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Abstract
C22H20O5, orthorhombic, P212121 (no. 19), a = 5.8585(3) Å,
b = 16.2727(10) Å, c = 18.4886(11) Å, V = 1762.59(18) Å3, Z = 4,
Rgt(F ) = 0.0276, wRref(F 2) = 0.0700, T = 100(2) K.

CCDC no.: 2347591

Themolecular structure is shown in thefigure. Table 1 contains
crystallographic data and Table 2 contains the list of the atoms
including atomic coordinates and displacement parameters.

1 Source of material

The yellow solid of naproxen acylchloride was synthesized
according to the literature method.4,5 Benzo[d][1,3]dioxol-
5-ylmethanol (0.02 mol, 3.04 g) and 4-(dimethylamino)-pyr-
idin (DMAP, 0.003 mol, 0.36 g) were dissolved in dry

Table : Data collection and handling.

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

Diffractometer, scan mode: Bruker APEX-II, 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: Olex, SHELX,
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tetrahydrofuran (25 mL) and triethylamine (0.03 mol, 4 mL).
The solution of naproxen acylchloride in dry tetrahydro-
furan was dropwise added at 0 °C. The reaction mixture was
stirred for 3 h at room temperature. The reaction mixture

was filtrated and the filtrate was concentrated under vac-
uum. The residue was dissolved in dichloromethane, suc-
cessively washed with 5 % NaOH solution and water to
pH = 7, and finally dried with anhydrous Na2SO4. The solu-
tion was filtrated, and concentrated under vacuum to obtain
the crude product. The crude product was purified by
recrystallization in ethyl acetate. The single crystals were
obtained from tetrahydrofuran.

2 Experimental details

The C-boundHatomswere geometrically placedand refinedas
riding with Uiso(H) = 1.2–1.5 Ueq(C) using the appropriate
SHELXL commands. TheN-boundHatomswere refined freely.

3 Comment

As a nonselective nonsteroidal anti-inflammatory drug, nap-
roxen often brings gastrointestinal side effects. A view on the
structure of the title molecule is shown in the figure. One
carbon-oxygen double bond exists in the compound, the C–O
double bond distance (C9–O4) is 1.2086(19) Å. The dihedral
angle of naphthalene ring and benzo[d][1,3]dioxole moiety is
53.4°. All the bond lengths and angles are in the expected
ranges.6,7
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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