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Abstract
C19H17BrN2O2S2, triclinic, P1 (no. 2), a = 7.8069(5) Å,
b = 8.0787(5) Å, c = 15.7738(9) Å, α = 97.540(2)°, β = 90.179(2)°,
γ = 104.507(2)°, V = 954.13(10) Å3, Z = 2, Rgt(F ) = 0.0423,
wRref(F 2) = 0.1134, T = 296.15 K.

CCDC no.: 2332892

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list of
the atoms including atomic coordinates and displacement
parameters.

1 Source of materials

2-(4-Bromophenyl)-4-thiazolamine (0.25 g, 1 mmol) and
2-mercapto-3-(2-methylphenyl)-2-propenoic acid (0.19 g,

1 mmol) were mixed in dichloromethane (20 mL) and stir-
red for 10 h under the catalytic of N-(3-dimethylamino-
propyl)-N′-ethylcarbodiimide hydrochloride (0.095 g,
0.5 mmol) and 1-hydroxybenzotriazole monohydrate
(0.0068 g, 0.05 mmol). After filtration and drying, the title
compound was obtained. Then, 5 mg of the title com-
pound was dissolved in 5 mL of ethanol, and the solution
was kept at room temperature for three days. Colourless
block-shaped single crystals were obtained by slow
evaporation.

2 Experimental details

Absorption corrections were applied by using multi-scan
program [1]. Using Olex2 [2], the structure was solved with

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × .mm
Wavelength: MoKα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Bruker D venture
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: ,, , .
Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), 
N(param)refined: 

Programs: Bruker [], Olex [], SHELX [, ]
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the ShelXT [3] structure solution program using intrinsic
phasing and refined with the ShelXT [4] refinement package
using least squares minimisation.

3 Comment

Researchers have long shown a keen interest in heterocy-
clic compounds that incorporate sulphur and nitrogen
atoms [5, 6]. In the crystal structure of the title compound,
the asymmetric unit consists of one formula unit of the
title molecule and one water molecule. This compound’s
structure is novel and has been reported for the first time.
The dihedral angle between the bromine-substituted benzene
ring and the thiazole ring is 15.42°. Similarly, the dihedral
angle between the methyl-substituted benzene ring and the
thiazole ring is 79.58°. Furthermore, the dihedral angle
between these two benzene rings is 69.05°. There is intra-
molecular hydrogen bond N2–H2/S2 in the molecule. In the
crystal phase, molecules are bound by intermolecular
hydrogen bonds N2–H2/O2, O2–H2C/O1 and O2–H2b/N1.
The single-crystal structure analysis confirms that all bond
lengths and bond angles of the compound fall within a
reasonable range.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

Br −. () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
HA −. . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () −. () . ()
H . . −. .*
C . () . () −. () . ()
H . . −. .*
C . () . () −. () . ()
H . . −. .*
C . () . () −. () . ()
C . () . () . () . ()
HA . . . .*
HB . . −. .*
HC . . . .*
N . () . () . () . ()
N . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
HB . . . .*
HC . . . .*
S . () . () . () . ()
S . () . () . () . ()
H . () . () . () . ()*
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