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Abstract
C11H12CdN6Cl2, triclinic, P1 (no. 2), a = 6.8644(8) Å,
b = 10.4577(8) Å, c = 10.6304(12) Å, α = 112.218(9)°, β = 94.638(9)°,
γ = 93.289(8)°, Z = 2, V = 700.93(13) Å3, Rgt(F ) = 0.0427,
wRref (F 2) = 0.1137, T = 293(2) K.

CCDC no.: 2351582

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

1 Source of materials

1-[(2,4-Dimethyl-1H-triazole-1-yl)methyl]-1H-benzotriazole
(dtmb) was prepared according to the literature method
with some modifications.3 The ligand 1-[(2,4-dimethyl-
1H-triazole-1-yl)methyl]-1H-benzotriazole (0.04 mmol,
0.0091 g) was dissolved in 2 mL of methanol solution and
the solution was slowly added to 2 mL of CdCl2 (0.04 mmol,
0.0074 g) of methanol solution. The prepared solution was
placed at room temperature and colorless crystals were
obtained after ten days.

2 Experimental details

H atoms were generated geometrically and refined as riding
atomswith C–H = 0.93 Å and the andUiso(H) = 1.2 timesUeq(C)
for aromatic H atoms, with C–H = 0.97 Å and Uiso(H) = 1.2
times Ueq(C) for methylene H atoms, and with C–H = 0.96 Å
and Uiso(H) = 1.5 times Ueq(C) for methyl H atoms.

Table : Data collection and handling.

Crystal: Colorless 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: CrysAlisPRO, SHELX

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

Atom x y z Uiso*/Ueq

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

Recently, nitrogen heterocyclic compounds have attracted
a lot of attention in the field of metal coordination polymers
due to their flexible coordination patterns and rich func-
tional properties.4–6 Among them, triazole and benzotriazole
compounds are rich in biological activities such as antibac-
terial, anti-inflammatory, anti-cancer and anti-diabetes.
Metallic polymers synthesized with them as ligands have
also been found to have beneficial effects in antibacterial,
antioxidant, anti-cancer, hypoglycemic, etc.7–10 Previously,
our group also successfully synthesized complexes with ni-
trogen heterocycles as ligands, among which complexes
were investigated to have better antidiabetic activity.11

X-ray crystallographic analysis shows that the title
polymer has a two-dimensional network structure centered
on a binuclear Cd(II). As shown in the Figure, the central
atom Cd(II) is coordinated with four Cl ions (Cl1, Cl1i, Cl2 and
Cl2ii) and twoN atoms (N1iii and N6) from two dtmb ligands,
respectively. The Cd–Cl and Cd–N bonds around Cd1 are of
length: Cd1–Cl1: 2.6689(16) Å; Cd1–Cl1i: 2.5630(15) Å; Cd1–
Cl2: 2.5861(14) Å; Cd1–Cl2i: 2.6436(16) Å; Cd1–N1iii:
2.423(5) Å; Cd1–N6: 2.471(5) Å. The range of bond angles
around the Cd is 84.16(12)°–177.51(12)°.12 The smallest bond
angle is N6–Cd1–Cl2, the largest is N6–Cd1–Cl1, in each
dtmb ligand, the angle between the benzotriazole and the
triazole ring is 67.0°, and two adjacent cadmium ions are
connected by two dtmb ligands in a bidentate bridging
coordination mode to form a binuclear structure. The
dinuclear Cd(II) asymmetric unit extends indefinitely by
connecting two Cl ions to form a two-dimensional struc-
ture. In addition, the distance between the benzotriazole

rings of two neighboring binuclear units is 3.716 Å, which
may have intermolecular p-p interactions, and the two-
dimensional mesh structure is expanded into three-
dimensional, making the structure more stable.
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