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The title complex, [Cu(C32H28N2)2]I3, contains cations having

CuI coordinated by four N atoms of two N,N0-bis(3,3-

diphenylprop-2-enylidene)ethane-1,2-diamine (Phca2en)

ligands in a distorted tetrahedral fashion and isolated linear

I3
� anions. The Phca2en ligand adopts a Z,Z conformation and

acts as a bidentate ligand coordinating via two N atoms to the

Cu atom. The Cu and central I atoms are located on twofold

axes.

Comment

The structural and spectroscopic properties of many CuI

complexes with bidentate Schiff base ligands have been

increasingly studied over recent years (Amirnasr et al., 2006;

Khalaji et al., 2006). Depending on the ligands involved, CuI

complexes can show a wide variety of structures (Kickelbick et

al., 2002, 2003; Zhou et al., 2006). In this context, we decided to

examine the nature of a CuI complex formed with an uncon-

jugated diimine ligand. The title complex, (I), was prepared by

reacting the bidentate ligand N,N0-bis(�-phenyl-

cinnamaldehyde)-1,2-diiminoethane (Phca2en) with CuI.

The asymmetric unit of (I) contains a [Cu(Phca2en)2]+

cation, shown in Fig. 1, and a linear triiodide anion. The Cu

and central I atoms are located on twofold axes. Four N atoms

of the Phca2en ligands are coordinated to the CuI centre. The

Phca2en ligand chelates the CuI atom to form a five-membered

ring, with N—Cu—N = 83.67 (11)�, which is in good agree-

ment with the corresponding angles in related complexes

(Amirnasr et al., 2006; Khalaji et al., 2006). The Cu—

N(Phca2en) distance of 2.023 (2) Å is similar to those in the

pseudotetrahedral (diimine) CuI complexes (Amirnasr et al.,

2006; Kickelbick et al., 2002, 2003; Khalaji et al., 2006;



Dehghanpour & Mojahed, 2006). The I—I distance of

2.9182 (3) Å is similar to that observed in the complex

[Mn(phen)3][I3]2 (2.9255 Å; Horn et al., 2002).

Experimental

The N,N0-bis(�-phenylcinnamaldehyde)-1,2-diiminoethane ligand,

Phca2en, was prepared as reported elsewhere (Amirnasr et al., 2002).

Compound (I) was prepared by the reaction of CuI with Phca2en

(molar ratio 1:1) in acetonitrile solution at 298 K. The resulting dark-

red precipitate was filtered off and dried under vacuum. Dark-red

crystals of (I) were obtained by the slow diffusion of Et2O vapour

into an acetonitrile solution of the complex at 298 K.

Crystal data

[Cu(C32H28N2)2]I3

Mr = 1325.38
Tetragonal, P4n2
a = 17.1304 (7) Å
c = 9.6273 (4) Å
V = 2825.1 (2) Å3

Z = 2

Dx = 1.558 Mg m�3

Mo K� radiation
� = 2.07 mm�1

T = 180 (2) K
Prism, dark red
0.4 � 0.38 � 0.32 mm

Data collection

Oxford Diffraction XCALIBUR
diffractometer

’ and ! scans
Absorption correction: multi-scan

(CrysAlis RED; Oxford
Diffraction, 2006)

Tmin = 0.678, Tmax = 0.821
(expected range = 0.426–0.516)

29420 measured reflections
4735 independent reflections
3587 reflections with I > 2�(I)
Rint = 0.024
�max = 32.0�

Refinement

Refinement on F 2

R[F 2 > 2�(F 2)] = 0.032
wR(F 2) = 0.069
S = 1.10
4735 reflections
165 parameters
H-atom parameters constrained
w = 1/[�2(Fo

2) + (0.0211P)2

+ 1.9967P]
where P = (Fo

2 + 2Fc
2)/3

(�/�)max < 0.001
��max = 1.04 e Å�3

��min = �0.73 e Å�3

Absolute structure: Flack (1983)
and Bernardinelli & Flack (1985),
using 2109 Friedel pairs

Flack parameter: �0.031 (18)

All H atoms were placed in geometrically idealized positions and

constrained to ride on their parent atoms, with C—H distances of 0.95

(aromatic H) or 0.99 Å (methylene H) and with Uiso(H) = 1.2Ueq(C).

Data collection: CrysAlis CCD (Oxford Diffraction, 2006); cell

refinement: CrysAlis RED (Oxford Diffraction, 2006); data reduc-

tion: CrysAlis RED; program(s) used to solve structure: SIR97

(Altomare et al., 1999); program(s) used to refine structure:

SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEPIII

(Burnett & Johnson, 1996) and ORTEP-3 for Windows (Farrugia,

1997); software used to prepare material for publication: WinGX

(Farrugia, 1999).
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Figure 1
The structure of the [Cu(Phca2en)2]+ cation of (I), with the atom-labelling
scheme. Displacement ellipsoids are drawn at the 30% probability level.
H atoms and the I3

� anion have been omitted for clarity. [Symmetry
codes: (i) �x, �y, z; (ii) 1

2 + y, 1
2 + x, 1

2 � z; (iii) 1
2 � y, 1

2 � x, 1
2 � z].


