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SUPPLEMENTARY DATA I

1.1 Synthesis of 6-aminobenzo[c][1,2]oxaborol-1(3H)-ol, 7 [1,2]

OH OH , OH
B i 0N e\~ B i HN & B,
\O > \OZ > 0
5
4 3
6 6a 7

Reagents and conditions: (i) 99 % HNOs, -30 °C, 3 h; (ii) Hz, Pd/C, rt, 2 h.

(1) Nitration: Benzoxaborole 6 (1.0 g, 4.9 mmol) was added portion-wise to 4.8 mL of
fumic nitric acid (99%) maintained at -40 °C and the mixture was stirred between -30 °C and

-40 °C for 3 h. Ice and water (20 mL) were added to the mixture and the resultant reaction
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mixture stirred at room temperature for an additional 20 minutes. Solid precipitate was
filtered and washed with water to give 6a as a pale yellow solid.

(ii) Reduction: 6-Nitrobenzoxaborole 6a (0.1 g, 0.56 mmol) was dissolved in ethanol (2 mL)
followed by addition of 10% palladium on carbon (0.04 g). The mixture was vacuumed three
times to remove air and backfilled with hydrogen. The reaction mixture was allowed to stir at
room temperature for 2 h, filtered, and the filtrate was dried under reduced pressure to
produce 7 as a brick red solid.

6-Nitrobenzo[cl[1,2]oxaborol-1-(3H)-o0l, 6a

Yield =89%. '"H NMR (300 MHz, DMSO-ds) 61 (ppm): 9.59 (1H, s, BOH), 8.56 (1H, d, J=1.2 Hz,
Ar-H7),8.31 (1H, dd, ] =2.3, 6.2 Hz, Ar-H5), 7.69 (1H, d, ] = 8.4 Hz, Ar-H4), 5.11 (2H, s, H3).
6-Aminobenzolc][1,2]oxaborol-1-(3H)-ol, 7

Yield = 91%. vmax= 3244 (NH), 3028 (OH), 1738 (CH). 'H NMR (DMSO-ds) &1 (ppm):
9.59 (1H, s, BOH), 8.56 (1H, d, ] =1.2 Hz, Ar-H7), 8.31 (1H, dd, ] =2.3, 6.2 Hz, Ar-H5), 7.69 (1H,
d, ] =84 Hz, Ar-H4), 4.99 (2H, br, NH), 4.82 (2H, s, H3). ESI-HRMS m/z calcd for C7HsBNO:
148.9549, found 149.9654 [M+H]".
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APPENDIX: NMR spectra of compounds 5¢, 5d and 5g
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5C Carbon NMR Spectrum

IWM&.

200

T T T T T T T T T T T T T T T T

mmmmm:mmmmu}mmmmmu%lmjma:n M 60 50 40 1D D
1 {ppen

| =

T T T T T T T T
i 0o -0 -M -30 40 -50 -5



5C DEPT135 Spectrum 1

] 193 H 13 120 10 100

an 2] 50 40 0 20 w o

1 fom) g
i 5 gee 2 -
[ | TN ! -
5d Proton NMR Spectrum [

Br. o " o |
A A A .'
' Fradl \@Jot D20 L
o ] P
H

b 3

\' [



& ATeLTE s |
g RARRNS g
I \NIZ VY I b
rie
5d Carbon NMR Spectrum
Bre " b
a ) PN L '
5 ./\]f E\ ‘o1 L
o QL A/ 3
|

z % = RZgRE ®
N 2 & kg ';'T:' T F150
F140
5g Proton NIVIR (1
5 g
.
4 110
o=y 3 |
1 - 100
ol
D?D |
\ DMSO [0
"‘ / :.'-‘1]
| 50
10 | -
. .
| m
|I | | i
BOH | I 30
it} .
\ | L5
\ . 'JI .
1 | 10
_ _ _ oAU Nl A ,
15 15 14 13 12 11 12 9 7 & 4 3 2 1 1] 1 2 =
1 ()



2 R ¥n5zE82 =
@ ¥ RRX3RAA 2
| I S\ |

5g Carbon NMR Spectrum

om

[ 4 J
P
\
\©:/°=
. »

Y ’

"
H
N

/DLSO

Y e YTy e e g e vy m iy ey e Yo e g e e g e T e e
ZSONZJJmZXOZDOlNLBOlﬂBOLSOMO!WIZDHOH&)!J807060SOCJJJJJLO0
m

5000

4500

4000

3500

13000

2000

1500

500




