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Key indicators: single-crystal X-ray study; T = 223 K; mean �(C–C) = 0.005 Å;

R factor = 0.033; wR factor = 0.080; data-to-parameter ratio = 13.4.

Both complexed rings in the iron(II) complex cation of the

title salt, [Fe(C5H5)(C14H20N2)]PF6, are almost parallel

[dihedral angle between planes = 5.34 (13)�]. Among the C

atoms of the complexed arene ring, the quaternary C atoms

are located at the longest, albeit unequal, distances from the

Fe atom [2.252 (2) and 2.168 (2) Å].

Related literature

For the synthesis of the title compound and related structures,

see: Lee et al. (1989). For the crystal structures of {(�5-Cp)(�6-
arene) Fe(II)}+ salts, see: Nesmeyanov et al. (1977); Dubois et

al. (1989); Piórko et al. (1995); Manzur et al. (2000); Fuente-

alba et al. (2007); Manzur et al. (2009) and literature cited

therein.

Experimental

Crystal data

[Fe(C5H5)(C14H20N2)]PF6
Mr = 482.23
Triclinic, P1
a = 9.7303 (6) Å
b = 10.6021 (6) Å
c = 10.6548 (6) Å
� = 93.845 (1)�

� = 113.259 (1)�

� = 95.822 (1)�

V = 997.7 (1) Å3

Z = 2
Mo K� radiation
� = 0.90 mm�1

T = 223 K
0.23 � 0.20 � 0.16 mm

Data collection

Bruker SMART CCD area-detector
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 1998)
Tmin = 0.742, Tmax = 0.866

7374 measured reflections
3501 independent reflections
2493 reflections with I > 2�(I)
Rint = 0.017

Refinement

R[F 2 > 2�(F 2)] = 0.033
wR(F 2) = 0.080
S = 0.92
3501 reflections

262 parameters
H-atom parameters constrained
��max = 0.30 e Å�3

��min = �0.21 e Å�3

Data collection: SMART (Bruker, 1998); cell refinement: SAINT-

Plus (Bruker, 1998); data reduction: SAINT-Plus; program(s) used to

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

refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics:

ORTEP-3 for Windows (Farrugia, 1997); software used to prepare

material for publication: SHELXL97.

The authors thank Saint Mary’s University for financial

support.

Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: SI2188).

References

Bruker (1998). SMART, SAINT-Plus and SADABS. Bruker AXS Inc.,
Madison, Wisconsin, USA.

Dubois, R. H., Zaworotko, M. J. & White, P. S. (1989). J. Organomet. Chem.
362, 155–161.

Farrugia, L. J. (1997). J. Appl. Cryst. 30, 565.
Fuentealba, M., Toupet, L., Manzur, C., Carrillo, D., Ledoux-Rak, I. & Hamon,

J.-R. (2007). J. Organomet. Chem. 692, 1099–1109.
Lee, C. C., Zhang, C. H., Abd-El-Aziz, A. S., Piórko, A. & Sutherland, R. G.
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