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Abstract
C36H38CuN4O6, monoclinic, P21/c (no. 14), a= 10.7510(12) Å,
b= 6.4718(7) Å, c= 24.254(2) Å, β= 101.99(1)°, V =
1650.7(3) Å3, Z = 2, Rgt(F)=0.0525, wRref(F2)=0.1621,
T = 293(2) K.

CCDC no.: 1547826

The structure of the title complex is shown in the figure
(i = −x, 1 − y, −z). Tables 1 and 2 contain details of the
measurementmethod and a list of the atoms including atomic
coordinates and displacement parameters.
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Table 1: Data collection and handling.

Crystal: Dark-brown block
Size: 0.31×0.26×0.24 mm
Wavelength: Cu Kα radiation (1.54184 Å)
µ: 13.6 cm−1

Diffractometer, scan mode: SuperNova Dual, ω scans
2θmax, completeness: 140°, 96.8%
N(hkl)measured, N(hkl)unique, Rint: 5453, 3027, 0.022
Criterion for Iobs, N(hkl)gt: Iobs > 2 σ(Iobs), 2429
N(param)refined: 217
Programs: SHELX [1], OLEX2 [2]

Source of materials
5-Methoxy-2-[methylidynenitrilo(aminoacetophenone-O-
ethyloxime)]phenol: To an ethanolic solution (8 mL) of
1-(4-aminophenyl)ethan-1-one O-ethyl oxime (164.0 mg,
1 mmol) was added an ethanolic solution (5 mL) of 4-
methoxysalicylaldehyde (152.3 mg, 2 mmol). After the solu-
tion hadbeen stirred at 328 K for 8 h, themixturewas filtered,
washed successively with ethanol and ethanol/hexane (1:4),
respectively. The isolated compoundwas dried under reduced
pressure and purified by recrystallization from ethanol to
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Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å2).

Atom x y z Uiso*/Ueq

Cu1 0.0000 0.5000 0.0000 0.0494(3)
O1 −0.0308(3) 0.5656(4) 0.07171(11) 0.0614(7)
O2 −0.2044(3) 0.3759(5) 0.22894(11) 0.0690(8)
O3 0.6410(3) 0.1509(5) −0.14046(14) 0.0780(9)
N1 0.1204(3) 0.2788(5) 0.03420(12) 0.0481(7)
N2 0.5554(3) 0.2112(6) −0.10645(15) 0.0660(9)
C1 −0.0403(3) 0.4292(6) 0.11012(14) 0.0479(8)
C2 −0.1152(3) 0.4796(6) 0.14957(15) 0.0521(9)
H2 −0.1544 0.6082 0.1481 0.062*
C3 −0.1304(3) 0.3397(7) 0.19016(15) 0.0548(9)
C4 −0.0725(4) 0.1469(7) 0.19393(17) 0.0664(11)
H4 −0.0846 0.0532 0.2214 0.080*
C5 0.0023(4) 0.0963(7) 0.15689(17) 0.0655(11)
H5 0.0422 −0.0319 0.1599 0.079*
C6 0.0204(3) 0.2341(6) 0.11399(14) 0.0496(8)
C7 0.1049(3) 0.1774(6) 0.07810(14) 0.0506(9)
H7 0.1527 0.0576 0.0871 0.061*
C8 0.2152(3) 0.2139(6) 0.00416(14) 0.0446(8)
C9 0.2992(4) 0.3610(6) −0.00781(16) 0.0560(9)
H9 0.2970 0.4945 0.0061 0.067*
C10 0.3860(3) 0.3112(6) −0.04019(16) 0.0525(9)
H10 0.4426 0.4111 −0.0476 0.063*
C11 0.3901(3) 0.1120(6) −0.06213(14) 0.0456(8)
C12 0.2206(4) 0.0149(6) −0.01549(16) 0.0532(9)
H12 0.1666 −0.0864 −0.0067 0.064*
C13 0.3075(4) −0.0327(6) −0.04858(16) 0.0540(9)
H13 0.3100 −0.1668 −0.0621 0.065*
C14 0.4813(3) 0.0633(6) −0.09898(15) 0.0506(8)
C15 0.4829(5) −0.1467(7) −0.1241(2) 0.0773(13)
H15A 0.4006 −0.1770 −0.1468 0.116*
H15B 0.5037 −0.2474 −0.0946 0.116*
H15C 0.5454 −0.1510 −0.1472 0.116*
C16 0.7132(5) 0.3313(9) −0.1508(2) 0.0864(15)
H16A 0.7330 0.4153 −0.1170 0.104*
H16B 0.7927 0.2879 −0.1602 0.104*
C17 0.6406(7) 0.4524(10) −0.1968(3) 0.121(2)
H17A 0.6203 0.3685 −0.2301 0.181*
H17B 0.6899 0.5694 −0.2038 0.181*
H17C 0.5634 0.4994 −0.1869 0.181*
C18 −0.2666(5) 0.5685(8) 0.2270(2) 0.0824(14)
H18A −0.3204 0.5873 0.1905 0.124*
H18B −0.2046 0.6772 0.2340 0.124*
H18C −0.3173 0.5721 0.2552 0.124*

yield 248.9 mg of red crystalline solid (yield 78.7%, m.p.
436–440 K).

A solution of copper(II) acetate monohydrate (1.5 mg,
7.5 mmol) in ethanol (4 mL) was added dropwise to a so-
lution of (2-((4-(1-(ethoxyimino)ethyl)phenyl)imino)methyl)-
5-methoxyphenol (3.0 mg, 5.0 mmol) in ethanol (3 mL) at
room temperature. The colour of the solution turned to blue

and then the mixture was stirred for 1 h at room tempera-
ture. The mixture was filtered and the filtrate was allowed to
stand at room temperature for six weeks. The solvent partially
evaporated and obtained dark brown block single crystals
suitable for X-ray crystallographic analysis. Elemental anal-
ysis−Anal. calcd for C36H38CuN4O6: C, 63.01%; H, 5.58%; N,
8.16%; Found: C, 62.98%; H, 5.55%; N, 8.13%.

Experimental details
Hydrogen atoms were placed in their geometrically idealized
positions and constrained to ride on their parent atoms.

Comment
Oxime-type compounds are often synthesized by aldehydes
or ketones with hydroxylamine or its derivatives through
condensation reaction, with a general formula of R1R2C=N—
OR3 [3–5]. As chelating agents, these compounds have excel-
lent coordination abilities with metal ions [6–8]. Particular
attention has been paid to the synthesis and application of
oxime-type metal complexes [9–11].

The crystal structure of the title compound is built
up by copper(II) complexes which are located at an in-
version center. All bond lengths and angles are in nor-
mal ranges. Each Cu(II) atom is tetra-coordinated by two
N and two O atoms from two crystallographically related
bidentate ligands. The coordination around Cu(II) atom is
best described as distorted square planar (cf. the figure).
The title complex has at least a weak intermolecular
C7—H7···O3 hydrogen bond involving the C7 atom (d(C7—
H7)=0.93 Å, d(H7···O3)= 2.687 Å, d(C7···O3)= 3.542(4) Å,
the angle of C7—H7···O3= 153.06(3)°).
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