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Abstract
C28H18BrNO, triclinic, P1 (no. 2), a = 11.7627(7) Å,
b = 11.8731(9) Å, c = 11.9240(7) Å, α = 76.952(3)°,
β = 85.718(6)°, γ = 60.534(3)°, V = 1411.16(16) Å3, Z = 2,
Rgt(F ) = 0.0497, wRref(F

2) = 0.1365, T = 273 K.

CCDC no.: 2094171

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

In anargon atmosphere,with constantmagnetic stirring, the
reaction mixture of 3-(4-bromophenyl)-2H-azirine (33 g,

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 [], Olex []
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0.17 mol) and 2-naphthol (48 g, 0.34 mol) was heated in
dichloromethane solvent at reflux overnight in the presence
of a copper catalyst. The product was purified by chroma-
tography to afford the title product as a white solid in 35%
yield. Crystals of the title compound were obtained by slow
evaporation from a dichloromethane/DMSO/hexanes sol-
vent mixture in a freezer.

Experimental details

The raw area detector data frames were reduced and cor-
rected for absorption effects using the SAINT+ and
SADABS programs [1]. Hydrogen atoms were placed in
geometrically idealized positions and refined as standard
riding atoms.

Comment

Nitrogen containing heterocyclic scaffolds are important
molecules which may act as bioactive substances [4] and
functional materials [5–7]. The construction of such mol-
ecules has become a long-term concern of synthetic
chemists. In order to develop new methods to obtain
important heterocyclic compounds, new transition metal
catalyzed reactions with multifunctional synthetic in-
termediates have attracted much attention.

In the structure of the title compound, the asymmetric
unit consists of one of the target molecule, one dichloro-
methane and one dimethyl sulfoxide solventmolecules. As
the ORTEP-type figure of the structure shows, the bromo-
phenyl group resides in the same plane as the benzindole
ring, but is almost perpendicular to the naphthol ring.
There is a hydrogen bond between O2 and H1 with the
distance of 1.78 Å and O2–H2–O1 of 172.9°, indicating a
strong intermolecular interaction. The angles and bond

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

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

O −. () . () . () . ()
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
HC −. . . .*
C −. () . () . () . ()
HA −. . . .*
HB −. . . .*
HC −. . . .*
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lengths in all three molecules are in line with previous
studies [8–10].
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