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Abstract
C15H11BrO, triclinic, P1 (no. 2), a = 6.0696(9) Å, b = 10.1112(10) Å,
c = 10.9318(13) Å, α = 104.938(10)°, β = 104.246(12)°,
γ = 97.021(10)°, V = 615.82(14) Å3, Z = 2, Rgt(F ) = 0.0573,
wRref (F 2) = 0.1355, T = 293(2) K.

CCDC no.: 2224601

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.

Table : Data collection and handling.

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

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

Programs: CrysAlisPRO [], Olex [], SHELX []

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

To a suspension of (3-phenoxyprop-1-yn-1-yl)benzene
(41.6 mg, 0.2 mmol) and AgOTf (5.1 mg, 0.01 mmol) in DCE
(4 mL) was added NBS (39.1 mg, 0.22 mmol) at 80 °C and
stirred for 8 h. After the completion of the reaction, the re-
action mixture was washed with saturated sodium thiosul-
fate solution, saturated NaHCO3 solution, saturated saline
solution, respectively. After extraction with ethyl acetate, and
distillation off the solvent under reduced pressure, the
remaining crude product was purifed by silica gel (petroleum
ether) column chromatography to obtain products.

Experimental details

Comment

2H-chromenes are an important class of oxygen-containing
heterocycles, which are widely found in many bioactive
natural products and pharmaceutical molecules, providing
key function of regulating various biopolymers [4]. There-
fore, more and more chemists are interested in the devel-
opment of new methods for synthesizing and modifying
2H-chromene derivatives [5].

The title compound contains one 2H-chromene and one
bromine substituent. The bond lengths and angles derived
from the title structure are within normal ranges and
consistent with those reported previously in similar
structures [6]. The C=C bondwas determined at the distance
of 1.331(6) Å (C1–C9). The aryl ether bond was confirmed by
the distance of 1.381(6) Å (O1–C3), and the alkyl ether bonds

was identified by the distance of 1.395(7) Å (O1–C2),
respectively. The bromine atom was determined at the
distance of 1.894(5) Å (Br1–C1). The phenylenyl bond was
confirmed by the distance of 1.503(7) Å (C9–C10).
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