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Abstract

C44H34NgCdCl404, monoclinic, P2;/c  (no. 14), a=
97056(2) A, b=14.3244(3) A, c=153626(3) A, p=
99.7540(10)°, V =2104.94(7) A, Z=2, Rg(F)=0.0271,

WRet(F?) = 0.0717, T = 296(2) K.
CCDC no.: 1577241

The crystal structure is shown in the figure. Tables 1 and 2
contain details on crystal structure and measurement condi-
tions and a list of the atoms including atomic coordinates and
displacement parameters.

Source of material
A mixture of Cd(OAc),-2H,0 (0.1 mmol, 0.0267 g), [2-
(2,6-Dichloro-phenylamino)-phenyl]-acetic acid (0.1 mmol,
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Table 1: Data collection and handling.

Crystal: Block, colourless
Size: 0.41 x 0.32 x 0.28 mm
Wavelength: Mo Ka radiation (0.71073 A)

u: 90.83 mm~—?

Diffractometer, scan mode: Bruker SMART, ¢ and w-scans
260max, completeness: 27.4°,>99%

N(hkDmeasureds N(hkDynique, Rint: 15541, 3916, 0.036

Criterion for lobs, N(hkDgt: lobs > 2 0(lops), 3305
N(param);efined: 281

Programs: Bruker programs [1], SHELX [2]

891 mg), 4-(1H-pyrazol-5-yl)pyridine (0.1 mmol, 55 mg) and
distilled water (10 mL) was heated in a 25 mL stainless steel
reactor with a Teflon liner at 403 K for 40 h, followed by slow
cooling to room temperature. Colourless crystals of the title
compound formed.

Experimental details
The hydrogen atoms were placed geometrically and refined
using a riding model were set to 1.2Ueq (C, N).

Discussion

The design and construction of metal-organic frameworks
(MOFs) with well-regulated network structures has been pro-
voked significant interest on materials with properties in the
areas of electrochemistry, photophysics, catalysis, adsorption
and separation [3-6]. The organic ligands, which have their
differences in the size, the flexibility, the coordination ability,
the number of the carboxylate groups, the positions of the
carboxylate groups and so on, play crucial role in the design
and construction of desirable frameworks with interesting
properties [7-9]. In addition, N-containing auxiliary ligands
are known to be ideal connectors between metal atoms for the
propagation of coordination networks.

The asymmetric unit of the title structure contains one
half of a Cd(Il) ion, one 4-(1H-Pyrazol-5-yl)-pyridine and
one [2-(2,6-Dichloro-phenylamino)-phenyl]-acetate ligands to
construct a coordination polymer. The cadmium atom is six-
coordinated [CdN4O,] in a distorted octahedral manner by
two oxygen atoms and by four nitrogen atoms. The Cd—O
bond length is 2.3028(16) A [10]. The Cd—N bond lengths are
2.347(2) A and 2.373(2) A respectively. The C(17)—C(22)—CI(1)
angle is 120.2(2)°, the C(17)—C(18)—Cl(2) angle is 118.2(2)°, the
C(17)—N(1)—C(12) angle is 123.7(2)°. The hydrogen bonding
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Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (A2).

Atom X y z Uiso*/Ueq
Cd1 0.5000 0.5000 0.0000 0.02525(8)
cl1 —0.01106(9) 1.02161(5) —0.13655(5) 0.0604(2)
Cl2 0.43714(10) 0.94438(6) 0.11272(5) 0.0698(2)
N1 0.2092(2) 0.89303(14) —0.03446(14) 0.0378(5)
N2 0.6388(2) 0.59542(12) 0.10400(12) 0.0327(4)
N3 0.5709(2) 0.91377(12) 0.38330(12) 0.0323(4)
N4 0.58459(19) 0.66741(12) 0.14308(11) 0.0289(4)
H4 0.5010 0.6883 0.1271 0.035*
01 0.33851(18) 0.72262(11) 0.04983(11) 0.0419(4)
02 0.29393(17) 0.58216(10) —0.01035(11) 0.0380(4)
Cc1 0.7677(3) 0.58519(16) 0.14839(16) 0.0389(6)
H1 0.8301 0.5397 0.1362 0.047*
c2 0.7976(3) 0.65099(16) 0.21537(16) 0.0387(6)
H2 0.8807 0.6584 0.2549 0.046*
c3 0.6770(2) 0.70289(14) 0.21022(14) 0.0282(5)
C4 0.6406(2) 0.77903(14) 0.26620(14) 0.0281(5)
C5 0.5038(3) 0.79654(16) 0.27378(15) 0.0356(6)
H5 0.4318 0.7632 0.2397 0.043*
Cé6 0.7424(3) 0.83333(17) 0.31681(16) 0.0399(6)
Hé6 0.8360 0.8258 0.3121 0.048*
c7 0.4740(3) 0.86353(17) 0.33197(15) 0.0375(6)
H7 0.3807 0.8744 0.3357 0.045*
c8 0.7036(3) 0.89851(17) 0.37418(16) 0.0395(6)
H8 0.7733 0.9336 0.4082 0.047*
c9 0.2635(2) 0.66551(14) 0.00247(14) 0.0284(5)
Cc10 0.1234(2) 0.70103(15) —0.04653(15) 0.0322(5)
H10A 0.0622 0.6486 —0.0652 0.039*
H10B 0.0791 0.7398 —0.0075 0.039*
C11 0.1463(2) 0.75718(15) —0.12630(14) 0.0290(5)
C12 0.1924(2) 0.84984(15) —0.11815(14) 0.0320(5)
Cc13 0.2205(3) 0.89681(17) —0.19272(16) 0.0396(6)
H13 0.2532 0.9579 —0.1875 0.048*
C14 0.2003(3) 0.85349(18) —0.27415(16) 0.0430(6)
H14 0.2181 0.8859 —0.3235 0.052*
C15 0.1541(3) 0.76290(18) —0.28274(16) 0.0419(6)
H15 0.1402 0.7338 —0.3377 0.050*
C16 0.1287(2) 0.71549(17) —0.20907(16) 0.0359(6)
H16 0.0989 0.6538 —0.2149 0.043*
c17 0.2297(3) 0.98808(15) —0.02138(16) 0.0391(6)
c18 0.3365(3) 1.02311(18) 0.04314(18) 0.0497(7)
c19 0.3631(4) 1.1166(2) 0.0549(2) 0.0705(10)
H19 0.4352 1.1371 0.0984 0.085*
C20 0.2815(5) 1.1801(2) 0.0015(2) 0.0775(12)
H20 0.3023 1.2434 0.0065 0.093*
C21 0.1707(4) 1.14997(19) —0.0584(2) 0.0641(9)
H21 0.1141 1.1930 —0.0930 0.077*
C22 0.1419(3) 1.05543(17) —0.06793(17) 0.0468(7)
H1D 0.254(3) 0.8617(17) 0.0036(16) 0.037(8)*
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between one of the oxygen atoms and the NH group is
present (d(N---0): 2.943(3) A and N—H---0 is 149(2) A).
Weak interactions result in the infinite three dimensional
architecture.

Acknowledgements: This work was supported by the Insti-
tutions of higher learning key scientific research project of
Henan Province (18B150015) and the Natural Science Foun-
dation of Henan Province (142102310295).

References

1. Bruker. APEX2, SAINT and SADABS. Brucker AXS Inc., Madison,
Wisconsin, USA, (2009).

2. Sheldrick, G. M.: A short history of SHELX. Acta Crystallogr.
A64 (2008) 112-122.

3. Li, X. L.; Liu, G. Z.; Xin, L. Y.; Wang, L. Y.: Three Zn(ll) metal-
organic frameworks assembled from a versatile tecton 5-
ethyl-pyridine-2,3-dicarboxylate and dipyridyl-type coligand.
CrystEngComm 14 (2012) 1729-1736.

4. Li, S. H.; Han, M. L.; Liu, G. Z.; Ma, L. F.; Wang, L. Y.: Guest-
induced single-crystal-to-single-crystal transformations of a
new 4-connected 3D cadmium(ll) metal-organic framework.
RSC Advances. 5 (2015) 17588-17591.

5. Banerjee, A.; Singh, R.; Colacio, E.; Razak, K. K.: Binuclear
copper(ll) chelates with heptadentate ligands: synthesis,
structure, magnetic properties, DFT studies, and catecholase
and hydrolytic DNA cleavage activity. Eur. ). Inorg.Chem. 2
(2009) 277-284.

6. Li, K.; Olson, D. H.; Seidel, J.; Emge, T. ).; Gong, H.; Zeng, H.;
Li, J.: Zeolitic imidazolate frameworks for kinetic separation
of propane and propene. J. Am. Chem. Soc. 131 (2009)
10368-10369.

7. Li, S. H.; Wu, H. X.; Chai, N.: A Cobalt(ll) Complex based on 5-
methoxyisophthalic acid and 1,6-bis(1,2,4-triazol-1-yl)hexane:
synthesis, crystal structure and magnetic properties. Synth.
React. Inorg. Met. Org. Nano Met. Chem. 43 (2013) 1487-1491.

8. Li, S.H.; Li, X. L.: A cadmium complex based on 5-
methylisophthalic acid and 1,6-bis(imidazol-1-yl)hexane:
synthesis, crystal structure, and photoluminescence
properties. Synth. React. Inorg. Met. Org. Nano Met. Chem.
43 (2013) 710-713.

9. Pachfule, P.; Panda, T.; Dey, C.; Banerjee, R.: Structural
diversity in a series of metal-organic frameworks (MOFs)
composed of divalent transition metals, 4,4’-bipyridine and
a flexible carboxylic acid. CrystEngComm 12 (2010) 2381-2389.

10. Li, S.-H.; Zhao, Y.; Li Zhang, L.: Z. catena-poly[bis(u,(2-
((2,6-dichlorophenyl)amino)phenyl)acetato)cadmium(ll)] Z.
Kristallogr. NCS 231 (2016) 1009-1010.



