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Abstract
C18H17NO3, monoclinic, P21/n (no. 14), a = 14.702(3) Å,
b = 7.0421(11) Å, c = 15.303(3) Å, β = 113.32(2)°,
V = 1454.9(5) Å3, Z = 4, Rgt(F) = 0.0522, wRref(F

2) = 0.1274,
T = 100.03(18) K.

CCDC no.: 2092813

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list
of the atoms includingatomic coordinates anddisplacement
parameters.

Source of material

The title compound was synthesized via a one-pot Claisen–
Schmidt condensation reaction [4]. To a stirred solution
of 7–methoxy-3,4-dihydronaphthalen-1(2H)-one (0.52 g,
3.0 mmol) and 6-methoxy-3-pyridinecarbaldehyde (0.41 g,
3.0 mmol) in methanol (10 mL), 20% NaOH solution (3 mL)
was added. Themixture was stirred at room temperature for
5 h. The process of the reaction was monitored by thin layer
chromatography (TLC). The yellow precipitated solids were
collected by filtration, washed with 5 mL of cold methanol
and dried in vacuum. The crude product was purified by
column chromatography using petroleum ether and ethyl
acetate (2:1, v/v). Crystals were prepared by slow evapora-
tion of methanol solution under ambient temperature.

Experimental details

The C–H atoms were then constrained to ideal geometries
with C–H distances of 0.93–0.97 Å. The Uiso values of the
hydrogen atoms of methyl groups were set to 1.5Ueq(C) and
the Uiso values of all other hydrogen atoms were set to
1.2Ueq(C).

Comment

Chalcone and its various derivatives have attracted intense
interest not only due to thewidespread distribution in plants,

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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but also because of their potential biological properties
including antimicrobial, antifungal, anti-inflammatory,
antioxidant and anti-mutagenic activities [5–8]. Generally,
each chalcone is composed of two aromatic rings and a three-
carbon α,β-unsaturated carbonyl system. The pharmaco-
phore of α,β-unsaturated keto possesses a characteristic
functionality, which can bind bio-thiols from susceptible
neoplasmswith lower toxicity toward normal cell [9]. In order
to synthesize novel pharmaceutical agents, the aryl rings of
chalcones may be modified by functional groups to improve

their biological activities [10–12]. As an important class of
compounds, 3,4-dihydronaphthalen-1(2H)-ones were used to
synthesize chalcone derivatives and the corresponding
compounds possess important biological activities [13, 14]. As
one chalcone analogue, (2E)-2-(3,4-dichlorobenzylidene)-
7-hydroxy-3,4-dihydronaphthalen-1(2H)-one was shown to
act as a potent inhibitor of the monoamine oxidase enzymes
[15]. It was reported that some chalcone-like derivatives
containing 6-methoxy-3,4-dihydronaphthalenone possessed
potential antioxidant properties [16]. Additionally, chalcones
with methoxy groups and pyridine groups demonstrated
antibiotic-resistant bacteria [17]. However, it is rarely reported
that 3,4-dihydronaphthalenone-based chalcones can be used
to treat neuroinflammatory diseases [18]. As a part of our
continuing study on anti-neuroinflammatory agents for the
treatment of inflammatory diseases in the central nervous
system, a new chalcone with 3,4-dihydronapthalen-1(2H)-
one and functional groups of methoxy was designed and
synthesized.

X-ray crystallographic analysis shows that the title
compound contains one independent molecule in the
asymmetric unit (cf. the figure). All bond lengths and bond
angles are all in the normal ranges [19–21]. Due to the
arrangement of the pyridine ring and carbonyl group
around the C2=C11 olefinic bonds, the title compound
adopts the E stereochemistry. In the molecule, the cyclo-
hexenonyl ring of the 3,4-dihydronaphthalen-1(2H)-one
shows a half-chair conformation, which may be attributed
to the conjugated relationship of the carbonyl group with
the adjacent benzo moiety. The pyridyl and the benzo
moety enclose a dihedral angle of 59.56(7)°. There are no
classical hydrogen bonds found in the crystal, but mole-
cules are connected to form layer structures through weak
C18–H18B···O1 and C18–H18A···O2 hydrogen bonds. It is
remarkable that the dihydronaphthalenone and methoxy
group of the title compound can increase molecular lip-
ophilicy and may effectively establish hydrophobic in-
teractions with certain proteins. The unique structure will
enable the title compound to possess a potential property
in bioactivities.
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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 . −. . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
N . () −. () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () −. () . () . ()
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