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Key indicators: single-crystal X-ray study; T = 296 K; mean �(C–C) = 0.006 Å;

disorder in solvent or counterion; R factor = 0.040; wR factor = 0.115; data-to-

parameter ratio = 10.6.

At 296 (2) K, both complexed rings in the iron(II) complex

cation of the title salt, [Fe(C5H5)(C16H10O2)]PF6, are almost

parallel [dihedral angle between planes = 2.4 (3)�]. The

quaternary C atoms of the complexed arene ring are located

at the longest distance from the Fe atom, with Fe—C distances

of 2.112 (4) and 2.105 (3) Å, which are slightly longer than the

average Fe—C distance for this ring (2.083 Å). The Fe ion is

located 1.660 (1) and 1.543 (1) Å, respectively, from the

cyclopentadienyl and the complexed arene ring.

Related literature

For the synthesis of the title compound and related structures,

see Sutherland et al. (1982, 1988). For the crystal structures of

similar polycyclic {(�5-Cp) (�6-arene) Fe(II)}+ salts, see Piórko
et al. (1995); Benites et al. (1996, 1999); Decken (2004);

Zanello et al. (2009) and literature cited therein; Asiri et al.

(2010).

Experimental

Crystal data

[Fe(C5H5)(C16H10O2)]PF6 Mr = 500.15

Monoclinic, P21=c
a = 15.3216 (13) Å
b = 8.9296 (8) Å
c = 14.6559 (12) Å
� = 106.417 (1)�

V = 1923.4 (3) Å3

Z = 4
Mo K� radiation
� = 0.94 mm�1

T = 296 K
0.35 � 0.29 � 0.17 mm

Data collection

Bruker APEXII CCD
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 2010)
Tmin = 0.576, Tmax = 0.746

12307 measured reflections
3372 independent reflections
2360 reflections with I > 2�(I)
Rint = 0.035

Refinement

R[F 2 > 2�(F 2)] = 0.040
wR(F 2) = 0.115
S = 1.01
3372 reflections
318 parameters

10 restraints
H-atom parameters constrained
��max = 0.39 e Å�3

��min = �0.38 e Å�3

Data collection: APEX2 (Bruker, 2010); cell refinement: SAINT

(Bruker, 2010); data reduction: SAINT ; 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.
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