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Abstract
C26H36N4O20Zn2, triclinic, P1 (no. 2), a = 6.9872(4) Å,
b = 8.9052(5) Å, c = 8.9052(5) Å, α = 94.441(4)°, β = 93.552(4)°,
γ = 90.045(5)°, V = 1651.61(16) Å3, Z = 2, Rgt(F ) = 0.0748,
wRref (F 2) = 0.2021, T = 293 K.

CCDC no.: 2292757

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

Table : Data collection and handling.

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

Diffractometer, scan mode: Xcalibur, 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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1 Source of material

The mixture of zinc nitrate hexahydrate 29.7mg (0.1mmol),
1-(3-carboxyphenyl)-5-methyl-4-oxo-1,4-dihydropyridazine-
3-carboxylic acid 27.4 mg (0.1 mmol), NaOH 8mg (0.2 mmol)
and ethyl alcohol (10 mL) were placed in the autoclave lined
with PTFE and heated at 110 °C for 48 h, then cooled to room
temperature over 24 h. Colourless block 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.

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

HA . . . .*
HB . . . .*
O . () . () . () . ()
HA . . . .*
HB . . . .*
O . () . () . () . ()
HA . . . .*
HB . . . .*
O . () . () . () . ()
HA . . . .*
HB . . . .*
O . () . () . () . ()
HA . . . .*
HB . . . .*
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
HA . . . .*
HB . . . .*
O . () . () . () . ()
HA . . . .*
HB . . . .*
O . () . () . () . ()
HA . . . .*
HB . . . .*
O . () . () . () . ()
HA . . . .*
HB . . . .*
O . () . () . () . ()
O . () . () . () . ()
Zn . . . . ()
Zn . . . . ()
Zn . . . . ()
Zn . . . . ()
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3 Comment

In recent years, metal coordination polymers have pro-
voked great interest for their promising applications [5–7].
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 coordination ability of organic ligands
and the reaction conditions (pH, temperature, solvent and
so on) [8–11], So that the selection of organic ligands and
metal ions is the key to constructing fluorescent coordina-
tion polymers. The coordination polymers constructed by
rigid N-donor and carboxyl groups mixed ligands were a
widely effective adopted strategy in this field. For example,
the incorporation of functional groups including pyridyl,
imidazole and carboxyl group into the internal of coordi-
nation polymers could enhance the fluorescence sensing
capability through various host–guest interactions, for
synthesis of coordination polymers with appropriate lu-
minous performance and are vital [12].

As shown in Figure, each Zn(II) ion exhibits a different
coordination geometry, where Zn1 is six-coordinated with two
oxygen atoms from two coordinatedwatermolecules and four
oxygen atoms from two organic ligands. Meanwhile, Zn2 is
six-coordinatedwith four oxygenatoms from four coordinated
watermolecules, two carbonyl oxygenatomsand two carboxyl
oxygen atoms from two organic ligands. Zn4 is six-coordinated
with six oxygen atoms from six organic ligands as a bidentate
ligand bridging adjacent above-mentioned two crystallo-
graphically independent Zn(II) ions to form a 1D zigzag chain.
The chains and hydrated zinc ions are linked by intermolec-
ular hydrogen bonding to form a 3D supermolecular structure.
All bonding parameters are in the expected ranges [13].
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