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Abstract
C32H20CeI8N4O4, tetragonal, P4̄b2 (no. 117), a= 11.1898(8) Å,
b= 11.1898(8) Å, c= 16.6870(19) Å, V = 2089.4(4) Å3, Z = 2;
Rgt(F)=0.0566, wRref(F2)=0.0939, T = 293(2) K.

CCDC no.: 1860607

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
All commercially available reagents were used as supplied.
The title compound was synthesized with the following
procedure. 3,5-diiodosalicylaldehyde 0.0350 g (0.094 mmol)
and 0.003 mL ethylendiamine (0.047 mmol) were stirred in
a mixture of 20 mL ethanol and 10 mL DMF at room tem-
perature for 20 min. Then, 0.1 g cerium(III) nitrate was
added to the above solution and the resulting yellow mix-
ture was further stirred for another 30 min and filtered. The
blocked-shaped crystals of the title compound were obtained
after 3 days by slow evaporation.
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Table 1: Data collection and handling.

Crystal: Brown block
Size: 0.10×0.18×0.24 mm
Wavelength: Mo Kα radiation (0.71073 Å)
µ: 7.04 mm−1

Diffractometer, scan mode: Multiwire proportional, φ and ω
θmax, completeness: 25.0°, >99%
N(hkl)measured, N(hkl)unique, Rint: 8392, 1844, 0.092
Criterion for Iobs, N(hkl)gt: Iobs > 2 σ(Iobs), 1440
N(param)refined: 112
Programs: CrysAlisPRO [1], Olex2 [2], SHELX

[3], Diamond [4]

Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å2).

Atom x y z Uiso*/Ueq

Ce1 0.0000 0.5000 0.0000 0.0242(3)
I1 0.01371(14) 0.23830(14) 0.44341(7) 0.1072(6)
I2 0.30338(8) 0.55816(9) 0.22720(7) 0.0456(3)
O1 0.1181(8) 0.4406(7) 0.1025(5) 0.028(2)
N1 −0.0731(10) 0.2970(9) 0.0539(7) 0.037(3)
C1 0.0991(11) 0.3973(12) 0.1740(7) 0.025(3)
C2 0.1664(11) 0.4358(11) 0.2386(9) 0.029(3)
C3 0.1426(12) 0.3903(12) 0.3168(10) 0.044(4)
H3 0.1898 0.4148 0.3596 0.053*
C4 0.0501(15) 0.3102(14) 0.3299(9) 0.047(5)
C5 −0.0096(11) 0.2670(11) 0.2668(8) 0.036(3)
H5 −0.0662 0.2072 0.2746 0.043*
C6 0.0114(15) 0.3101(11) 0.1892(8) 0.031(4)
C7 −0.0651(13) 0.2625(13) 0.1260(10) 0.044(4)
H7 −0.1141 0.1990 0.1404 0.052*
C8 −0.1700(13) 0.2392(11) 0.0072(10) 0.054(5)
H8A −0.1392 0.2091 −0.0433 0.064*
H8B −0.2037 0.1730 0.0371 0.064*

Comment
The investigation on lanthanide complexes represents one of
the most active areas of material science and environmental
chemistry [5, 6]. In this field, a large number of tetradentate
Schiff-base ligands have been introduced for the isola-
tion of lanthanide complexes with different structures and
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properties [7, 8]. However, up to present, related research
about cerium(VI) complexes constructed from halogenated
Schiff base ligands are still rare. In order to enrich the knowl-
edge on halogenated Schiff base cerium(IV) complexes the
title compound was synthesised and characterised.

Single-crystal X-ray diffraction reveals that the title com-
pound crystallizes in the tetragonal space group. The cerium
atom is located on a twofold special position of this space
group in a distorted square antiprism environment. The coor-
dination is defined by four oxygen atoms and four nitrogen
atoms from two tetradentate ligands (cf. the figure). Accord-
ing to the analysis of result of PLATON software, the crystal
structure is stabilized by weak C—I· · · π and face-to-face π-
π stacking interactions [C2—I2· · ·Cg1 (1/2− x, 1/2+ y, z), I.·Cg
3.574(6) Å; Cg1· · ·Cg1(–x, 1− y, z), centroid-to-centroid dis-
tance= 3.734(8) Å, where Cg1 is the centroid of the C1—C6
ring].
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