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Abstract
C18H22O12Cd, monoclinic, P21/c (no. 14), a = 13.3069(9) Å,
b = 9.9041(6) Å, c = 8.1580(5) Å, β = 96.244(10)°,
V = 1031.57(12) Å3, Z = 2, Rgt (F ) = 0.0216,wRref (F

2) = 0.0522,
T = 200 K.

CCDC no.: 2114338

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list
of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

Anamount of 0.180 g4-formylphenoxyacetic acid (1.0mmol)
and 0.040 g NaOH (1.0 mmol) were dissolved into 15 ml
ethanol-water (v:v = 2:1) solution with stirring at room tem-
perature. After the solution was stirred for 1.0 h, 5 ml water
solution of 0.150 g cadmium nitrate tetrahydrate (0.5 mmol)
was added. The mixture was stirred for 6 h at 70 °C. The
colorless crystals of the title compound were obtained
through slow evaporation in 25 days.

Experimental details

The hydrogen atoms were positioned geometrically.
Their Uiso values were set to 1.2Ueq or 1.5Ueq of the parent
atoms.

Comment

Over the past decades, transition metal complexes show
rich coordination pattern [5, 6] and properties in some
fields [7–10]. The Co(II), Mn(II) and Cu(II) complexes using
4-formylphenoxylate as ligand have been reported by Das
[11]. Our group has been studying the synthesis, structure
and properties of related metal complexes [12–15].

In the title complex, the fundamental unit contains a
Cd(II) ion, two 4-formylphenoxyacetic acid ligands and four
coordinated water molecules. The asymmetric unit is one
half of the complex (see the figure). The Cd(II) ion is six-
coordinated with two O atoms from two 4-formylphenoxy-
acetate ligands and four O atoms from four coordinated

Table : Data collection and handling.

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

Diffractometer, scan mode: SuperNova, ω
θmax, completeness: .°, %
N(hkl )measured, N(hkl )unique, Rint: , , .
Criterion for Iobs, N(hkl )gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: BRUKER [], OLEX [], SHELX [],
DIAMOND []
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water molecules, forming a distorted octahedral coordina-
tion geometry. The Cd1–O bond distance are 2.3136(16)
Å (O1,O1a), 2.2913(17)Å (O6,O6a) and 2.2695(17) Å (O7,O7a),
respectively. The sum of bond angles around Cd1 (O7–Cd1–
O6a 86.92(6)°, O6a–Cd1–O7a 93.08(6)°, O7a–Cd1–O6
86.92(6)°, O6–Cd1–O7 93.08(6)°) is 360. The complex mol-
ecules form 1D chained structure by hydrogen bonds.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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