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Abstract
C29H25BN2O3S, monoclinic, P21/c (no. 14), a = 14.4345(6) Å,
b = 9.7073(5) Å, c = 18.3873(8) Å, β = 107.766°, V = 2453.56(19) Å3,
Z = 4, Rgt(F ) = 0.0587, wRref(F 2) = 0.1592, T = 193 K.

CCDC no.: 2260773

Themolecular structure is shown in thefigure. 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 title complex was synthesized from a mixture
of 6-methoxyl-quinolin-8-amine, 4-methylbenzenesulfonyl

chloride and potassium trifluoro(phenyl)-λ4-borane sus-
pended in MeCN under air atmosphere at 130 °C for 24 h.
Ater the completion of this reaction, the resulting residue
was adsorbed onto silica gel by rotary evaporation of a DCM
solution, loaded directly onto a silica gel column, and puri-
fied by rotary evaporation by eluting first with EtOAc:PE 1:5
to get the target product as yellow solid. Crystals of this
target product formed and were obtained in a mixed system
of n-hexane and dichloromethane (DCM as the good solvent
and n-hexane as the poor solvent).

2 Experimental details

All the H atoms on the benzene rings were placed geomet-
rically and refined without any constraints or restraints.

3 Comment

Four-coordinated organoboron complexes have beenwidely
used as organic fluorescent materials, but the synthesis of
N,N-chelated B,B-diaryl tetra-coordinated boron complexes
is greatly limited due to the use of organometallic reagents
which are extremely sensitive to air and water. A one-pot
three-component synthetic strategy of N,N-chelated-B,B-
diaryl tetra-coordinated boron complexes is reported.
8-Aminoquinoline is used as the precursor of N,N-chelated
ligands, and potassium aryltrifluoroborates (ArBF3K), which
are chemically stable and available in the market, are used

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × .mm
Wavelength: MoKα 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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as the source of diaryl groups on the boron centers. A series
of these compounds are obtained in moderate to excellent
yields. This reaction route has good substrate applicability
and functional group compatibility, which provides a
convenient and efficient reaction route for the synthesis of
diarylboron complexes. The compound mentioned in this
article was synthesized through this route in an excellent
yield.

The integration of diffraction data and intensity cor-
rections for the Lorentz and polarization effects were per-
formed by using SAINT program. Semi-empirical absorption
corrections were applied using SADABS program. All the
hydrogen atomswere introduced at the calculated positions.

The asymmetric unit contains one title molecule. As
exhibited in Figure, the central boron atom B1 is connected
to two nitrogen atoms (N1, N2) from the quinoline unit and
two carbon atoms (C6, C10) from two different benzene units
to form a typical tetrahedral geometry. The B–N and B–C
bond lengths range from 1.608(3) to 1.618(3) Å and the C/N–B–
C/N bond angles are in the range of 95.42(13)°–116.42(16)°,
which are comparable to some previously reported boron-
containing compounds [5–9]. Due to the tetrahedral geom-
etry of central B atom, the dihedral angles among the two
benzene rings connected to the B atom and the quinoline
unit are 64.50°, 68.44° and 75.98°, respectively. Moreover, the
presence of the sulfanilamide group causes the methyl-
benzene unit closely perpendicular to the quinoline unit
with the dihedral angles of 78.63° and the C–H⋯π in-
teractions between the methylbenzene unit and one of the
benzene rings leads to their dihedral angle of as low as
39.34°. In addition, the molecules are assembled by the
intermolecular π⋯π and C–H⋯π interactions among the
quinoline units, benzene rings andmethylbenzene units and
C–H⋯O hydrogen bonds between the sulfanilamide oxygen
atom and the methoxy group into two-dimensional (2D) su-
pramolecular layers, which are further joined together by

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

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
B . () . () . () . ()
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the C–H⋯π interactions between the benzene rings and the
methylbenzene units to form the final three-dimensional
(3D) supramolecular structure.
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