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Abstract
C23H18FeO, orthorhombic, Pna21 (no. 33), a = 28.3217(11) Å,
b = 5.7477(2) Å, c = 10.3071(3) Å, β = 90°,V = 1677.84(10) Å3,
Z = 4, Rgt(F ) = 0.0372, wRref (F

2) = 0.0713, T = 150 K.

CCDC no.: 2065554

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list
of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

At the room temperature, a mixture of 1-naphthaldehyde
(10 mmol) and acetylferrocene (10 mmol) was dissolved in
25 mL ethanol solution, and then 10 mL KOH (20%) was
added. After all raw material disappeared (judged by thin

layer chromatography), the reaction solution was poured
into 50 mL water to precipitate some solids. The solid
production was gained by vacuum filtering, and then used
water and 30% ethanol aqueous solution to wash it in turn.
The single crystal of the title compound was achieved by
recrystallization at the room temperature for seven days.

Experimental details

All H atoms were placed in geometrically idealized posi-
tions and refined riding on their parent C atoms with
d(C–H) = 0.95 Å and Uiso (H) = 1.2 Ueq(C).

Comment

Ferrocene, as a classical sandwich structure, embraces
the iron atom between two cyclopentadienyl rings [5],

Table : Data collection and handling.

Crystal: Red block
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: D VENTURE, φ and ω
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: ,, , .
Criterion for Iobs, N(hkl)gt: Iobs >  σ(Iobs), 
N(param)refined: 

Programs: Bruker [], Olex [], SHELX [, ]
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which makes it relatively stable in aqueous and aerobic
environments [6]. Factually, ferrocene derivatives hold
inherent remarkable stability towards air, light, heat
and show a rich photochemistry, at low cost, and low
toxicity [7]. Thus they are widely applied in homogeneous
catalysis [8], electrochemistry [9], polymer chemistry [10],
and bioorganometallic chemistry [11]. Additionally, the

introduction of ferrocenyl into bioactive compounds is an
effective way to develop more efficacious therapeutic
agents [6]. Plentiful ferrocene derivatives were proved to
display a wide spectrum of biological effects like anti-
cancer [12], anti-HIV [13], anti-infective, anti-oxidant [14],
antimalarial [15], anticonvulsant [16], and DNA-cleaving
properties [17].

The title compound crystallizes with one molecule per
asymmetric unit (see the figure). The C–Fe distances are
in the range 2.025(5)–2.056(5) Å. The bond length of C6=O1
is 1.234(7) Å, which is close to the standard value. Two
cyclopentadienyl rings of ferrocene substituent make
dihedral angles of 15.06° and 14.97° respectively with the
naphthyl moiety. Some weak intramolecular C–H···O in-
teractions related to O atomof the acyl group andH atomof
the adjacent compounds help to stabilize the present mo-
lecular conformation, which are similar to several previous
works [18–20].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . −. .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . −. .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
Fe . () . () . () . ()
O . () . () . () . ()
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