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Key indicators: single-crystal X-ray study; T = 150 K; mean �(C–C) = 0.012 Å;

R factor = 0.063; wR factor = 0.128; data-to-parameter ratio = 17.2.

In the title complex, [PdI2(C24H31N3)2]�2C6H6, the Pd
2+ ion is

located on an inversion centre in a slightly distorted square-

planar geometry. The angle between the I2C2 square plane and

the mean plane of the N-heterocyclic carbene ring is 79.8 (2)�,
with I—Pd—C—N torsion angles of �81.1 (6) and �78.2 (5)�.
The Pd—carbene and Pd—I distances are 2.016 (6) and

2.5971 (10) Å, respectively.

Related literature

For a review of N-heterocyclic carbenes in late transition

metal catalysis, see: Dı́ez-González et al. (2009). For the

synthesis of the pro-ligand and crystal structures of related

complexes, see: Cross et al. (2011).

Experimental

Crystal data

[PdI2(C24H31N3)2]�2C6H6

Mr = 1239.45
Triclinic, P1
a = 8.998 (4) Å
b = 12.000 (5) Å
c = 13.839 (6) Å
� = 81.572 (8)�

� = 78.819 (9)�

� = 76.411 (8)�

V = 1417.0 (10) Å3

Z = 1
Mo K� radiation
� = 1.46 mm�1

T = 150 K
0.16 � 0.11 � 0.06 mm

Data collection

Bruker APEX 2000 CCD area-
detector diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 1998)
Tmin = 0.338, Tmax = 0.831

11207 measured reflections
5500 independent reflections
3317 reflections with I > 2�(I)
Rint = 0.106

Refinement

R[F 2 > 2�(F 2)] = 0.063
wR(F 2) = 0.128
S = 0.88
5500 reflections

319 parameters
H-atom parameters constrained
��max = 0.92 e Å�3

��min = �1.27 e Å�3

Data collection: SMART (Bruker, 2001); cell refinement: SAINT

(Bruker, 2000); data reduction: SAINT and SHELXTL (Sheldrick,

2008); program(s) used to solve structure: SHELXS97 (Sheldrick,

2008); program(s) used to refine structure: SHELXL97 (Sheldrick,

2008); molecular graphics: SHELXTL; software used to prepare

material for publication: SHELXTL.

The University of Leicester is thanked for a graduate

studentship to CGD.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: PV2410).
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