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Abstract
C28H20Cd3N2O16, triclinic, P1 (no. 2), a = 7.3205(3) Å,
b = 9.9488(5) Å, c = 10.0326(5) Å, α = 104.473(4)°, β = 91.566(4)°,
γ = 90.191(4)°, V = 707.19(6) Å3, Z = 1, Rgt(F ) = 0.0239,
wRref(F 2) = 0.0576, T = 293 K.

CCDC no.: 2285912

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 materials

The chemical reagents: 2-(4-carboxypyridin-3-yl) tereph-
thalic acid, cadmium nitrate tetrahydrate (Cd(NO3)2·4H2O),
acetonitrile (CH3CN) were purchased from Shanghai
Macklin Biochemical Technology Co., Ltd with no further
purification. The 2-(4-carboxypyridin-3-yl) terephthalic
acid (14 mg, 0.05 mm), Cd(NO3)2·4H2O (31 mg, 0.1 mm) were
dissolved in themixture solutions of acetonitrile (3 mL) and
water (2 mL). Then stir at room temperature for 10 min.

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 [], SHELX [, ], Olex []
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After this, the mixture was transferred into a high-pressure
stainless-steel reactor lined with Teflon, and heated at 150 °
C for 72 h. After natural cooling to room temperature, yel-
low block crystals were obtained.

2 Experimental details

A Bruker D8 diffractometer equipped with MoKα radiation
(λ = 0.71073 Å) was utilized for data collection. The intensity
data obtained were processed and reduced using the Bruker
SAINT software [1]. For the refinement process, all hydrogen
atom positions were assumed to be in idealized positions
and treated as riding atoms. The Uiso values for the
hydrogen atoms were set to 1.2 times the Ueq of the parent

atoms. The structure solution was achieved using ShelXT
[2], and the refinement was performed using ShelXL [3]
incorporated in the Olex2 software [4].

3 Comment

Coordination polymers, also known as metal-organic
frameworks (MOFs), have emerged as a significant area of
research in materials science and chemistry [5–8]. Their
unique structural and chemical propertiesmake themhighly
versatile and attractive for various applications. Researching
coordination polymers provides insights into fundamental
principles of coordination chemistry, supramolecular
chemistry, and crystal engineering [7, 9–12]. The exploration
of their structural diversity, tunable porosity, functional
properties, and sustainable nature paves the way for
creating innovative materials with tailored properties
and applications. Here in, we supplied a novel coordination
polymer belonging to a group of structures which are
reported in the literature [13, 14].

In this study, we present the crystal structure analysis of
the title compound. The coordination geometry around Cd
atoms is distorted octahedrally and decahedrally, with two
kinds of Cd atoms in the asymmetric unit. The Cd atoms are
coordinated to oxygen and nitrogen atoms fromneighboring
ligands.

The crystal structure also reveals the presence of
hydrogen bonding interactions between H atoms and
oxygen atoms.

The detailed structural information presented in this
study can contribute to the understanding of the physical
and chemical properties of this compound and its potential
applications in various fields.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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