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Abstract
C17H14FNO2, monoclinic, P21/c (no. 15), a = 7.3840(6) Å,
b = 10.9208(8) Å, c = 16.7006(15) Å, β = 101.032(9)°,
V = 1321.84(19) Å3, Z = 4, Rgt(F ) = 0.0589,wRref(F

2) = 0.1561,
T = 100.00(18) K.

CCDC no.: 2093278

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
displacement parameters.

Source of material

Firstly, according to themethoddescribed in the literature [4],
7-fluoro-3,4-dihydronaphthalen-1(2H)-one was synthesized.
After that, 3.0 mmol of 7-fluoro-3,4-dihydronaphthalen-
1(2H)-one and 3.0 mmol of 6-methoxynicotinaldehyde
were dissolved in methanol (10 mL), and 20% sodium
hydroxide (3.0 mL) solution was added. Subsequently,
the above mixture was stirred for 3–5 h at room temper-
ature and thin-layer chromatographywas used to monitor
the whole reaction process. After the reaction was
completed, the supernatant was poured out and the
reaction product was separated and purified using silica
gel chromatography with petroleum ether/ethyl acetate
(2:1, v/v) as eluent. Finally yellow crystals were obtained.

Experimental details

H atoms were placed in calculated positions and were
included in the refinement with riding model approximation:
d(C–H) = 0.96 Å (methyl),Uiso(H) = 1.5Ueq(C), d(C–H) = 0.97 Å
(methylene), Uiso(H) = 1.2Ueq(C), and d(C–H) = 0.93 Å (aro-
matic), Uiso(H) = 1.2Ueq(C). Displacement ellipsoids in the
Figure are drawn at the 30% probability level.

Comment

In recent years, it has been reported that
3,4-dihydronaphthalen-1(2H)-one (DHN) derivatives show

Table : Data collection and handling.

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

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

Programs: CrysAlisPRO [], SHELX [, ]
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many diverse biological activities. For instance,
2-benzylidene derivatives of DHN derivatives showed
good tyrosine kinase inhibitory activity [5], and 4-amino
derivatives of DHN had good anti-inflammatory effect [6].
In addition, some DHN derivatives could bind to the
active pockets of the Bcl-2 protein and might be poten-
tial Bcl-2 inhibitors [7]. We found that DHN derivatives
showed strong anti-neuroinflammatory properties by
inhibiting the NF-KB signaling pathway with low toxicity
in early studies [8]. In the present study, the title

compound, was synthesized by Claisen–Schmidt
condensation reaction.

The analysis of the single-crystal structure of the title
compound shows that only one molecule exists in the
asymmetric unit (cf. the Figure). Bond lengths and angles
are in the expected ranges. In the solid state, the
2-methoxypyridyl and 3,4-dihydronaphthalen-1(2H)-one
groups adopt the E stereochemistry of the olefinic double
bonds, as observed in other chemically-related com-
pounds [9–14]. The dihedral angle between
2-methoxypyridyl group and the DHN ring is 40.36(3)°.
The title molecule has an approximately linear structure.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . −. . .*
C . () . () . () . ()
C . () . () . () . ()
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
C . () . () . () . ()
H . . . .*
C . () −. () . () . ()
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
H . −. . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
F . () . () . () . ()
N . () . () . () . ()
O . () −. () . () . ()
O . () . () . () . ()
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