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Abstract
C17H14FNO2, monoclinic, C2/c (no. 15), a = 15.5754(12) Å,
b = 7.4828(6) Å, c = 23.0981(18) Å, β = 90.797(7)°,
V = 2691.8(4) Å3, Z = 8, Rgt(F ) = 0.0442, wRref(F

2) = 0.1096,
T = 100(1)° K.

CCDC no.: 2094619

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

7-Fluoro-3,4-dihydronaphthalen-1(2H)-one was synthe-
sized according to the literature method [4]. 7-Fluoro-
3,4-dihydronaphthalen-1(2H)-one (0.492 g, 3.0 mmol)
and 5-methoxynicotinaldehyde (0.411 g, 3.0 mmol) were
dissolved in 10 mL methanol, then 3.0 mL of a 20% NaOH
solution was added. After that, the mixture was stirred at
room temperature for 3–5 h. The reaction process was
monitored by thin layer chromatograph (TLC). When the
reaction was completed, the solvent was poured out and
the residue was purified by silica gel chromatography us-
ing petroleum ether/ethyl acetate (2:1, v/v) as the eluent to
get yellow crystal.

Process of anti-inflammatory activity test: The anti-
inflammatory activity of the title compound was evaluated
by detecting the changes of NO secretion in lipopolysac-
charide (LPS)-induced inflammatory model of RAW264.7
using ELISA method. Pyrrolidine dithiocarbamate (PDTC)
was used as positive control. At the concentration of
6.0 µM, the title compound had no obvious toxicity to
RAW264.7 cells in the preliminary experiment. Firstly,
RAW264.7 cells in logarithmic growth phase were added to
96 well plates and incubated for 12 h. Then, the target
compound or PDTC was added and incubated for 2 h. After
that, LPS was added at the concentration of 1.0 µg/mL
and incubated for 24 h sequentially. At last, the cell

Table : Data collection and handling.

Crystal: Colourless 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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supernatants were collected from 96 well plates and the
expression levels of NO secretion were detected by ELISA
method with an ELISA kit (eBioScience, San Diego, CA).

Experimental details

The H atoms were placed in idealized positions and treated
as riding on their parent atoms, with 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 (aromatic),
Uiso(H) = 1.2Ueq(C). Displacement ellipsoids are drawn at
the 30% probability level.

Comment

Recently, 3,4-dihydronaphthalen-1(2H)-one (DHN)derivatives
have attractedmore attention ofmany researchers due to its
diverse biological activities such as anti-inflammatory,
anti-tumor, and so on. It has been reported that some
DHN derivatives could be investigated as novel modulators
of allergic and inflammatory responses [5, 6]. In other re-
ports, some benzylidene-substituted DHN derivatives could
beusedas potential Bcl-2 inhibitors and4-aminoderivatives
ofDHNcould been investigatedas anti-inflammatory agents
that stabilize mast cells [7, 8]. In previous studies, we found
that DHN derivatives might be explored as functional
anti-neuroinflammatory agents [9]. In this study, the title
compound was synthesised by Claisen–Schmidt conden-
sation reactions and its anti-inflammatory activity was
evaluated.

Single-crystal structure analysis reveals that there is
only a drug molecule in the asymmetric unit of the title
compound (cf. the figure). Bond lengths and angles are all
in the expected ranges. In the solid state, 3-methoxypyridyl
groups andDHN adopt the E stereochemistry of the olefinic
double bonds [10–13]. The dihedral angles between
3-methoxypyridyl groups and DHN ring are 66.7(4)°. The
title molecule shows a linear structure, and the nitrogen,
fluorine and oxygen atoms of the molecule provide elec-
tron donors for biological activity [14–16].

According to the literatures, many diseases may
be caused by inflammation which is triggered by the
pro-inflammatory cytokines, such as NO, TNF-α, and
IL-6. If the drug can inhibit the release of inflammatory
factors, it will play an anti-inflammatory role [17, 18].
In this work, the inhibitory effect of title compound on
NO release in mouse RAW264.7 cells induced by LPS
was studied by ELISA method using PDTC as positive
control. The express rate for NO production was
58.27±4.19 and 49.70±3.62% after treated by PDTC
and the title compound, respectively. The experimental
result showed that the title compound displayed po-
tential inhibitory effects on LPS-induced NO secretion
in mouse RAW264.7 cells.
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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 . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
F . () . () . () . ()
N . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
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