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R factor = 0.017; wR factor = 0.045; data-to-parameter ratio = 14.4.

In the title mononuclear cadmium complex, [Cd(C10H5O4)2-

(H2O)2], the Cd
II atom, located on a crystallographic inversion

center, exhibits a slightly distorted octahedral geometry and is

six-coordinated by two O atoms from water molecules in the

axial positions and four O atoms from two deprotonated

coumarin-3-carboxylic acid ligands in the equatorial plane.

Angles around the CdII atom vary between 81.00 (5) and

99.00 (0)�. The Cd—O bond lengths vary between 2.1961 (13)

and 2.3360 (13) Å. O—H� � �O hydrogen bonds between the H

atoms of coordinated water molecules and the O atoms of

carboxylate groups link the complex molecules into layers

parallel to the ab plane.

Related literature

For background to topological networks, see: Lin et al. (2010).

For applications of self-assembling systems with organic

ligands containing O donors, see: Bischof et al. (2010); Chen et

al. (2008); Ghoshal et al. (2007); Li & Zhou (2009). For related

structures, see: Georgieva et al. (2007); Li et al. (2009).

Experimental

Crystal data

[Cd(C10H5O4)2(H2O)2]
Mr = 526.72
Triclinic, P1
a = 6.6736 (13) Å

b = 6.8838 (14) Å
c = 10.477 (2) Å
� = 93.37 (3)�

� = 91.46 (3)�

� = 112.07 (3)�

V = 444.68 (15) Å3

Z = 1
Mo K� radiation

� = 1.29 mm�1

T = 110 K
0.20 � 0.15 � 0.15 mm

Data collection

Bruker APEXII CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Sheldrick, 2008a)
Tmin = 0.793, Tmax = 0.824

2812 measured reflections
2040 independent reflections
2033 reflections with I > 2�(I)
Rint = 0.009

Refinement

R[F 2 > 2�(F 2)] = 0.017
wR(F 2) = 0.045
S = 1.12
2040 reflections

142 parameters
H-atom parameters constrained
��max = 0.42 e Å�3

��min = �0.44 e Å�3

Table 1
Hydrogen-bond geometry (Å, �).

D—H� � �A D—H H� � �A D� � �A D—H� � �A

O1W—H1WA� � �O4i 0.85 1.90 2.6877 (18) 153
O1W—H1WB� � �O4ii 0.85 1.94 2.721 (2) 153

Symmetry codes: (i) �x þ 1;�y þ 1;�z; (ii) x þ 1; y þ 1; z.

Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT

(Bruker, 2008); data reduction: SAINT; program(s) used to solve

structure: SHELXS97 (Sheldrick, 2008b); program(s) used to refine

structure: SHELXL97 (Sheldrick, 2008b); molecular graphics:

SHELXTL (Sheldrick, 2008b); software used to prepare material for

publication: SHELXL97.
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