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Abstract

C8H6N4S, monoclinic, P21/n (no. 14), a = 3.9096(7) Å,
b = 20.518(4)Å, c = 10.628(2)Å, � = 98.402(3)°, V = 843.4Å3,
Z = 4, Rgt(F) = 0.0395, wRref(F

2) = 0.1094, T = 293 K.

Source of material

Di(pyrazin-2-yl)sulfane C8H6N4S was obtained by using the
same synthetic method as reported in the literature [1]. The prod-
uct was purified by column chromatography on silica gel (eluent:
dichloromethane/methanol = 95:5, v/v), and the title compound
was obtained in 40.1%yield. The orange crystalswith average di-
mensions of 0.34´0.30�0.20 mmwere obtained by slow evapora-
tion from methanol / acetonitrile 1/1 (v/v).

Experimental details

The hydrogen atoms were placed in idealized positions and al-
lowed to ride on the relevant carbon atoms. Uiso(H) = 1.2
Ueq(C)aryl.

Discussion

Chalcogenobispyridines and derivates display a wide range of bi-
ological and industrial applications, as well as of building blocks
for supramolecular assembly [2-6]. However, nitrogen rich
diheterocyclic sulfides have been rarely reported [7]. As shown in
the figure, the S atom bears two pyrazinyl rings with a dihedral
angle of 48.37(5)°. The S–C bond lengths are 1.7665(16) Å and
1.7683(16) Å, and comparable with the avarage value of 1.780 Å
in dipyrimidinyl sulfane [7]. Along the a axis, the molecules are
stacked with the distance between the pyrazinyl ring centroids of

3.910(3) Å. By those intermolecular �···� interactions, a clomun
motif is formed with the molecules.
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Crystal: yellow blocks, size 0.20�0.30�0.34 mm
Wavelength: Mo K� radiation (0.71073 Å)
�: 3.35 cm�1

Diffractometer, scan mode: Bruker APEXII CCD area detector, �
2�max: 56.56°
N(hkl)measured, N(hkl)unique: 5803, 2095
Criterion for Iobs, N(hkl)gt: Iobs > 2 �(Iobs), 1586
N(param)refined: 118
Programs: SHELX [8], PLATON [9]

Table 1. Data collection and handling.

_____________
* Correspondence author (e-mail: xiaochuanjia2012@163.com)

H(8A) 4e �0.1186 0.0194 0.3861 0.058
H(6A) 4e 0.4009 0.2111 0.3326 0.057
H(7A) 4e �0.0334 0.0522 0.1893 0.064
H(3A) 4e 0.4282 0.0652 1.0159 0.066
H(4A) 4e 0.6134 0.0759 0.6669 0.054
H(2A) 4e 0.2533 0.1709 1.0064 0.064

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

Atom Site x y z Uiso
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