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Key indicators: single-crystal X-ray study; T = 223 K; mean �(C–C) = 0.003 Å;

disorder in solvent or counterion; R factor = 0.029; wR factor = 0.070; data-to-

parameter ratio = 12.4.

At 223 (2) K, the complexed rings in the iron(II) complex

cation of the title salt, [Fe(C5H5)(C15H20O4)]PF6, are almost

parallel [dihedral angle between planes = 4.10 (14)�]. Among

the C atoms of the complexed arene ring, the quaternary C

atom is located at the longest distance from the Fe atom. The F

atoms of the PF6
� anion were found to be equally disordered

over two sites.

Related literature

For related literature, see: Abboud et al. (1991); Crane (2003);

Hanson (1982); Koray et al. (1985); Marcén et al. (2002);

Piórko et al. (1989, 1994).

Experimental

Crystal data

[Fe(C5H5)(C15H20O4)]PF6
Mr = 530.22
Triclinic, P1

a = 10.1075 (5) Å
b = 10.6731 (5) Å
c = 11.4797 (6) Å

� = 100.396 (1)�

� = 111.854 (1)�

� = 99.100 (1)�

V = 1095.56 (9) Å3

Z = 2

Mo K� radiation
� = 0.84 mm�1

T = 223 (2) K
0.40 � 0.38 � 0.10 mm

Data collection

Bruker SMART CCD area-detector
diffractometer

Absorption correction: multi-scan
(SADABS; Bruker, 1998)
Tmin = 0.688, Tmax = 0.920

8715 measured reflections
4253 independent reflections
3283 reflections with I > 2�(I)
Rint = 0.016

Refinement

R[F 2 > 2�(F 2)] = 0.029
wR(F 2) = 0.070
S = 0.95
4253 reflections
343 parameters

30 restraints
H-atom parameters constrained
��max = 0.27 e Å�3

��min = �0.26 e Å�3

Table 1
Selected geometric parameters (Å).

Fe1—C15 2.072 (2)
Fe1—C16 2.073 (2)
Fe1—C13 2.077 (2)
Fe1—C14 2.078 (2)
Fe1—C12 2.0906 (19)
Fe1—C11 2.1179 (19)

Fe1—C21 2.050 (2)
Fe1—C24 2.050 (2)
Fe1—C25 2.052(2)
Fe1—C23 2.053 (2)
Fe1—C22 2.063 (2)

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

(Bruker, 1998); 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.
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Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: RT2022).
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