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Abstract

Cy0H,Br,CuN,0,, orthorhombic, Pbca (no. 61), a=7.7117(2) A,
b =18.7735(4) A, ¢ = 24.8518(4) A, V = 3597.93(13) A>, Z = 8,
RgF) = 0399, WR,o(F?) = 0.1125, T = 213 K.

CCDC No.: 2178590
Table 1 contains crystallographic data and Table 2 contains

the list of the atoms including atomic coordinates and
displacement parameters.

Source of material

4-Bromo-salicylaldehyde (0.201 g, 1.0 mmol) and O-phe-
nylenediamine (0.054 g, 0.5 mmol) were dissolved in 20 mL
ethanol. The Schiff base solution was stirred at room
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Table 1: Data collection and handling.

Crystal: Brown plate

Size: 0.05 x 0.03 x 0.02 mm
Wavelength: Cu Ko radiation (1.54184 A)
u: 7.08 mm™*

Diffractometer, scan mode:
Bmax, cOMpleteness:
N(hk[)measureds N(hkl)uniques Rint:
Criterion for lops, N(hkl)g:
N(param)reﬁned5

Programs:

XtaLAB Synergy, w

75.4°, 99%

11,830, 3438, 0.045

lobs > 20(lops), 2901

244

Bruker [1], Olex2 [2], SHELX [3, 4]

temperature for 24 h. After this, CuCl,-2H,0 (0.130 g,
0.75 mmol) was added and the obtained green suspension
was further stirred for 2 h and filtered. The acquired green
filtrate was sealed in a beaker with parafilm and kept un-
disturbed at room temperature. The green block crystals of
the title compound were afforded after two week.

Experimental details

Data reduction was performed using the program SAINT
and empirical absorption corrections were made using
SADABS [1]. The structure was solved with the Olex2 pro-
gram [2] as an interface together with the SHELXT and
SHELXL programs [3, 4]. All H atoms were placed in
geometrically idealized positions.

Comment

Schiff base is a compound containing imine or methyl-
imine group formed via the dehydration-condensation re-
action with aldehydes or carbonyl and amino compounds
as reaction substrates [5-8]. The change of substituents
can lead to the formation of various structures. Herein, as a
part of our current research interest, we report on the
exploration of the regulating effect of Schiff base ligands
on transition 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-2022-0297
mailto:wuqiongkm@163.com
https://orcid.org/0000-0001-7931-6750
https://orcid.org/0000-0001-7931-6750

1092 — ].Yanget al.: C5oH5Br,CuN,0,

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

Atom X y z Uiso*/Ueq
Br1 0.06085 (8) 0.67436 (3) 0.33293(2) 0.04382(17)
Br2 0.81014 (8) 0.69047 (3) 0.73837 (2) 0.04692 (18)
Cul 0.36991 (8) 0.47808 (3) 0.55158 (2) 0.02508 (17)
01 0.3243 (4) 0.54688 (15) 0.49664 (11) 0.0273 (6)
02 0.4697 (4) 0.55284(16) 0.59301 (11) 0.0311 (6)
N1 0.2409 (4) 0.40224(18) 0.51554(13) 0.0259 (7)
N2 0.4143 (5) 0.40492(19) 0.60592 (13) 0.0278 (7)
C1 0.1200 (5) 0.4771(2) 0.44541 (15) 0.0253 (8)
c2 0.2120 (5) 0.5408 (2) 0.45785 (15) 0.0238 (8)
c3 0.1803 (5) 0.6010 (2) 0.42457 (15) 0.0268 (8)
H3 0.2326 0.6449 0.4329 0.032*
C4 0.0737 (6) 0.5956 (2) 0.38033 (16) 0.0300 (9)
C5 -0.0159 (6) 0.5336 (3) 0.36774(16) 0.0326 (9)
H5 -0.0901 0.5313 0.3378 0.039*
cé6 0.0079 (6) 0.4758 (2) 0.40061 (16) 0.0322(9)
Hé -0.0528 0.4336 0.3930 0.039*
c7 0.1390 (6) 0.4115(2) 0.47461 (16) 0.0280 (8)
H7 0.0726 0.3723 0.4632 0.034*
c8 0.2550 (6) 0.3359(2) 0.54244(17) 0.0293 (9)
c9 0.1822 (7) 0.2719 (2) 0.5246 (2) 0.0405 (11)
H9 0.1211 0.2705 0.4919 0.049*
Cc10 0.2003 (8) 0.2104 (3) 0.5554 (2) 0.0475 (13)
H10 0.1501 0.1675 0.5437 0.057*
C11 0.2915 (8) 0.2124 (3) 0.6029 (2) 0.0465 (13)
H11 0.3021 0.1708 0.6237 0.056*
C12 0.3681 (7) 0.2748 (3) 0.6207 (2) 0.0406 (11)
H12 0.4332 0.2751 0.6526 0.049*
Cc13 0.3480 (6) 0.3373(2) 0.59075(18) 0.0309 (9)
C14 0.4934 (6) 0.4166 (2) 0.65139 (17) 0.0314 (9)
H14 0.5062 0.3775 0.6747 0.038*
C15 0.5616 (6) 0.4822(2) 0.66904 (15) 0.0290 (9)
C16 0.5476 (5) 0.5469 (2) 0.63900 (15) 0.0272 (8)
c17 0.6244 (6) 0.6097 (2) 0.66107 (15) 0.0314(9)
H17 0.6167 0.6532 0.6425 0.038*
C18 0.7095 (6) 0.6061 (3) 0.70954 (16) 0.0341 (10)
Cc19 0.7245 (6) 0.5432(3) 0.73969 (17) 0.0369 (11)
H19 0.7831 0.5427 0.7729 0.044*
c20 0.6511 (6) 0.4829 (3) 0.71920 (17) 0.0370 (11)
H20 0.6599 0.4403 0.7389 0.044*

Single-crystal X-ray structural analysis revealed that the
title compound crystallizes in the orthorhombic crystal
system (see the Abstract). The divalent Cu ion located at a
general position was found to be planar four-coordinated. A
further analysis indicates that the copper center occupied a
N,0, compartment of a salen type bromo-substituted tetra-
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dentate ligand. The dihedral angles between the three
benzene rings of Schiff base ligand are 9.1°(16), 7.5°(12) and
1.7°(174) respectively, therefore the whole molecule presents
planar configuration. All bond lengths are in the expected
ranges [9].
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