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Abstract
C26H32CoN2O16, orthorhombic, Fdd2 (no. 43), a = 24.8013(10) Å,
b = 35.8890(16) Å, c = 6.9911(4) Å, V = 6222.7(5) Å3, Z = 8,
Rgt(F ) = 0.0487, wRref (F 2) = 0.1462, T = 293(2) K.

CCDC no.: 2282776

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 displacement
parameters.

1 Source of material

A mixture of Co(NO3)2·6H2O (1 mmol, 291.0 mg), 5-(pyridin-
4-yl)isophthalic acid (H2pipa) (2 mmol, 486.4 mg), N,N-dime-
thylacetamide (1 mL) and H2O (1.5 mL) were sealed in a
10 mL Teflon-lined autoclave that was heated at 358 K under

autogenous pressure for two days. After cooling to room
temperature, orange block crystals were obtained.

2 Experimental details

The C-bound H atoms were placed in idealized positions
(C—H = 0.93 Å) and refined by the riding model with
Uiso(H) = 1.2Ueq(C). The H atom of the hydroxyl O atom
was located in a difference Fourier map and refined with
the distance restraint of O—H = 0.82 Å. The hydrogen of
water molecule was refined with the distance restraint of
O—H = 0.85 Å. The Uiso values were constrained to be 1.5Ueq

of the carrier atom for oxygen H atoms.

3 Comment

As a rigid ligand containing one pyridyl and two carboxylic
acid groups, 5-(pyridin-4-yl)isophthalic acid (H2pipa) was
widely used in the synthesis of multidimensional coordina-
tion polymers due to its excellent coordination ability and
versatile coordination modes [4–11]. The two carboxylate
groups can provide more coordination sites and the pyridyl
group can complement the dicarboxylate ligands in the
coordination and formation of high-connected nets. To
further expand this research, 5-(pyridin-4-yl)isophthalic acid
was selected as the organic ligand to synthesize a new Co(II)
coordination polymer.

The asymmetric unit consists of half of a Co(II) center
located on a crystallographic twofold axis, one partial

Table : Data collection and handling.

Crystal: Orange block
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Multiwire proportional, 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 [], PLATON []
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deprotonated H2pipa ligand, two coordinatedwatermolecules
and two freewatermolecules (see thefigure). The Co(II) center
has a distorted octahedral coordination geometry, which is
connected to four oxygen atoms from two pairs of symmetry
related water molecules (Co—O = 2.081(6)—2.104(6) Å),
and two nitrogen atoms from two symmetry related
Hpipa− ligands (Co—N = 2.145(4) Å). The carboxylic acid
groups in the Hpipa− ligand do not participate in the

coordination, and thus form a zero-dimensional structure.
In the crystal structure, O—H⋯O hydrogen bonds link the
tile molecules into a three dimensional supermolecular
framework.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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