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Abstract
C15H17CdN5O2S2, triclinic, P1 (no. 2), a = 9.6685(4) Å,
b = 10.4511(4) Å, c = 11.2840(5) Å, α = 100.763(2)°,
β = 114.948(2)°, γ = 96.816(2)°, V = 990.36(7) Å3, Z = 2,
Rgt(F ) = 0.0316, wRref(F

2) = 0.1169, T = 296(2) K.

CCDC no.: 2063620

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

Source of material

First, 3-(4-pyridyl)pyrazole was prepared by using
4-acetyl pyridine, N,N-dimethylacetamide dimethyl acetal

(CAS:18871-66-4) and hydrazine under certain conditions

according to the described method [5, 6]. Then, the 1 mL

aqueous solution of CdCl2 (0.1mol/L) andKSCN (0.2mol/L)

was slowly dropped into the 10 mL acetonitrile solution of

2-(5-methyl-1H-pyrazol-3-yl)pyridine (15.9 mg, 0.1 mmol)

Table : Data collection and handling.

Crystal: Colorless block
Size: . × . × . mm
Wavelength: Mo Kα radiation(. Å)
μ: . mm−

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

Programs: Bruker [], SHELX [, ], Diamond []
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and triethylamine (16 mL, 0.1 mmol). The mixture solution
was stirred at room temperature for 30min. After filtration, it
was stood to evaporate for one week to form colorless block
crystals of the title compound.

Experimental details

H atoms were added geometrically. Their Uiso values were
set to 1.2Ueq of the parent atoms.

Comment

2-(5-Methyl-1H-pyrazol-3-yl)pyridine have been widely stud-
ied as important ligands [7], which has the similar bidentate
coordination sites as the magnetism-active ligands [8, 9].
These ligands usually transmit antiferromagnetic coupling.

In the title compound, all the bond lengths are within
normal ranges, similar to its mononuclear analogue [5, 10].
The Cd is chelated by one 2-(5-methyl-pyrazolate-3-yl)pyri-
dine, and bridged by two SCN− to form a 1D chain. The chains
of the title compound are interlinked to form 3D supramo-
lecular networks by one classical intermolecular H-bond
N3–H3A⋯O1 (−x + 1, −y + 1, −z + 1) (length 2.890(2) Å).
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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