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Abstract
C25H21Br5PIn, monoclinic, P21/c (no. 14), a = 10.5887(2) Å,
b = 14.7713(2) Å, c = 18.9737(3) Å, β = 102.300(2)°,V = 2899.53(8) Å3,
Z = 4, Rgt(F) = 0.0450, wRref(F2) = 0.1205, T = 293(2) K.

CCDC no.: 2416605

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 displacement
parameters.

1 Source of materials

The 0.5 mmol of (4-bromobenzyl)triphenylphosphonium
bromide and 0.5 mmol of InBr3 were dissolved in 5 mL

ethanol/dichloromethane (2:3, v/v). And the 0.5 mL of
aqueous hydrobromic acidwas added. The solutionwas then
left at room temperature for 10 days, the well-shaped single
crystals were obtained.

2 Experimental details

Crystal data were collected on a Rigaku.1 The crystal struc-
ture was determined using the SHELXT program within the
Olex2 and subsequently refined with SHELXL.2–4 The struc-
tural picture was finished using Diamond.5

Table : Data collection and handling.

Crystal: Clear light colourless block
Size: . × . × .mm
Wavelength: Cu Kα radiation (. Å)
μ: .mm−

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

Programs: Rigaku, SHELX, Olex
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3 Comment

In this study, a zero-dimensional indium(III)-based com-
pound was reported, including a (4-bromobenzyl)triphe-
nylphosphonium (4BBTP) cation, and a [InBr4]− anion. The
4BBTP cation carries a positive charge, tetrahedron [InBr4]−

anion carries a negative charge. The bond lengths of In–Br
are 2.470, 2.482, 2.498, 2.499 Å, which are in the normal
range.6–8
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

x y z Uiso*/Ueq

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

Table : (continued)

x y z Uiso*/Ueq

Br . () . () . () . ()
BrA . () . () . () . ()a

aOccupancy: . ().
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