Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2015

Supporting Information

Peroxide-free Synthesis of Benzo[b][1,4]thiazine 1,1-dioxide and Its
Antimicrobial Study

Shubhanjan Mitra,® Sayani Mukherjee ® and Alakananda Hajra #*
aDepartment of Chemistry, Visva-Bharati (A Central University), Santiniketan 731235, India
"Department of Botany, Visva-Bharati (A Central University), Santiniketan 731235, India
Tel. /fax: +913463 261526

E-mail: alakananda.hajra@visva-bharati.ac.in



Contents

NMR spectra for the synthesized products................... 3-26



'"H NMR of 3-phenyl-4H-benzo[b][1,4]thiazine-4-carbonitrile 1,1-dioxide (3a):
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I3C NMR of 3-phenyl-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3a):
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'"H NMR of 3-(p-tolyl)-4 H-benzo[b][1,4]thiazine-4-carbonitrile 1,1-dioxide (3b):
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13C NMR of 3-(p-tolyl)-4H-benzo[b][1,4]thiazine-4-carbonitrile 1,1-dioxide (3b):
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'"H NMR of 3-(4-methoxyphenyl)-4 H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3¢):

3.80

Current Data Parameters

HAME Dr. A HAJRA 2015
EXPHO 446
PROCKO 1

F2 - Acquisition Parameters
Date_ 20150728

Time 10.5%
INSTRUM spect
PROBHD 5 mm PABBO BB/
FULPROG zg30

TD 32768
SOLVENT €nell

NS 16

D3 1

SWil 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG §0,.87

=) 60.800 usec
DE 6.50 usec
TE 295.2 K
Dl 1.,00000000 sec
DO 1
=sssssss CHANHNEL {] =eess=e=
NUC1 1H

Pl 14.75 usec
PLW1 11.99499989 W
5F01 400. 1524711 MHz
F2 = Processing parameters
51 16384

SF 400. 1500165 Mz
WoW EM

558 2]

LB 0.30 Hz
GB [+)

EC 1.00




I3C NMR of 3-(4-methoxyphenyl)-4H-benzo[b][1,4]thiazine-4-carbonitrile 1,1-dioxide (3¢):
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'"H NMR of 7-methyl-3-(thiophen-3-yl)-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3d):
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13C NMR of 7-methyl-3-(thiophen-3-yl)-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3d):
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'"H NMR of 7-methyl-3-(phenanthren-2-yl)-4 H-benzo[b][1,4]thiazine-4-carbonitrile 1,1-dioxide (3e):
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I3C NMR of 7-methyl-3-(phenanthren-2-yl)-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3e):
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'"H NMR of 3-cyclohexyl-4 H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3f):
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13C NMR of 3-cyclohexyl-4H-benzo[b][1,4]thiazine-4-carbonitrile 1,1-dioxide (3f):
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'"H NMR of 3-cyclopropyl-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3g):
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I3C NMR of 3-cyclopropyl-4H-benzo[b][1,4]thiazine-4-carbonitrile 1,1-dioxide (3g):

I Nl L e
m e & =~ o W
5 2 St Rk i P
- i~ i~ & . o3
04 09 0 - e ™ 5
- i

—137.88
—135.3

_//_
~~122.60

spact
s mm PRERD RR/
zapg il

DO

mmmmeem CHANNEL

= Processing parameters
16384

100.6177912 Muz
=1}
o
1.00 Hz
o
1.40

=
e

T T T T T T T T
180 170 160 0 140 130 120 110 100 90 - [1] T0 60 50 40 30 20 10 0 pom

16



'"H NMR of 3-butyl-4H-benzo[b][1,4]thiazine-4-carbonitrile 1,1-dioxide (3h):
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I3C NMR of 3-butyl-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3h):
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'"H NMR of 7-bromo-3-(p-tolyl)-4H-benzo[b][1,4]thiazine-4-carbonitrile 1,1-dioxide (3i):
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I3C NMR of 7-bromo-3-(p-tolyl)-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3i):
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'"H NMR of 7-methyl-3-(p-tolyl)-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3j):
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I3C NMR of 7-methyl-3-(p-tolyl)-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3j):
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'"H NMR of 7-methoxy-3-(p-tolyl)-4 H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3Kk):
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13C NMR of 7-methoxy-3-(p-tolyl)-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (3k):
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'"H NMR of 7-nitro-3-(p-tolyl)-4H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (31):
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13C NMR of 7-nitro-3-(p-tolyl)-4 H-benzo[b][ 1,4]thiazine-4-carbonitrile 1,1-dioxide (31):
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