dimers are present (N"""S = 3.34 Å). The dihed-
ral angle between the best planes of the two phenyl rings in the
compound is 69.42(8)°. All bond lengths in the molecule are
within normal values [9].
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Crystal: colourless blocks, size 0.18%0.20%0.20 mm
Wavelength: Mo K# radiation (0.71073 Å)
%: 1.75 cm$1

Diffractometer, scan mode: Bruker SMART 1000 CCD, #
2$max: 52.14°
N(hkl)measured, N(hkl)unique: 18408, 3640
Criterion for Iobs, N(hkl)gt: Iobs > 2 !(Iobs), 3073
N(param)refined: 203
Programs: SHELX [10]

Table 1. Data collection and handling.

_____________
* Correspondence author (e-mail: sunreiyi86@163.com)

H(2A) 4e 0.9412 0.9158 $0.0008 0.051
H(1) 4e 0.7276 0.8679 0.1586 0.068
H(11) 4e 0.6778 0.8595 $0.0846 0.068
H(2) 4e 0.7096 0.6389 $0.0227 0.071
H(3) 4e 0.8827 0.5762 0.1034 0.085
H(4) 4e 1.0596 0.6557 0.2043 0.082
H(7) 4e 1.1032 0.8791 0.1777 0.090
H(19) 4e 0.4681 0.9441 0.1233 0.100
H(10A) 4e 0.7453 0.7747 $0.2221 0.121
H(10B) 4e 0.5839 0.7917 $0.2517 0.121
H(10C) 4e 0.6400 0.7042 $0.2013 0.121
H(15) 4e 0.8145 1.0078 0.3387 0.099
H(17) 4e 0.4371 1.0730 0.3962 0.154
H(9A) 4e 1.2644 0.7304 0.2161 0.167
H(9B) 4e 1.3260 0.8223 0.2327 0.167
H(9C) 4e 1.2589 0.7903 0.1129 0.167
H(12A) 4e 0.4934 0.7255 $0.0588 0.137
H(12B) 4e 0.4491 0.8181 $0.0961 0.137
H(12C) 4e 0.5245 0.8001 0.0270 0.137
H(18) 4e 0.3340 1.0100 0.2355 0.143
H(8A) 4e 1.0163 0.8521 0.3353 0.221
H(8B) 4e 1.1798 0.8529 0.3695 0.221
H(8C) 4e 1.0990 0.7665 0.3555 0.221
H(16) 4e 0.6765 1.0755 0.4491 0.138

Table 2. Atomic coordinates and displacement parameters (in Å2).

Atom Site x y z Uiso
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