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1. NMR spectra and HR MS of 6 H-8-chloroquino[3,2-b]benzo[1,4]thiazine (5).
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2. NMR spectra and HR MS of 8-chloro-6-methylquino[3,2-b]benzo[ 1,4 ]thiazine (6).

6 |
mj 753 proton
W -ONWO-OC-N=TrNO@WWSTNM Ll
NODN OO AO@Y TN W ST TN —
OO MOMOMONOOoO0D 0
F“&:“\r‘f‘f‘f‘r\r\r\r\\ow@wm (2,
|
|
T | ST TN § | A AR PRI O
6.0 55 5.0 3.5 3.0 25 ppm
|
«|
™|




mj753 3 1

C:\Bruker\TopsSpin3.2.b, 37\data\MJ

;mf 753 13c¢ B
| L
2 B3T3 985YER3 @ r
£ RERIBINRSRS328 &
R L e ~ r
bl S kb bbb st e 4
|
| i
s oA e M e »
|
S e R T T ‘ ‘ T S I 1 T =
200 150 100 50 ] [ppm]
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4000V Set Dry Heater 240 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1000 m/z Set Charging Voltage 2000V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens. |
x105
] 299.0410
6,
4_
2,
04 Tt —r——T—T—TT— 1 —T— —t—T—T—T—T—
100 200 300 400 500 600 700 800 900 miz
[ +MS, 0.1-0.5min #5-27
# ml/z Res. SIN 1 1% FWHM
1 299.0410 22712 92243 617903 100.0 0.0132

[rel]

5



mj 753 roesy

S M Jewl ppm

3.5

4.0

4.5

5.0

5.5

6.0

6.5

7.0

- 7.5

&
= o=
S,
R 8.0

1 T T T T T T T T T T T T
79 78 7.7 76 7.5 7.4 73 72 71 7.0 69 68 6.7 66 ppm

mj 753 cosy

,lJJLl%M_ . ppm

4.0

—4.5

5.0

~5.5

6.0

6.5

Hv -7.0

=7.5

75 70 65 60 55 50 45 40 35 30 ppm



mj 753 cosy

fla

| 1Y, | Ml __ ppm
| 6.6
' L 6.7
i - 6.8
_:%J @ &@ X:)
: ; : @ -7.0
— g
T e A
| L7.2
i 9\ ﬁﬁ; 7.3
; 74
|
\ £7.5
) N A /
= ® () 3
| ) F7.6
qjl @ F7.7
= 0 & 7.8
‘. e T T i T 1 T T T T T T 79
79 78 7.7 76 7.5 74 73 7.2 71 7.0 69 68 67 66  ppm
mj 753 hsgc
)M_ﬁ___fv"’\n JJ\JL | jUL ppm
L 0 ~115
O -120
0 (o
3] 125
— o2 e e
@ 130
1 2
E.
- 135
~140
2o
3 ~145
E T T T T T T T T T T T T T
78 77 76 75 74 73 72 71 70 69 68 67 66 ppm



753 hmbc

J_ ppm
= 40
50
i 60
= 70
- 80
= 90
=100
=110
L]
120
F130
=140
]
E150
[}
T T T I T T T T
60 55 .50 45 40 35 30 285 ppm
mj 753 hmbc
a N L
oM M e I W ~ ppm
g " F115
G .
haliER "o 120
3 @
1a «Q -125
. ALt : 9
— o %
3 o8 130
12 0
§ — . 0608 L2:]
135
F140
10, —3 a0e ' L
el o 1060 145
150
gy — 00
155
T T T T T T T T T T
FALRAT b T TR L T L L R 70 69 ppm



3. NMR spectra and HR MS of 2-(8-chloroquino[3,2-b]benzol 1,4]thiazin-6-yl)-N,N-diethylethan-1-
amine (7)
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4, NMR spectra and HR MS of 3-(8-chloroquino[3,2-b]benzo[1,4]thiazin-6-yl)-N,N-

dimethylpropan-1-amine (8).
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5. NMR spectra and HR MS of 8-chloro-6-(2-(pyrrolidin-1-yl)ethyl)-quino[3,2-b]benzo[ 1,4 ]thiazine
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6. NMR spectra and HR MS of 8-chloro-6-(2-(piperidin-1-yl)ethyl)-quino[3,2-b]benzol[ 1,4 ]thiazine

(10).
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7. NMR spectra and HR MS
b]benzo[1,4]thiazine (11).
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8. NMR spectra and HR MS of 2-(3-(8-chloroquino[3,2-b]benzo| 1,4]thiazin-6-yl)propyl)isoindoline-

1,3-dione (12).
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9. NMR spectra and HR MS of 3-(8-chloroquino[3,2-b]benzo[ 1,4]thiazin-6-yl)propan-1-amine
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10. NMR spectra and HR MS of N-(3-(8-chloroquino[3,2-b]benzol 1,4]thiazin-6-yl)propyl)acetamide
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11. NMR spectra and HR MS of ethyl(3-(8-chloro-quino[3,2-b]benzo[1,4]thiazin-6-

yl)propyl)carbamate (18).
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12. NMR spectra and HR MS of 1-(3-(8-chloroquino[3,2-b]benzo[1,4]thiazin-6-yl)propyl)-3-(2-
chloroethyl)urea (20).
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14. NMR spectra and HR MS of N-(3-(8-chloroquino[3,2-b]benzo[1,4]thiazin-6-yl)propyl)-4-
methylbenzenesulfonamide (24).
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15. NMR spectra and HR MS of 2-(4-(8-chloro quino[3,2-b]benzo[1,4]thiazin-6-yl)butyl)isoindoline-
1,3-dione (13).
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16. NMR spectra and HR MS of 4-(8-chloroquino[3,2-b]benzo[ 1,4]thiazin-6-yl)butan-1-amine (15).
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17. NMR spectra and HR MS of N-(4-(8-chloroquino[3,2-b]benzo[ 1,4]thiazin-6-yl)butyl)acetamide

S | N
=
Cl N° N
17
~.-NH
C
1]
(0]
mj776
OO MON <o MN L O OOWTTNN O mOs
NoWOLSTOONMIES WS wn ONWEOUOTOND O TN
OO MOMMONOO GO o™ s~~~
r\‘r:r:r\‘r\'r-'r:h'r:\;;mko q« (e I Ao I e B B R B e R e B B B B
|
|
| ’ f /
|
| | ‘
bl I ; i ﬁ,’
Ll LRI R e e e e k__g‘;(! Whee e

T T T T T T T 1

38 30 25 20 15 1.0 ppm

e e s

, T T T
95 90 85 80 75 70 65 6.0 55 &

538 e

~
<
o~

36



R
SR

/Z) p

V2
Ve

L

Lol
‘J «L#IJ-‘M‘ s 'v—”"

e e o ; ‘ - ‘ . I - ; | AprerrrerT -
190 180 170 160 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4000 V Set Dry Heater 200 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 3.0 /min
Scan End 1000 m/z Set Charging Voltage 2000 vV Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens.
1061
] 398.1092
] |
1.0 |
] I
] |
] |
0.5 'l
0.0 ——r—r——r=r ————— e —
100 200 300 400 500 600 700 800 900 m/z
[---- +MS, 0.1-0.3min #4-18
# miz Res. | 1% FWHM
1 3981092 13619 92254 1268062 100.0 0.0292
2 400.1063 13496 35454 490455 38.7 0.0296

37



and HR MS of ethyl(4-(8-chloro-quino[3,2-b]benzo[1,4]thiazin-6-

spectra
yl)butyl)carbamate (19).
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19. NMR spectra and HR MS of 1-(4-(8-chloroquino[3,2-b]benzol1,4]thiazin-6-yl)butyl)-3-(2-

chloroethyl)urea (21).
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20. NMR spectra and HR MS of N-(4-(8-chloroquino[3,2-b]benzo[1,4]thiazin-6-
yl)butyl)methanesulfonamide (23).
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21. NMR spectra and HR MS of N-(4-(8-chloroquino[3,2-b]benzo[1,4]thiazin-6-yl)butyl)-4-

methylbenzenesulfonamide (25).
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22. NMR spectra and HR MS of 8-chloro-6-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)-quino[3,2-

b]benzo[1,4]thiazine (27).
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23. NMR spectra and HR MS of 8-chloro-6-((1-(4-(trifluoromethyl)phenyl)-1H-1,2,3-triazol-4-
yl)methyl)-quino[3,2-b]benzo[1,4]thiazine (28).
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24. NMR spectra and HR MS of 6-((1-benzyl-1H-1,2,3-triazol-4-yl)methyl)-8-chloroquino[3,2-

b]benzo[1,4]thiazine (29).
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25. NMR spectra and HR MS of 8-chloro-6-((1-(4-fluorobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-
quino[3,2-b]benzo[1,4]thiazine (30).
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26. NMR spectra and HR MS of 8-chloro-6-((1-(4-chlorobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-
S
I
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quino[3,2-b]benzo[1,4]thiazine (31).
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Intens. {
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100 200 300 400 500 600 700 800 900 miz

vvvvv +MS, 0.0-0.3min #2-20

# miz Res. S/N 1 1% FWHM
1 490.0668 22910 1750.7 71717 100.0 0.0214
2 4920641 20719 12251 50371 70.2  0.0237
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27. NMR spectra and HR MS of 4-((4-((8-chloroquino[3,2-b]benzo[ 1,4]thiazin-6-yl)methyl)-1H-1,2,3-
triazol-1-yl)methyl)benzonitrile (32).
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Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4000 V Set Dry Heater 240 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 1000 m/z Set Charging Voltage 2000 V Set Divert Valve Source
Set Corona 0nA Set APCI Heater 0°C
Intens.
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a8 481.1011
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[--— +MS, 0.0-0.4min #2-24 ]
# miz Res. SIN | 1% FWHM
1 4811011 22002 24832 71369 100.0 00219
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28. NMR spectra and HR MS of 8-chloro-6-((1-((phenylthio)methyl)-1H-1,2,3-triazol-4-yl)methyl)-

quino[3,2-b]benzo[1,4]thiazine (33).
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Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 4000 V Set Dry Heater 240 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 /min
Scan End 1000 m/z Set Charging Voltage 2000 vV Set Divert Valve Source
Set Corona 0 nA Set APCI Heater 0°C
Intens.
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# mlz Res. SIN | | % FWHM
1 488.0770 48345 163816 9268264 100.0 0.0101
2 490.0740 43308 6352.0 3594898 388 0.0113
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