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Abstract
C12H12N2O8Mn, orthorhombic, Pbca (no. 61), a = 11.5651(15) Å,
b = 9.4169(12) Å, c = 25.634(3) Å, V = 2791.7(6) Å3, Z = 8,
Rgt(F ) = 0.0402, wRref (F 2) = 0.1166, T = 296.15 K.

CCDC no.: 2322185

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

1 Source of material

The mixture of manganese chloride tetrahydrate 19.7 mg
(0.1 mmol), 1-(4-carboxyphenyl)-4-oxo-1,4-dihydropyridazine-
3-carboxylic acid 26.1 mg (0.1 mmol), NaOH 4mg (0.1mmol)
and methyl alcohol (10 mL) were placed in a 25mL vial and

heated at 90 °C for 72 h, then cooled to room temperature over
24 h. Light green needle shaped crystals were collected after
cooling to room temperature.

2 Experimental details

Using Olex2 [2], the structure was solved with the ShelXT [3]
structure solution program and refined with the ShelXL [4]
refinement package.

3 Comment

Currently, metal coordination polymers composed of various
organic ligands and metal ions or metal clusters can be
applied in many fields due to their diverse structures and
interesting properties [5, 6], for instance, optics [7], gas
adsorption/separation [8], catalysis [9], sensing [10], drug
transportation [11], etc. However, the diversity in the
framework architectures of such coordination polymers
counts on many factors, such as the metal atom species,
the coordination geometry of metal centers, the coordi-
nation ability of organic ligands and the reaction condi-
tions (pH, temperature, solvent and so on) [12, 13], So that
the selection of organic ligands and metal ions is the key
to constructing fluorescent coordination polymers. For

Table : Data collection and handling.

Crystal: Yellow block
Size: . × . × .mm
Wavelength:
μ:

Cu Kα radiation (. Å)
.mm−

Diffractometer, scan mode:
θmax, completeness:

Bruker APEX-II, 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 [], SHELX [, ]
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example, the incorporation of functional groups including
pyridyl, imidazole and carboxyl group into the internal of
coordination polymers could enhance the fluorescence
sensing capability through various host-guest interactions,
for synthesis of coordination polymers with appropriate
luminous performance and are vital. Up to now, several
complexes constructed by 1-(4-carboxylatophenyl)-4-oxo-
1,4-dihydropyridazine-3-carboxylate have been reported,
which exhibited structural diversity and different
properties [14–17].

The asymmetric unit of the title complex contains
one independent Mn(II) ion, one deprotonated 1-
(4-carboxyphenyl)-4-oxo-1,4-dihydropyridazine-3-carboxylic
acid and three monodentate coordinated water molecules.
As show in Figure, each Mn(II) ion is six-coordinated with

three oxygen atoms from three monodentate coordinated
water molecules and three oxygen atoms from two depro-
tonated ligands. There exists a dihedral angle of 29.8° be-
tween the benzene and pyridazine rings. Among them, the
carboxyl group adjacent to pyridazine ring adopts the
bridging mode to coordinate the two neighboring Mn(II)
ions to form a one-dimensional MnO6 chain. Meanwhile,
the carboxyl oxygen of the benzene ring is not involved in
coordination. After further modification of the ligand, an
interesting 1D structure was formed, which is linked by
intermolecular hydrogen bonding to form a 3D super-
molecular structure.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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