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Abstract
C18H15BN2O2, monoclinic, C2/c (no. 15), a = 23.976(3) Å,
b = 7.7690(9) Å, c = 32.940(4) Å, β = 95.17(1)°,
V = 2482.26(15) Å3, Z = 4, Rgt(F ) = 0.0525,wRref (F

2) = 0.1415,
T = 193 K.

CCDC no.: 2080104

Table 1 contains crystallographicdataandTable 2 contains the
list of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

In air Bpin–B(dan) (Bpin = Bis(pinacolato)diboron;
B(dan) = naphthalene-1,8-diamino boronamide; 0.1 mmol;
1.0 eq.), methyl 2-aminobenzoate (0.2 mmol 2.0 eq.), TBAI
(0.01 eq.), NaOAc (0.15 eq.) and benzoylperoxide (0.01 eq.)
were sequentially weighed and added to a screw-capped
Schlenk tube containing a magnetic stir bar. The vessel was
evacuated and refilled with nitrogen for three times. tBuONO
(0.2 eq.) and MeCN (0.6 mL) were added in turn under N2

atmosphere using syringes through a septum, which was
temporarily used to replace the screw cap. The reaction
mixture was then vigorously stirred at 80 °C. The resulting
mixturewasfiltered throughapadofCelite and thefilter cake
was washed with ethyl acetate (3 mL × 2). The combined
filtrate was evaporated under vacuum to dryness and the
residue was purified by column chromatography to yield the
desired product as colorless solid.

Experimental details

All the H atoms were placed geometrically and refined
without any constraints or restraints.

Table : Data collection and handling.

Crystal: Colorless block
Size: . × . × . mm
Wavelength: Ga 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 [], Olex [],
SHELX [, ]
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Comment

Organoboron chemistry has always been one of the hot
topics in medicinal or material chemistry [5]. Such reagents
can be used to form new C–C or C–X bonds [6, 7]. The most
common boron-containing group Bpin has relatively high
activity therefore it is not easy to control the reactivity in
the chemical reactions. The naphthalene-1,8-diamino bor-
onamide has a weak reactivity and has received much
attention because it is robust enough to avoid the side re-
actions. The reagent will be converted to the corresponding
boric acid under acidic hydrolysis conditions in order to
participate in the following reactions [8–11].

There are two molecules in the symmetric unit (see
Figure). All bonds and angles in the crystal structure are
within the normal ranges [8, 9, 12, 13]. The molecules are
connectedbyhydrogenbonds to formachain along the [010]
direction. In conclusion we have shown that a further dia-
zaborinin compound: methyl 2-(1H-naphtho[1,8-de] [1.3.2]
diazaborinin-2(3H-yl)benzoate can be easily obtained.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

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