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Abstract

CigH20CdNgOg, triclinic, P1 (no. 2), a = 6.1132(7) A,
b = 7.127009) A, ¢ = 12.3110(13) A, @ = 80.7010(10)°,
B = 88.137(2)°, y = 73.6530(10)°, V = 507.88(10) A%, Z = 1,
Ryi(F) = 0.0285, WR,ef(F?) = 0.0744, T = 298(2) K.

CCDC no.: 2130106

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 displace-
ment parameters.

Source of material

All the chemical reagents were purchased and used without
further purification. Cd(NOs), - 4H,0 (0.0308 g, 0.1 mmol), 1-
(4-carboxyphenyl)-1,2,4-triazole) ligand (Hcpt, 0.0189 g,
0.1 mmol) and DMF/H,0 (6 mL, 3:3, v/v) were placed in a
10 mL capped vial and used ultrasonic technique to get a
clear solution. The vial was transferred to an 85 °C oven,
heated for three days and cooled to room temperature at a
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Table 1: Data collection and handling.

Crystal: Colourless block

Size: 0.49 x 0.40 x 0.39 mm
Wavelength: Mo Ka radiation (0.71073 A)
s 1.14 mm™

Diffractometer, scan mode:
Bmax, cOmpleteness:
N(hkDmeasureds N(hk[)uniquey Rint:
Criterion for lops, N(hkl)g:

Bruker D8 Advance, ¢ and w
25.3° 98%

2665, 1836, 0.023

lobs > 2 0(lobs), 1800

N(param),efined: 168
Programs: Bruker [1], Olex2 [2], SHELX
[3, 4]

rate of 10 °C/h. Colourless block crystals of the title complex
were obtained, yielding 53% (based on the ligand).

Experimental details

The structure was solved by intrinsic phasing with the
SHELXT program and refined with SHELXL program via
OLEX2 software. The hydrogen atoms were placed in their
idealized positions with isotropic thermal parameters.

Comment

As a polydentate organic ligand, 1-(4-carboxyphenyl)-
1,2,4-triazole (Hcpt), which bearing both O and N coordi-
nated sites, has been applied to construct metal complexes

8 Open Access. © 2022 the author(s), published by De Gruyter. [ IS This work is licensed under the Creative Commons Attribution 4.0 International

License.


https://doi.org/10.1515/ncrs-2022-0205
mailto:yopoxia@126.com
https://orcid.org/0000-0002-9084-6653
https://orcid.org/0000-0002-9084-6653

866 —— Y.-M.Feng and Y.-P. Xia: Crystal structure of C;gH,oCdNg¢Og

Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (A?).

Atom X y z Uiso*/Ueq
Cd1 0.500000 0.500000 0.500000 0.03121 (15)
01 0.3459 (4) 0.9730(3) -0.37289(17) 0.0437 (5)
02 0.0123 (4) 1.0665 (4) -0.29116 (18) 0.0496 (6)
03 0.1834 (4) 0.7694 (4) 0.4822(2) 0.0459 (6)
04 0.7043 (4) 0.6973 (4) 0.5618 (2) 0.0429 (5)
N1 0.5912 (4)  0.6459 (3) 0.14238 (18) 0.0274 (5)
N2 0.6134 (4) 0.5599 (4) 0.31996 (19) 0.0326 (5)
N3 0.8183 (4) 0.5642 (4) 0.1655 (2) 0.0362 (6)
c1 0.2220(5)  0.9834 (4) -0.2892(2) 0.0317 (6)
c2 0.3307 (4) 0.8891 (4) -0.1777 (2) 0.0267 (5)
c3 0.5641(5) 0.8233 (4) -0.1588 (2) 0.0340 (6)
H3 0.662761 0.834787 -0.217016 0.041*
C4 0.6526 (5)  0.7403 (4) -0.0537 (2) 0.0335 (6)
H4 0.809457 0.696503 -0.041612 0.040*
c5 0.5056 (4) 0.7233 (4) 0.0327 (2) 0.0252 (5)
ceé 0.2721(5) 0.7801 (5) 0.0140 (2) 0.0387 (7)
Hé6 0.173452 0.761362 0.071238 0.046*
c7 0.1884 (5) 0.8641 (5) -0.0899 (2) 0.0370(7)
H7 0.031427 0.905458 -0.101821 0.044*
c8 0.8216 (5) 0.5147 (5) 0.2731 (2) 0.0360 (6)
H8 0.955519 0.453876 0.313707 0.043*
c9 0.4737 (5)  0.6430 (4) 0.2351 (2) 0.0327 (6)
H9 0.316324 0.692255 0.239585 0.039*
H3A 0.119 (8) 0.824 (7) 0.420 (4) 0.072 (13)*
H3B 0.211 (8) 0.860 (7) 0.521 (4) 0.070 (14)*
H4A 0.760 (10) 0.754 (9) 0.513 (5) 0.10 (2)*
H4B 0.603 (9) 0.783 (8) 0.585 (4) 0.078 (16)*

[5-10]. However, it should be noted that most of the pub-
lished Cd(II)-based complexes are complicated structures.
To further enrich the family of Hcpt-based metal com-
plexes, the title complex was synthesized under hydro-
thermal condition.

The complex crystallizes in the triclinic system with a
space group of P1 (no. 2). The asymmetric unit consists of
one deprotonated Hcpt ligand, one half of Cd(II) ion and
two coordinated water molecules. The Cd(II) ion is six-
coordinated with two triazolyl nitrogen atoms (N2, N2!™ 1
%) derived from two different deprotonated Hcpt ligands
and four oxygen atoms (03, 03" 1 12 04, 04! 17 1%
originated from four coordinated water molecules. The Cd-
N and Cd-O bond lengths are in the range of 2.298(2)-
2.348(2) A, which are comparable to the other Cd(II) com-
plexes [11, 12]. The complex is further linked by the coor-
dinated water molecules and carboxylate groups via
the classical O—-H—O hydrogen bond to form a three-
dimensional (3D) network. Apart from the hydrogen
bonding, the m-m stacking, distance range: 3.7598(17)-
3.9104(17) A, don’t play an important role in the process of
forming the network.
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