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Abstract

CesHusBryNgOgZn,, monoclinic, P2;/c (No. 14),
a = 6.6263(5) A, b = 24.355(2) A, ¢ = 18.2418(15) A,
B = 96.433(2)°, V = 2925.4(4) A%, Z = 2, Ry(F) = 0.0400,
WR,(F?) = 0.1302, T = 296(2) K.

CCDC no.: 2125833

A part of 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.

Source of material

The mixture of Zn(NOs),-6H,0 (1 mmol, 297.5 mg),
1,1’-(biphenyl-4,4’-diyl)bis(1H-imidazol) (bibp) (1 mmol,
286.3 mg), 4-bromobenzoic acid (2 mmol, 402.0 mg),
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Table 1: Data collection and handling.

Crystal: Colourless block

Size: 0.25 % 0.22 x 0.18 mm
Wavelength: Mo Ka radiation (0.71073 A)
u: 3.62 mm™*

Diffractometer, scan mode:
Bmax, cOMpleteness:
N(hkl)measuredy N(hk[)uniquer Rint:
Criterion for lops, N(hkl)g:
N(param);esinea:

Programs:

Bruker APEX-Il, ¢ and w
25.0°, >99%

14,841, 5141, 0.037
Iobs >2 0(Iobs)’ 3836
388

Bruker [1], SHELX [2]

dimethylformamide (1 mL) and H,0 (3 mL) were placed in a
10 mL Teflon-lined autoclave at 373 K for 72 h, then cooled to
room temperature. Colourless block crystals were obtained.

Experimental details

The hydrogen atoms were positioned geometrically with
C-H = 0.93 A. Their Uiy, values were set to be 1.2U¢q of the
parent atoms.

Comment

As an imidazole derivative, 1,1’-(biphenyl-4,4’-diyl)bis
(1H-imidazol) (bibp) is a good neutral N-donor organic
ligand to construct coordination polymers because of
its versatile coordination modes [3-11]. In order to
expand this research area, the title compound based on
bibp ligand and the auxiliary ligand 4-bromobenzoic
acid (BBA) was synthesised and its crystal structure
determined.

In the title compound, the fundamental unit contains
one Zn(II) cation, one bibp ligand, and two 4-bromobenzoate
ligands. The Zn(II) cation is four coordinated by two O atoms
from two crystallographically independent 4-bromobenzoate
ligands (Zn-0 = 1.959(3)-1.967(3) A), and two N atoms from
two symmetry related bibp ligands (Zn-N = 1.996(3)-
2.032(3) A), forming a distorted tetrahedral geometry (see the
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Table 2: Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A?).

Atom X y z Uiso*/Ueq
Brl —-0.76816 (8) 0.21102 (2) 0.58783 (3) 0.0566 (2)
Br2 -0.57573 (12) 0.44537 (3) -0.11702 (3) 0.0808 (3)
c1 -0.2321(7) 0.36584 (19) 0.4241 (2) 0.0343 (10)
c2 -0.3587 (6) 0.32803 (17) 0.4660 (2) 0.0291 (9)
c3 -0.2935 (7) 0.27553 (19) 0.4867 (2) 0.0357 (11)
H3 -0.167762 0.263428 0.475150 0.043*
C4 -0.4112 (7) 0.24100 (19) 0.5241 (2) 0.0385 (11)
H4 -0.364248 0.206418 0.539411 0.046*
C5 -0.6016 (7) 0.25912 (19) 0.5382 (2) 0.0365 (11)
cé6 -0.6711(7) 0.31017 (18) 0.5170 (2) 0.0338 (10)
Hé -0.800177 0.321361 0.526105 0.041*
c7 -0.5489 (7) 0.34491 (18) 0.4820 (2) 0.0336 (10)
H7 -0.594245 0.380086 0.469009 0.040*
c8 -0.0570 (8) 0.3985 (2) 0.1799 (3) 0.0453 (13)
c9 -0.1857 (7) 0.41048 (19) 0.1077 (3) 0.0363 (11)
c10 -0.3933 (7) 0.4026 (2) 0.0995 (3) 0.0445 (12)
H10 -0.456723 0.390002 0.139269 0.053*
C11 -0.5083 (8) 0.4132(2) 0.0330 (3) 0.0540 (14)
H11 —-0.648037 0.407698 0.028133 0.065*
C12 -0.4169 (9) 0.4318 (2) -0.0250 (3) 0.0531 (14)
C13 -0.2115(10) 0.4412 (2) -0.0189 (3) 0.0621 (16)
H13 -0.150119 0.454539 —-0.058661 0.074*
C14 -0.0981 (8) 0.4303 (2) 0.0478 (3) 0.0596 (15)
H14 0.041209 0.436445 0.052412 0.071*
Cc15 0.4202 (6) 0.29685 (17) 0.2894 (2) 0.0313 (10)
H15 0.494078 0.322288 0.265287 0.038*
C16 0.1879 (7) 0.25870 (17) 0.3451 (3) 0.0353 (11)
H16 0.068910 0.253858 0.366899 0.042*
c17 0.3279 (7) 0.21989 (18) 0.3396 (2) 0.0350 (11)
H17 0.324499 0.183837 0.356265 0.042*
c18 0.6530 (6) 0.21531 (17) 0.2829 (2) 0.0287 (10)
c19 0.7298 (6) 0.17200 (18) 0.3265 (2) 0.0345 (10)
H19 0.681428 0.165228 0.371588 0.041*
c20 0.8787 (7) 0.13883 (18) 0.3027 (3) 0.0361 (11)
H20 0.927446 0.109257 0.331723 0.043*
C21 0.9571 (6) 0.14865 (17) 0.2366 (2) 0.0299 (10)
c22 0.8835 (7) 0.19386 (19) 0.1961 (2) 0.0341 (10)
H22 0.937485 0.202149 0.152446 0.041*
c23 0.7326 (7) 0.22711 (18) 0.2182 (2) 0.0347 (11)
H23 0.685449 0.257108 0.189772 0.042*
C24 1.1159 (6) 0.11215 (16) 0.2118 (2) 0.0282 (9)
C25 1.1064 (6) 0.05530 (18) 0.2193 (3) 0.0333 (10)
H25 0.998225 0.040017 0.240601 0.040*
C26 1.2522 (6) 0.02102 (18) 0.1962 (2) 0.0345 (11)
H26 1.240297 -0.016892 0.200052 0.041*
c27 1.4168 (6) 0.04417 (16) 0.1673 (2) 0.0270 (9)
c28 1.4328 (7) 0.10033 (17) 0.1597 (2) 0.0340 (10)
H28 1.544067 0.115435 0.140126 0.041*
c29 1.2816 (6) 0.13409 (17) 0.1814 (2) 0.0310 (10)
H29 1.291190 0.171898 0.175584 0.037*
c30 1.6501 (6) -0.03478 (16) 0.1826 (2) 0.0305 (10)
H30 1.606079 —-0.047450 0.226169 0.037*
C31 1.6783 (7) 0.01509 (18) 0.0844 (2) 0.0341 (10)
H31 1.659815 0.042244 0.048429 0.041*
C32 1.8123 (7) -0.02684 (18) 0.0872 (3) 0.0357 (11)
H32 1.902534 -0.033593 0.052666 0.043*
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Table 2: (continued)
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Atom X y z Uiso*/ueq
N1 0.2452 (5) 0.30712 (14) 0.31357 (19) 0.0294 (8)
N2 0.4797 (5) 0.24438 (14) 0.30403 (18) 0.0287 (8)
N3 1.5745 (5) 0.00971 (14) 0.14526 (19) 0.0294 (8)
N4 1.7946 (5) -0.05807 (13) 0.1492 (2) 0.0305 (8)
01 -0.0915 (5) 0.34167 (13) 0.39403 (18) 0.0454 (9)
02 -0.2708 (5) 0.41479 (14) 0.4199 (2) 0.0586 (10)
03 -0.1497 (5) 0.38258 (14) 0.23303 (19) 0.0482 (9)
04 0.1289 (5) 0.40361 (18) 0.1836 (2) 0.0648 (11)
Zn1 0.05911 (7) 0.37310(2) 0.31760 (3) 0.02964 (16)

figure). Geometric parameters are all in the expected ranges
[12]. The bridging bibp ligands link adjacent Zn(II) cations to
form a chain structure with the Zn—Zn distance of 17.797 A
along the b axis.
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