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Key indicators: single-crystal X-ray study; T = 294 K; mean �(C–C) = 0.005 Å;

disorder in solvent or counterion; R factor = 0.047; wR factor = 0.113; data-to-

parameter ratio = 12.6.

In the title compound, [Fe(C5H5)(C23H22N2)]PF6, the F atoms

of the [PF6]� anion are disordered over four different

orientations with equal occupancies. In the cation, the five-

membered imidazolium ring forms dihedral angles of

71.48 (10) and 19.83 (10)� with the substituted C5H4 ring and

the benzene ring of the styryl group, respectively. In the crystal

structure, there is a significant C—H� � ��(�5-C5H4) interaction.

Related literature

For related ferrocene literature, see: Benito et al. (1995); Li et

al. (1998); Gallagher, Hanlon & Howarth (2001); Gallagher,

Hanlon, Howarth & Thomas (2001); Howarth & Hanlon,

(2001). For the chemical synthesis and crystal structure of

[FcCH2N(CH3)3]+[I]�, see: Pauson et al. (1966); Ferguson et al.

(1994).

Experimental

Crystal data

[Fe(C5H5)(C23H22N2)]PF6

Mr = 592.34
Monoclinic, P21=a

a = 13.5150 (10) Å
b = 12.8743 (10) Å
c = 15.2839 (9) Å

� = 94.037 (5)�

V = 2652.7 (3) Å3

Z = 4
Mo K� radiation

� = 0.69 mm�1

T = 294 (1) K
0.29 � 0.25 � 0.17 mm

Data collection

Bruker P4 diffractometer
Absorption correction:  scan

(North et al., 1968)
Tmin = 0.826, Tmax = 0.889

8107 measured reflections
6387 independent reflections

3922 reflections with I > 2�(I)
Rint = 0.025
3 standard reflections

every 197 reflections
intensity decay: 0.5%

Refinement

R[F 2 > 2�(F 2)] = 0.047
wR(F 2) = 0.113
S = 1.01
6387 reflections
507 parameters

228 restraints
H-atom parameters constrained
��max = 0.26 e Å�3

��min = �0.28 e Å�3

Table 1
Hydrogen-bond geometry (Å, �).

Cg1 is the centroid of the C5H4 ring.

D—H� � �A D—H H� � �A D� � �A D—H� � �A

C34—H34� � �Cg1i 0.93 2.65 3.472 (3) 149

Symmetry code: (i) x � 3
2;�y þ 3

2; z.

Data collection: XSCANS (Bruker, 1996); cell refinement:

XSCANS; data reduction: XSCANS; program(s) used to solve

structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine

structure: SHELXL97 (Sheldrick, 1997); molecular graphics:

ORTEX (McArdle, 1995) and PLATON (Spek, 2003); software used

to prepare material for publication: SHELXL97 and PREP8

(Ferguson, 1998).

JFG thanks Dublin City University for the purchase of a

Bruker P4 diffractometer in 1998.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: LH2519).
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