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Abstract
C40H46N4O4Zn, monoclinic, P21/n (no. 14), a = 12.0198(4) Å,
b = 28.0212(9) Å, c = 12.0655(4) Å, β = 110.727(2)°,
V = 3800.8(2) Å3, Z = 4, Rgt(F ) = 0.0442, wRref(F

2) = 0.1076,
T = 173(2) K.

CCDC no.: 2168527

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list

Table : Data collection and handling.

Crystal: Yellow block
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: Bruker D Venture, φ and ω
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: Bruker [], SHELX [, ]
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of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

The title complex and its ligand were prepared by a similar
method reported earlier [4–6]. The zinc(II) acetate dihydrate
(109.76mg, 0.5mmol) dissolved inmethanol solution (5mL)
was added to the organic ligand ((E)-1-(4-((E)-3-(tert-butyl)-
2-hydroxybenzylidene)amino)phenyl)ethan-1-one O-methyl

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

Zn . () . () . () . ()
C . () . () . () . ()
O . () . () . () . ()
N . () . () . () . ()
O −. () . () . () . ()
C . () . () . () . ()
N −. () . () . () . ()
N . () . () . () . ()
O . () . () . () . ()
C . () . () . () . ()
H . . . .*
N . () . () . () . ()
O . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C −. () . () . () . ()
C . () . () . () . ()
H . . . .*
C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
HC −. . . .*
C −. () . () . () . ()
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
HC −. . . .*
C . () . () . () . ()
C . () . () . () . ()
C −. () . () . () . ()

Table : (continued)

Atom x y z Uiso*/Ueq

H −. . . .*
C −. () . () . () . ()
H −. . . .*
C −. () . () . () . ()
H −. . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
HA −. . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
HC −. . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
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oxime) (324.42 mg, 1 mmol) dissolved in dichloro-
methane(5 mL). The mixture was kept stirring at room
temperature for 1 h. Thefiltratewas allowed to standat room
temperature 25 days in a quiet environment. Several clear
yellow block crystals were obtained.

Experimental details

Hydrogen atoms were placed in their geometrically ideal-
ized positions and constrained to ride on their parent
atoms.

Comment

Transition metal complexes, especially Zn(II) complexes,
have attracted much attention [7]. Zn(II) complexes with
excellent fluorescence properties have received increasing
attention [8–10].What ismore, Zn(II) complexes are widely
applied in ion recognition [11] and supramolecular con-
structing [12, 13] fields and so on. Recently, we have also
tried to investigate the title complex synthesis, structural
characterization, andwe predict that this complex also has
excellent fluorescence properties [14].

In this paper, we report the crystal structure of the title
complex characterised by X-ray crystallographic analysis (cf.
the figure). All bond lengths and bond angles are within
the normal ranges [6]. In the title complex, Zn1 is
four-coordinated by two O atoms and two N atoms from
two ligands. The Zn1—O1 bond length is 1.9050(17) Å and
the Zn1—O3 is 1.9096(17) Å. The Zn1—N1 bond length
is 2.000(2) Å and the Zn1—N3 is 2.0021(19) Å. The
angle of O1—Zn1—N1 is 95.88(7)°, O3—Zn1—N1 is 114.23(8)°,
O1—Zn1—N3 is 120.94(8)° and O1—Zn1—O3 is 118.89(8)°,
respectively.
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