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Abstract
C37H37BN2O4, monoclinic, I2/a (no. 15), a = 13.8030(3) Å,
b = 17.6109(2) Å, c = 14.1059(3) Å, β = 117.524(3)°,
V = 3040.83(11) Å3, Z = 4, Rgt(F ) = 0.0340, wRref(F 2) = 0.0867,
T = 150 K.

CCDC no.: 2341022

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 2,6-diethyl-3,5-dimethyl-4,4-difluoro-4-bora-3a,4a-diaza-s-
indacene (50mg, 0.16mmol) and TMSOTf (0.11 mL, 0.57 mmol)
were dissolved in toluene (5mL) and the mixture was heated
under reflux for 30min. The solution was cooled to
room temperature, and 1,8-dihydroxynaphthalene (132mg,
0.82mmol) was added followed by diisopropylethylamine
(0.10mL, 0.57 mmol). The reaction mixture was stirred for 2 h
at room temperature, the solventwas removed under reduced
pressure, and the crude product was purified by column
chromatography to give the title compound in 20%yield. Good
quality single crystal suitable for single crystal diffraction

Table : Data collection and handling.

Crystal: Orange plate
Size: . × . × .mm
Wavelength: Cu Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Xcalibur, 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 []
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analysis was obtained by slow evaporation from a mixture of
chloroform and hexane (1:3).

2 Experimental details

The structure of the as title compound was solved using
SHELXT [2] and refined by SHELXL program [3] through the

Olex2 interface [4]. All hydrogen atoms were positioned at
calculated coordinates and refined isotropically.

3 Comment

Noncovalent interactions (NCIs) are ubiquitous in nature,
playing a crucial role in the cohesion of chemical systems.
The last decades have witnessed increased interest in the
rational design of supramolecular architectures based on
the self-assembly of various suitable building blocks using
NCIs [5–15]. Amongst the various strategies, the utilization of
intermolecular hydrogen bond interactions in the design
and self-assembly ofwell-defined supramolecular structures
has become a promising synthetic approach with potential
in host–guest chemistry, gas storage, and crystal engineering
[16–20]. The synthesized complex was crystallized in the
monoclinic space group I12/a1. Single-crystal structure
analysis revealed the product as a salt in which the boron
centre had been abstracted from the diypyrromethene core
followed by formation of an anion with twomolecules of the
naphthalene-1,8-bis(olate). The nitrogen atoms of the cation
were hydrogen-bonded to the oxygen atoms of the boron
containing anion.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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