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Abstract
C25H21Br2CuFP, monoclinic, P21/c (no. 14), a = 8.8442(2) Å,
b = 16.8942(3) Å, c = 16.0626(3) Å, β = 98.332(2)°,
V = 2374.67(8) Å3, Z = 4, Rgt(F ) = 0.0565, wRref(F2) = 0.1609,
T = 293(2).

CCDC no.: 2394889.

Table 1 contains crystallographic data and Table 2 contains
the list of the atoms including atomic coordinates and
displacement parameters.

1 Source of materials

The [(4-fluorophenyl)methyl]triphenylphosphonium bro-
mide (4FBTP) (0.112 g, 0.25 mmol) and CuBr (0.035 g,
0.25 mmol) were added in 0.5 mL HBr and 3.5 mL CH2Cl2/
CH3CH2OH (v/v, 4/3) to form a clear colorless solution. Then,
250 μL hypophosphorous acid was added in reaction system
to prevent Cu+ from oxidation. After stirred for 20 min, the
mixed solution was filtered using nylon-66 membrane
syringe filter andmaintained at room temperature to obtain
some block crystals after 15 days.

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × .mm
Wavelength: Cu Kα radiation (. Å)
μ: .mm−

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

Programs: CrysAlisPRO, SHELX,, Olex, Diamond
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2 Experimental details

The data were collected using Rigaku,1 the structure of
crystal were solved by SHELXT program within Olex2 and
refined by SHELXL.2–4 The graphics were finished using
Diamond.5

3 Comment

In this investigation a copper(I)-based metal halide was
prepared by the slow evaporation. As is shown in the left part
of the figure, the asymmetric unit of title compound contains a
[(4-fluorophenyl)methyl]triphenylphosphonium(4FBTP) cation,
[CuBr2]− anionic moiety, which forms a [Cu2-μ2−Br2Br2]2− anion
located around an inversion center. The bond distances of
aromatic rings of4FBTPare innormal range.6 And thedistances
of Cu1–Br2, Cu1–Br3 are 2.302 Å, 2.426 Å within the normal
range of the literatures which have been reported.7–9 Above all,
the packing of the structure consists of 4FBTP cations and
[Cu2Br4]2− anions. (cf. right part of the figure).
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

Cu . () . () . () . ()
F . () . () . () . ()
P . () . () . () . ()
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