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Abstract

C18H18CdN8O8S2, monoclinic, P21/c (no. 14), a = 12.9345(5) Å,
b = 12.9120(5) Å, c = 7.2991(3) Å, � = 91.085(2)°,
V = 1218.8 Å3, Z = 2, Rgt(F) = 0.0401, wRref(F

2) = 0.0939,
T = 296 K.

Source of material

All organic reagents and solvents purchased from commercial
sources were used without further purification. Sodium pyridine-
4-thiolate (0.66 g, 5 mmol) dissolved in methanol was added to 10
ml acetonictrile containing 2-chloro-pyrazine (0.58 g, 5 mmol)
with stirring at room temperature. After 5 hours, the solvent were
removed under vacuum. The products were then separated and
purified by column chromatography on silica gel (eluent: di-
chloromethane/methanol = 95:5, v/v), and the di-[2-(pyridine-4-
ylthio)pyrazine] was obtained in 33.1% yield. Di-[2-(pyridine-4-
ylthio)pyrazine] (38 mg, 0.2 mmol) and Cd(NO3)2�6H2O (345
mg, 0.1 mmol) were dissolved and mixed in acetonitrile, the fil-
trate of which was then left to stand in air to let the solvent evapo-
rate slowly. The colourless block-shaped crystals of the title
compound were deposited, yield 20.1 mg (31% based on di-[2-
(pyridine-4-ylthio)pyrazine]).

Experimental details

All hydrogen atoms were added using riding models. The Uiso val-
ues of the hydrogen atoms were set to 1.2Ueq(C,N).

Discussion

Pyridyl-based ligands have been widely used to construct differ-
ent transition complexes with fascinating structures and attractive
properties [3–5]. Dipyridyl ligands with the bent C–S–C frag-
ment exhibit diverse coordination geometries in construction var-
ious transition metal complexes [6–8], and the coordination
chemistry of these N-positional isomers has been extensively
studied. In the present context, we report a new complex derived
from 2-(pyridine-4-ylthio)pyrazine and cadmium(II)nitrate. In
the asymmetric unit of the title complex, there is one 2-(pyridine-
4-ylthio)pyrazine, one water molecule, one nitrate anion and half
of a Cd(II) ion. The Cd(II) lies in an inversion center and adopts
an N2O2(H2O)2 octahedral geometry with two 4-pyridyl N locat-
ing at the axial positions (Fig.). The Cd1–N1 bond length is
2.249(3) Å, and the Cd1–O1w equals 2.402(3) Å. The C3–S1–C6
angle is 106.85(18)°, comparable to that 104.27(7)° of C–S–C in
di-pyrazinyl sulfide [8].
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Crystal: colourless blocks, size 0.4�0.4�0.55 mm
Wavelength: Mo K� radiation (0.71073 Å)
�: 11.29 cm�1

Diffractometer, scan mode: Bruker Smart ApexII CCD, � and �
2�max: 55.89°
N(hkl)measured, N(hkl)unique: 10893, 2876
Criterion for Iobs, N(hkl)gt: Iobs > 2 �(Iobs), 2040
N(param)refined: 169
Programs: SHELX [1], DIAMOND [2]

Table 1. Data collection and handling.

_____________
* Correspondence author (e-mail: dengwuwang@126.com)

H(1A) 4e 0.5075 0.7389 �0.0230 0.065
H(2A) 4e 0.6119 0.8803 0.0022 0.069
H(4A) 4e 0.8512 0.6905 0.1034 0.071
H(5A) 4e 0.7393 0.5542 0.0767 0.065
H(7A) 4e 0.9435 0.9922 0.3349 0.109
H(8A) 4e 1.2005 0.8541 0.2928 0.185
H(9A) 4e 1.1351 0.7561 0.0658 0.240
H(1WA) 4e 0.5874 0.4143 0.3665 0.113
H(1WB) 4e 0.6320 0.3573 0.2364 0.113

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

Atom Site x y z Uiso
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