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Abstract
C27H28N4O16Zn2, monoclinic, C2/c (no. 15), a = 13.0720(3) Å,
b = 15.7589(5) Å, c = 15.7589(5) Å, β = 95.373(3)°,V = 3062.48(18) Å3,
Z = 4, Rgt(F ) = 0.0499, wRref(F 2) = 0.1059, T = 294 K.

CCDC no.: 1569490

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

1 Source of material

The mixture of copper nitrate hydrate 44.6mg (0.15mmol),
1,3-di(1H-imidazol-1-yl)propane 17.6mg (0.10mmol), 1,3,5-
benzene tricarboxylate acid 16.6mg (0.06mmol), NaOH 4mg
(0.1 mmol) and ethyl alcohol (10mL) were placed in the auto-
clave lined with PTFE and heated at 110 °C for 46 h, then cooled
up 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.

3 Comment

The crystal engineering ofmetal organic framework (MOFs) is
one of the most rapidly developing areas of chemical science.
The expansion of this research area is not only interesting in
terms of structural diversity and fascinating properties but
also regarding the wide range of applications for example
[5,6]. N-containing ligands have received considerable
attention because of their versatile coordination models for
the design of multifunctional coordination polymers.

Table : Data collection and handling.

Crystal: Colourless 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 [,]
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Meanwhile, the bis(imidazole)propane bearing alkyl spacers
are a good choice [7,8], in which the flexible nature of
spacers allows the ligands to bend and rotate when it co-
ordinates to metal centres, and 1,3-di(1H-imidazol-1-yl)pro-
pane(diim) is known to serve as bridging ligand [9–11].

The asymmetric unit of the title structure contains one
Zn(II), one half of a 1,3-di(1H-imidazol-1-yl)propane, one 1,3,5-
benzene tricarboxylate anion, an unidentate coordinatedwater

molecule and one free water molecule. As shown in Figure,
Zinc(II) ions exhibit a distorted tetrahedral geometry, with
two oxygen atoms from two 1,3,5-benzene tricarboxylate acid
anions, one nitrogen atom from one 1,3-di(1H-imidazol-1-yl)
propane ligand, and one oxygen atom from one unidentate
coordinated water molecule. Two carboxyl groups of
1,3,5-benzene tricarboxylate acid ligands are deprotonated and
twocarboxylate oxygenatomsconnect adjacentZn(II) cations to
form a one-dimensional chain. Meanwhile, 1,3-di(1H-imidazol-
1-yl)propane, as a bridging ligand connects two adjacent Zn(II)
of the above-mentioned one dimensional chains forming an
interesting 3D framework. The title structure exhibit an inter-
esting 3D non-interpenetrated structure [12,13]
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

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

aOccupancy: ..
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