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Abstract
C11H10O5S2Cd, monoclinic, C2/c (no. 15), a = 18.303(5) Å,
b = 10.806(3) Å, c = 13.859(4) Å, β = 95.074(4)°, V = 2730.4(14) Å3,
Z = 8, Rgt(F ) = 0.0186, wRref(F 2) = 0.0488, T = 273.15 K.

CCDC no.: 2356005

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

1 Source of materials

3-Thiophenecarboxylic acid (4.0mmol)was dissolved in 15mL
of anhydrous methanol. Cd(CH3COO)2·2H2O (2.0 mmol) dis-
solved in 15 mL of anhydrous methanol was added dropwise
to the above 3-thiophenecarboxylic acid solution and stirred
for 5 h at 50 °C, cooled and filtered. The filtrate was left for
slow evaporation at room temperature. The white block
crystals were formed 15 days later. Yield: 32.17 %. Anal. Calcd.
for (C11H10O5S2Cd)n: C, 33.13; H, 2.53; S, 16.08; found: C, 33.15; H,
2.50; S, 16.05.

2 Experimental details

Hydrogen atoms were placed in their geometrically
idealized positions and constrained to ride on their parent
atoms.

3 Comment

In recent years, metal coordination polymers have provoked
great interest for their promising applications.3,4 Carboxylate
compounds are among the most well-represented and are
probably one of the most studied classes of coordination
chemistry because of their structural diversity and numerous
useful physical features.5,6

As shown in Figure, each Cd(II) ion exhibits a different
coordination geometry. The Cd1 is six-coordinated in an
octahedral environment with two oxygen atoms from two
coordinated methanol molecules and four oxygen atoms

Table : Data collection and handling.

Crystal: White block
Size: . × . × .mm
Wavelength:
μ:

MoKα radiation (. Å)
.mm−

Diffractometer, scan mode:
θmax, completeness:

φ and ω
.°, > %

N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), 
N(param)refined: 

Programs: Bruker, Olex
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from four 3-thiophenecarboxylato molecules. Meanwhile,
the Cd2 is six-coordinated in a distorted octahedral envi-
ronment with six oxygen atoms from four 3-thio-
phenecarboxylato molecules as a bidentate ligand bridging
adjacent above-mentioned crystallographically independent
Cd(II) ions to form a 1D chain. A three-dimensional network
is assembled through intermolecular hydrogen bonding and

intermolecular π-π interactions. The bond distances of Cd–O
are 2.2503(16) and 2.5734 (15) Å, which are similar with the
refs.7,8
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom X y z Uiso*/Ueq

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

aOccupancy: . (), bOccupancy: . ().
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