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Abstract
C21H21BrO2, monoclinic, P21/c (no. 14), a = 22.175(2) Å,
b = 5.8375(6) Å, c = 14.8729(14) Å, β = 100.936(1)°,
V = 1890.3(3) Å3, Z = 4, Rgt(F ) = 0.0343, wRref(F

2) = 0.0839,
T = 296(2) K.

CCDC no.: 2125836

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.

Source of material

The title compound was synthesized according to our
previous reported method, only the (4-methoxyphenyl)
(1-(p-tolylethynyl) cyclopropyl)methanone was replaced
by (4-methoxyphenyl) (1-(phenylethynyl)cyclopropyl)
methanone [3]. The crystal suitable for single crystal
structure determination was obtained by recrystallization
from tetrahydrofuran at room temperature.

Experimental details

All H atomswere included in calculatedpositions and refined as riding
atoms with C–H = 0.93–0.97 Å, with Uiso = 1.5 Ueq(C) for methyl H

Table : Data collection and handling.

Crystal: Colorless 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: Bruker [], SHELX []
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atoms and 1.2 Ueq(C) for the remaining H atoms. Some atoms are
disordered over two positions. The two parts overlapped each other
with site occupation factors of 0.539 and 0.461. The disorder is omitted
in the figure for clarity.

Comment

Furan derivatives have attracted more and more attention
due to their wide variety of biological and pharmacological
activities [3–12]. Recently we have reported the structure
of the structurally related 3-allyl-4-(2-bromoethyl)-5-
(4-methoxyphenyl)-2-(p-tolyl)furan [3]. In continuation of
our research on furan derivatives, the molecular and
crystal structure of the title compound were determined.

In the crystal structure, the asymmetric unit of the
title compound consists of one formula unit (cf. Figure).
The bond lengths are comparable with those found in our
previous work [3] and that of others [12, 13]. The dihedral
angle formed by the two aromatic rings is 22.319(1) Å. The
furan ring and the two aromatic rings form dihedral an-
gles of 26.389(1)° and 37.263(1)°, respectively. In the
crystal, weak intermolecular C–H…Br hydrogen bonds
link the molecules into one dimensional chains along the
b axis.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

. . . .*
HBa

. . . .*
HCb

. . . .*
HDb

. . . .*
Ca

. () . () . () . ()
HAa

. . . .*
Ca

. () . () . () . ()
HAa

. . . .*
HBa

. . . .*
CBb

. () . () . () . ()
HBb

. . . .*
CBb

. () . () . () . ()
HCb

. . . .*
HEb . . . .*

aOccupancy: .(), bOccupancy: .().
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