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Abstract
C26H22Cl3CoN2O4, triclinic, P1 (no. 2), a = 11.1835(5) Å,
b = 11.6782(5) Å, c = 11.9295(5) Å, α = 83.900(3)°,
β = 66.911(4)°, γ = 64.232(4)°, V = 1286.83(11) Å3, Z = 2,
Rgt(F ) = 0375, wRref (F

2) = 0.0899, T = 213.0 K.

CCDC no.: 2178582

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

3-Chlorosalicylaldehyde (0.157 g, 1.0 mmol) and 2,2-
dimethyl-1,3-propanediamine (0.052 g, 0.5 mmol) were
dissolved in a mixture 20 mL ethanol, the Schiff base
solution was stirred at room temperature for 2 h. After this,
CoCl2·6H2O (0.120 g, 0.5 mmol) was added and the ob-
tained greenmixture was further stirred for another 2 h and
filtered. The acquired green filtrate was sealed in a beaker
with parafilm and kept undisturbed at room temperature.
Black block crystals of the title compound were afforded
after two days by slow evaporation.

Experimental details

X-ray single crystal data was collected on a Bruker SMART
APEX II diffractometer. Data reduction was performed us-
ing the program SAINT and empirical absorption correc-
tions were made using SADABS [1]. The structure was
solved with the Olex2 program [2] as an interface together
with the SHELXT and SHELXL programs [3, 4]. All H atoms
were placed in geometrically idealized positions and
refined using a ridingmodel, with C–H = 0.98 (methylene),
0.95 Å (benzene) and 0.97 Å (methyl); Uiso(H) values were
set 1.2 times forH atoms onmethylene andbenzene, and 1.5
times for methyl.

Table : Data collection and handling.

Crystal: Black block
Size: . × . × . mm
Wavelength: Cu Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: XtaLAB Synergy, 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 [, ]
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Comment

Cobalt containing complexes have applications in the field
of molecular based photocatalysis, nonlinear optics and
magnetic materials. The variety of structures of coordina-
tion complex can be enriched by connecting copper ions
with different organic and inorganic ligands [5–9]. As a
part of our current research interest on the exploration of
the regulating effect of Schiff base ligands on transition
metal complexes [10–12], herein we report a new Co(II)
complex based on halogenated Schiff base ligand.

The molecular structure is shown in the figure. The
complex is a Co(III) complex constructed from 2-chloro-6-
formylphenolate ligand and halogenated salen-type Schiff
base mixed ligands. It is worth noting that the bidentate
coordination of the 2-chloro-6-formylphenolate is usually
regarded as metastable coordination mode, which is
promising for catalytic applications. The bond length and
bond angles are range from 1.886(2) to 1.933(2) Å and
85.97(7)° to 177.79(7)°, respectively, which are consistent
with those previously found in similar complexes [13].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

H . . . .*
C . () . () . () . ()
C . () . () . () . ()
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