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S1.

High resolution mass spectra of final products

3-((3-Acetylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (14)

Cl-3#0922-950 RT: 3.98-4.14 AV: 38 NL: 2.70E7
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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3-((3-Methoxyphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (15)

AKCY-CI-1#1013-1051 RT: 4.38-4.54 AV: 39 NL: 4.20E7
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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3-((3-Hydroxyphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (16)

AKCY-CI-2 #826-871 RT: 3.57-3.76 AV: 46 NL: 7.23E6
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
389.27907
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3-((3-Hydroxy-4-methylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one
17)

CI-5 #915-955 RT: 3.95-4.13 AV: 41 NL: 7.35E7
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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3-((5-Hydroxy-2-methylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one

(18)

Cl-4 #835-879 RT: 3.61-3.80 AV: 45 NL: 3.00E7
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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3-Morpholino-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (19)

CI-6 #785-821 RT: 3.39-3.55 AV: 37 NL: 8.57E7
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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3-(4-Methylpiperazin-1-yl)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (20).

CI-7 #522-564 RT: 2.26-2.44 AV: 43 NL: 5.15E7
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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3-((1H-pyrrolo[2,3-b]pyridin-4-yl)amino)-5-(4-methylpiperazin-1-yl)-4H-1,2,6-thiadiazin-4-one (21)

C2-5 #457-492 RT: 1.97-2.13 AV: 36 NL: 2.17E7
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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3-((1H-indazol-5-yl)amino)-5-(4-methylpiperazin-1-yl)-4H-1,2,6-thiadiazin-4-one (22)

C3-5 #575-622 RT: 2.48-2.69 AV: 48 NL: 5.81E7
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
344.12806
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3-((1H-indazol-5-yl)amino)-5-(3-hydroxyphenyl)-4H-1,2,6-thiadiazin-4-one (23)

C3-2#887-917 RT: 3.83-3.96 AV: 31 NL: 1.75E7

T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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3-((1H-indazol-5-yl)amino)-5-(5-hydroxy-2-methylphenyl)-4H-1,2,6-thiadiazin-4-one (24)

C3-4 #891-925 RT: 3.85-4.00 AV: 35 NL: 3.89E7
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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3-((1H-indazol-5-yl)amino)-5-(3-methoxyphenyl)-4H-1,2,6-thiadiazin-4-one (25)

C3-1#1067-1099 RT: 4.61-4.75 AV: 33 NL: 2.72E7
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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3-((1H-indazol-5-yl)amino)-5-(2-fluoropyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (26)

AKCY-3-3 #942-965 RT. 4.07-4.17 AV: 24 NL: 1.27E8
T: FTMS + ¢ ESI Full ms [150.0000-2000.0000]
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S2. 'H and *C NMR spectra of all new compounds
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Current Data Parameters
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13C NMR of 3-((3- Acetylphenyl)amino)- 5-chloro-4H- 1,2,6- thiadiazin-4-one (6)
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PLW1 40.05500031 W
SFO2  300.1312005 MHz
NuUC2 1H
CPDPRQ[2  waltzl6
PCPD2 90.00 usec
PLW2 7.50000000 W
PLW12  0.18148001 W
F2 - Processing parameters
SI 32768

SF 75.4677900 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40



Current Data Parameters

BELEEIIILRILL8E & S NAME Kalogirou
NN NN P o 2 EXPNO 463
TS e— PROCNO 1
F2 - Acquisition Parameters
5nl3338 TIee NEeQ Time 15.16
[l Dl A A e (S [ A D O © © O
N N Nz INSTRUM .~ spect
PROBHD 5 mm PABBO
| CHCI3 BB-
I ' | “ PULPROG 2230
[ ) TD 65536
g JUL JU SOLVENT  CDCB
- T T NS 16
8 8 & g DS 2
T T T T T T T T T T T T T T T T T T T T T T T T T T T T
735 730 725 720 745 740 705 7.00 695 690 685 680 675 6.7 SWH 10000.000 Hz
ppm FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 181
DW 50.000 usec
DE 6.50 usec
TE 296.8 K
DI 1.00000000 sec
TDO 1
O CHs H20 ———— CHANNEL fl
Cl NH O SFOI  500.0361158 MHz
| | | NUCI 1H
N __N Pl 12.00 usec
S PLWI1  14.50000000 W
F2 - Processing parameters
SI 65536
| SF 500.0330399 MHz
| il WDW EM
SSB 0
T faa ! i\ LB 030 Hz
2 2823 = GB 0
T T T T T T T T T T T T T T T T T T T T T T T PC 1.00
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0
ppm

S19



13C NMR of 3-Chloro-5-((3-methoxyphenyl)amino)-4H- 1,2,6- thiadiazin-4-one (7)

Current Data Parameters

56 ¢ 95 3 Sg : PROCNO 1
| | | || | |/ | F2 - Acquisition Parameters
Date 20171202
Time 17.27
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG jmod
TD 65536
SOLVENT CDCI3
NS 5632
DS 4
SWH 29761.904 Hz
FIDRES 0.454131 Hz
CDCI3 AQ 1.1010048 sec
RG 2050
DW 16.800 usec
DE 6.50 usec
TE 297.6 K
CNST2  145.0000000
CNST11 1.0000000
D1 2.00000000 sec
L D20 0.00689655 sec
- i
y N v N CHANNEL f1
SFO1 125.7459782 MHz
NUC1 13C
P1 9.00 usec
P2 18.00 usec
PLW1  140.00000000 W
O CHj, CHANNEL f2
! SFO2 500.0350280 MHz
Cl NH O NUC2 H
| | CPDPRG[2 waltz16
PCPD2 80.00 usec
N _N PLW2  14.50000000 W
S PLWI2 032624999 W
F2 - Processing parameters
SI 32768
SF 125.7334082 MHz
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T WDW EM
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 SSB 0
GB 0
S20 PC 1.40



"HNMR of 3-Chloro- 5-((3-hydroxyphenyl)amino)-4H- 1,2,6-thiadiazin-4-one (8)
Yo DN OALIOANNNTIOODMNMDN O 0M— O o
R NBBREeReLaS R s 2
ml TNNNNNNNNNNNN@@@@@@@@ o
ey ==
DM O DOOANNMNNTLIOD MO 0M~— ©
4K 222858528 XEEBLL0E
NN NCNCNENENENENENG P R
NI Nl =\ ="
by
N,
T | I A N
S 8 8 8
I‘_ T I‘_' ‘_I T T T T T T T T "_I T
7.3 7.2 71 7.0 6.9 6.8 6.7 6.6 6.5
ppm
H20 DMSO
O
Cl NH OH
Na”
S
. . LL,L
Ty A
g 8 888 8
S <= P
T T T T T T T T T T T T T T T T T T T T
15 14 13 12 11 10 8 7 6 5 4 2
ppm

Current Data Parameters

NAME Andreas
EXPNO 247
PROCNO 1

F2 - Acquisition Parameters

Date 20201202
Time 12.04 h
INSTRUM spect
PROBHD 7104275 0375 (
PULPROG 7g30
TD 65536
SOLVENT DMSO
NS 16

DS 2

SWH 6009.615 Hz
FIDRES 0.183399 Hz
AQ 5.4525952 sec
RG 129.23

DW 83.200 usec
DE 6.50 usec
TE 294.3 K

D1 1.00000000 sec
TDO 1

SFO1 300.1318533 MHz
NUC1 1H

P1 14.00 usec

PLW1 8.19999981 W

F2 - Processing parameters

SI 65536

SF 300.1300024 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00



13 . o ia Current Data Parameters
C NMR of 3-Chloro-5-((3-hydroxyphenyl)amino)-4H- 1,2,6-thiadiazin-4-one (8) NAME  Kalogirou

€z 5 3 S 532 o EXPNO 470
N O B 2ag < PROCNO 1
0w Yo < ™M N — — O [} .
<5 < A = AR P F2 - Acquisition Parameters
Yool N/ Date 20171207
o N o o _ . ® Time 9.32
93 9 g R g 8 = INSTRUM spect
E, § g ‘S’_r @ ‘?1.’ T E '§ PROBHD 5 mmPABBO BB-
\/ ] Voo PULFROG __jmod
TD 65536
SOLVENT DMSO
NS 12288
| | | DS 4
i | 1 SWH  29761.904 Hz
) FIDRES 0.454131 Hz
” ‘ AQ 1.1010048 sec
RG 2050
DW 16.800 usec
DMSO-d6 DE 6.50 usec
T T T T T T T T T T T T TE 296.6 K
155 150 145 140 135 130 125 120 115 110 CNST2  145.0000000
ppm CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec
TDO 1
CHANNEL f1
SFO1 125.7459782 MHz
NUC1 13C
| Pl 9.00 usec
P2 18.00 usec
PLW1  140.00000000 W
T CHANNEL 12
SFO2 500.0350280 MHz
@) NUC2 1H
CPDPRG[2 waltz16
Cl NH OH PCPD2 80.00 usec
| | PLW2 14.50000000 W
PLW12 0.32624999 W
N\ e N F2 - Processing parameters
S sI 32768
SF 125.7334742 MHz
WDW EM
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 SSB 0
GB 0

S22 PC 1.40



"HNMR of 3-Chloro- 5-((5-hydroxy-2-methylphenyl)amino)-4H- 1,2, 6- thiadiazin-4-one (10) Current Data Parameters

QR INSEERSS 8 8 NAME Kalogirou
> o NN it N o EXPNO 474
| | &= [ PROCNO 1
IN S5 ggon F2 - Acquisition Parameters
22 22 el Date 20171212
| \/ NI H20 Time 19.56
INSTRUM spect
PROBHD 5 mm PABBO
BB-
PULPROG 2830
| DMSO D 65536
| SOLVENT DMSO
Yy NS 16
SWH 10000.000 Hz
S 2 2 FIDRES 0.152588 Hz
T T T — T T T T = T T T T T T T T T T T - T T AQ 3.2767999 sec
710 705 700 695 690 685 680 675 670 665 660 655 650 RG 144
ppm DW 50.000 usec
DE 6.50 usec
TE 295.0 K
DI 1.00000000 sec
TDO 1
0O = CHANNEL {1
Cl NH OH SFOI  500.0361158 MHz
| | NUCI1 1H
P1 12.00 usec
N .-N PLWI  14.50000000 W
S HC . p .
- Processing parameters
SI 65536
SF 500.0330315 MHz
U L L JJL WDW EM
SSB 0
E ki i'bo o'z: T LB 0.30 Hz
32 SSe & GB 0
T T T T T T T T T T T T T T T T T T T T T T T T T PC 100
15 14 13 12 1 10 9 8 7 6 5 4 3 2 1 0
ppm

S23



13C NMR of 3-Chloro-5-((5-hydroxy-2-methylphenyl)a 4H-1,2,6-thiadiazin-4-one (10)

—156.96
~-155.48
—151.36
"™\-140.35
—135.87
_~130.86
—122.60

39.431

16.619

_~113.14
~111.89

o
CIW/U\/N
I
N N

ST H,C

1o

DMSO-d6

Current Data Parameters
NAME Kalogirou
EXPNO 475
PROCNO 1

F2 - Acquisition Parameters
Date 20171213

Time 9.24

INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG jmod

D 65536
SOLVENT DMSO
NS 15360

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec

RG 2050

DW 16.800 usec
DE 6.50 usec
TE 2963 K

CNST2  145.0000000
CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec

TDO 1
CHANNEL f1
SFOL1 125.7459782 MHz
NUC1 13C
P1 9.00 usec
P2 18.00 usec
PLW1 140.00000000 W
CHANNEL 12
SFO2 500.0350280 MHz
NUC2 1H
CPDPR([2 waltz16
PCPD2 80.00 usec

PLW2  14.50000000 W
PLW12 032624999 W
F2 - Processing parameters

SI 32768

SF 125.7334738 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40



"THNMR of 3-Chloro- 5-(4-methylpiperazin- 1-yl)-4F- 1,2,6-thiadiazin-4-one (12) Current Data Parameters

3 o LYW NAME Kalogirou
~ 3 SRR EXPNO 431
| N PROCNO 1
E § § §3 F2 - Acquisition Parameters
‘\\' ‘T ?’ 1 Date 20171015
Time 9.04
INSTRUM spect
| PROBHD 5 mm PABBO BB-
y PULPROG 730
M J L D 65536
SOLVENT CDCB3
’ J I NS 16
T T T T T I: T T T T T T ‘;‘; T T T T DS 2
260 255 250 245 240 235 230 225 SWH 10000.000 Hz
ppm FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 161
DW 50.000 usec
DE 6.50 usec
TE 295.2 K
D1 1.00000000 sec
TDO 1
o CHs CHCI3 ———— CHANNEL f| =———
K\N SFO1 500.0361158 MHz
Cl N\) NUCI 1H
| | P1 12.00 usec
PLW1 14.50000000 W
N __N
S F2 - Processing parameters
I SI 65536
SF 500.0330403 MHz
H20 WDW EM
R SSB 0
LB 0.30 Hz
T GB 0
= e PC 1.00
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
15 14 13 12 1" 10 9 8 7 6 5 4 3 2 1 0



Current Data Parameters

13C NMR of 3-Chloro-5-(4-methylpiperazin- 1-yl)-4H-1,2,6-thiadiazin-4-one (12) NAME  Kalogirou
. e s EXPNO 432
g 5 2 = Q 289 PROCNO 1
§ g § .,:O g § g F2 - Acquisition Parameters
| | | \/ Date 20171015
Time 17.16
§ % § INSTRUM spect
3 Rogre) PROBHD 5 mm PABBO BB-
|| PULPROG jmod
CDCI3 D 65536
SOLVENT CDCI3
! NS 9216
DS 4
JL SWH  29761.904 Hz
FIDRES 0454131 Hz
AQ 1.1010048 sec
RG 2050
DW 16.800 usec
DE 6.50 usec
TE 295.6K
. - . . CNST2  145.0000000
55 50 45 CNSTI1  1.0000000
ppm D1 2.00000000 sec
D20 0.00689655 sec
l i | TDO |
| L CHANNEL f1
SFO1  125.7459782 MHz
NUCI 13C
P1 9.00 usec
P2 18.00 usec
PLW1  140.00000000 W
_CH, CHANNEL f2
O (\ N SFO2  500.0350280 MHz
NUC2 H
Cl N CPDPRG[2  waltz16
| | PCPD2 80.00 usec
PLW2 1450000000 W
N __N PLWI2 032624999 W
S F2 - Processing parameters
SI 32768
SF 125.7334087 MHz
WDW EM
T T T T T T T T T T T T T T T T T T T T T T T T T T T SSB 0
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm LB 1.00 Hz
GB 0
S26 PC 1.40



—13.064

—8.182

"HNMR of 3-((1H-indazo}- 5-yl)amino)- 5-chloro-4H- 1,2,6-thiadiazin-4-one (13)

8.067

10.183
4

_—~7.656
~7.641

H20

1.02—

N _1.03

73 72 741

3
3

1.02
1.05
] 1.03

3.338
2.500

DMSO

®© - 0.97

Current Data Parameters

NAME Kalogirou
EXPNO 457
PROCNO 1
F2 - Acquisition Parameters
Date 20171128
Time 20.02
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 144
DW 50.000 usec
DE 6.50 usec
TE 296.3 K
Dl 1.00000000 sec
TDO 1
CHANNEL f1
SFO1 500.0361158 MHz
NUC1 1H
P1 12.00 usec
PLW1 14.50000000 W

F2 - Processing parameters

SI
SF

WDW

SSB
LB
GB
PC

65536

500.0330310 MHz

EM

0.30 Hz

1.00



13C NMR of 3-((1 H-indazo}- 5-ylyamino)- 5-chloro-4 H- 1,2,6-thiadiazin-4-one (13)

3 N 8838 °8 88 !
I SABE S 8= P
5 § shas NN ro i
| LAY N \/
3 N @ a N 2 28 e 8
o 9 < S o 3 03 8 <
5 g S 5 8 3 3k e
| | | | | | \/ |
| | | l
J l | |
T I
T T T T T T T T T T T T T T T T T T T
155 150 145 140 135 130 125 120 115 110
ppm
DMSO-d6

LEO

— T T T T T~ T "~ T T~ T " T "~ T T T "~ T T T T "~ T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm

S28

Current Data Parameters
NAME Kalogirou
EXPNO 458
PROCNO 1

F2 - Acquisition Parameters
Date 20171129

Time 9.03

INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG jmod

D 65536
SOLVENT DMSO
NS 14848

DS 4

SWH 29761.904 Hz
FIDRES 0454131 Hz

AQ 1.1010048 sec
RG 2050

DW 16.800 usec
DE 6.50 usec
TE 297.1K

CNST2  145.0000000
CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec

TDO 1
CHANNEL f1
SFO1 125.7459782 MHz
NUC1 13C
P1 9.00 usec
P2 18.00 usec
PLW1 140.00000000 W
CHANNEL 12
SFO2 500.0350280 MHz
NUC2 1H
CPDPR(G[2 waltz16
PCPD2 80.00 usec

PLW2  14.50000000 W
PLW12 032624999 W
F2 - Processing parameters

SI 32768

SF 125.7334752 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40



"HNMR of 3-((3- Acetylphenyl)amino)- 5- (1 H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6- thiadiazin-4-one (14) Current Data Parameters
NAME Kalogirou

S VU \7 OENO
F2 - Acquisition Parameters
Dat 20180824
0 R ge 895a 238%Y reee Time™ 14.24
[se] o © 0 O NN NN [t el D D © © O ©
Y N NV N N INSTRUM  spect
PROBHD 5 mm PABBO
BB-
PULPROG 230
TD 65536
SOLVENT DMSO
| I | NS 16
I . II ' m DS 2
L | ’“’\ SWH 10000.000 Hz
JV\ FIDRES 0.152588 Hz
— [ . . L AQ 3.2767999 sec
= o ~ 82 = 3 RG 114
S S S S S T DW 50.000 usec
8.5 8.4 8.3 8.2 8.1 8.0 7.9 7.8 7.7 7.6 7.5 6.80 6.75 )
ppm ppm DE 6.50 usec
TE 298.9 K
D1 1.00000000 sec
TDO 1
—————— CHANNEL f1
H20 DMSO SFOI  500.0361158 MHz
NUCl1 1H
P1 12.00 usec
PLW1 14.80000019 W
' | F2 - Processing parameters
J | SI 65536
|
SF 500.0330327 MHz
B 1 J | O WDW EM
T i A A f ! SSB 0
g 3 cgeder g - LB 0.30 Hz
~— - T N o ™ :
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T GB 0
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 PC 1.00



13C NMR of 3-((3- Acetylphenyl)amino)- 5-(1 H-pyrrolo[2,3- blpyridin-4-yl)-4H-1,2,6- thiadiazin-4-one (14)

ppm
S30

3 2 28 gEnoa-ELony 3 d o
© W IO NITNCRANON DD % 9 2
5 2 0p2 3353888388F 8 A
Il N2 NSNENYSNNZ 2/
[e'0) o0 O N [o0] o0 N~ [s2] D — M~ [e0] N~ [Te] <
2 55 8 g 33 8§ 2588 3 5 3 3
3 §p @ s 85 3 RERY 8 & % g
YA | | | | 1NN | ||
! Lo N | DMSO-d6
I | . ]m | |
T T T T T T T T T T T T T T T T T T T T
160 155 150 145 140 135 130 125 120 115 110 105 100
ppm
|
|
| | ll l |
| A ]
T |
@)
NH
HN CH;
N _N
S
f T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

Current Data Parameters

NAME Kalogirou
EXPNO 553
PROCNO 1

F2 - Acquisition Parameters
Date 20180824
Time 8.26
INSTRUM spect
PROBHD 5 mmPABBO BB-
PULPROG jmod
TD 65536
SOLVENT DMSO
NS 16384

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 2050

DW 16.800 usec
DE 6.50 usec
TE 302.1K
CNST2  145.0000000
CNST11 1.0000000

D1 2.00000000 sec
D20 0.00689655 sec

TDO 1
CHANNEL f1

SFOL1 125.7459782 MHz

NUC1 13C

P1 9.40 usec

P2 18.80 usec

PLW1 140.00000000 W
CHANNEL 2

SFO2 500.0350280 MHz

NUC2 1H

CPDPRG[2 waltz16

PCPD2 80.00 usec

PLW2 14.80000019 W

PLW12 0.33300000 W

F2 - Processing parameters

SI 32768

SF 125.7334792 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40



"HNMR of 3-((3-Methoxyphenyl)amino)- 5-( 1 H-pyrrolo[2,3- b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (15) Current Data Parameters

- N NAME Andreas
pa C BONNNNNNNNNNNGGGGEG 66 $ di PROCNO 1
| )
F2. Acqusiion Paamcir
\/ \/ N \ I/ = Time .44 h
INSTRUM spect
PROBHD 7104275 0375 (
| PULPROG 2230
|| A TD 65536
J\IL A SOLVENT DMSO
NS 16
— I 2 Z ara DS 2
T T T SI T T T T T T T T T T "? T T T T Sl) T T T IZ' T T T T T T T T T '2 T T T SWH 6009615 HZ
84 83 82 81 80 79 78 77 76 75 74 73 72 71 70 69 68 6.7 6.6 FIDRES 0.183399 Hz
ppm AQ 5.4525952 sec
RG 201.81
CH3 DW 83.200 usec
! H20 DE 6.50 usec
O DMSO TE 298.0 K
D1 1.00000000 sec
TDO 1
SFO1 300.1318533
MHz
NUCI1 IH
P1 14.00 usec
PLW1 7.50000000 W
| F2 - Processing parameters
SI 65536
U) SF 300.1300026 MHz
JL N | WDW EM
i SB 0
- - L U L . LB 0.30 Hz
8 8 5 8382 8 A GB 0
=) - - — I ™
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T PC 1.00
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0
ppm

S31



13C NMR of 3-((3-Methoxyphenyl)amino)-5-( 1 H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6- thiadiazin-4-one (15) gg\j‘g Data }:Iflj;;j;‘js

<t v~ 0 v« © [N s NeRlsNe] 0 v~ © © N LW E)G?NO 133
] B8 RNoSd8w 5880 D 8 3 PROCNO 1
BB Wb TIIIL eIg388s 3 ! F2 - Acquisition Parameters
NN NN P Date_ 20180814
Time 8.11h
INSTRUM spect
PROBHD Z104275 0375 (
3% 853 g e g 8¢ ong g o 2 PILPROGE __Jmod
32 N S5 §F &3 29 3 8 3 m oy
S Loy I Qe © 8 o co< S e = SOLVENT DMSO
V1 [/ | | AN | NS 18000
DS 4
SWH 18115.941 Hz
FIDRES  0.552855 Hz
L DMSO-d6 AQ 1.8087935 sec
MAJ\/M RG 201.81
DW 27.600 usec
DE 6.50 usec
TE 2984K
. . CNST2  145.0000000
T T T T T ' ' ' ' ' ' CNST11 10000000
159.5  159.0 150 145 140 135 130 125 120 115 110 105 100 DI 200000000 sec
ppm ppm X
D20  0.00689655 sec
TDO 1
SFO1 754752953 MHz
| NUCI 13C
‘ “ i L P 10.00 usec
iy R T WY Aoy DAL AV, P W My TR . e ok oy R winet P2 20.00 usec
PLWI  40.05500031 W
SFO2  300.1312005 MHz
NUC2 1H
CPDPRG2  waltzl6
CH, PCPD2 90.00 usec
! PLW2  7.50000000 W
NH @) PLWI2  0.18148001 W
HN F2 - Processing parameters
N N SI 32768
~ S/ SF 75.4677922 MHz
WDW EM
SSB 0
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T LB 100 HZ
210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 GB 0
ppm PC 1.40

S32



"HNMR of 3-((3-H ydroxyphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (16) Current Data Parameters
NAME Kalogirou

8 5 o P8RRI HIATRIIEISRRAINRI § g EXPNO 555
= S & SONTRORRRRNRLIILSEEEEED 30 & PROCNO I
| | VN F2 - Acquisition Parameters
Date 20180828
\/ \/ NSNS N N N N PROBHD 5 mm PABBO BE-
PULPROG 7230
TD 65536
Il SOLVENT DMSO
NS 16
I DS 2
M SWH 10000.000 Hz
FIDRES 0.152588 Hz
T H T e AQ 3.2767999 sec
8 5 5 & RG 128
T T ‘_I T T T T T T T T T T T T T T T T T Clj T T ! T T T T T T T T T — T T T o T T DW 50.000 usec
84 83 82 81 80 79 78 77 76 7-5ppr7ri4 73 72 71 70 69 6.8 6.7 66 65 DE 6.50 usec
TE 299.0 K
D1 1.00000000 sec
TDO 1
OH ————— CHANNEL fl =——
H20 DMSO SFOl  500.0361158 MHz
NUC1 1H
P1 12.00 usec
PLWI 14.80000019 W
F2 - Processing parameters
| SI 65536
| DCM SF 500.0330327 MHz
| | | WDW EM
J J SSB 0
! | ) L Iég . 0.30 Hz
T T AL SR PC 1.00
8 & 8 g ISER555
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0
ppm



13C NMR of 3-((3-H ydroxyphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (16)

00T OD TN M <SSO ®
NS OO WK N © AYTONMO W +
NSNS ™ N O N DRQ N X P
BEHDE TEERE  EIEEL S 1
NESNEE 272 VNS NV

R 3 285 g 3 8 38 S 3 8% 8 3

85 8452 T 8 8 g 8 e £ B S

| [/ | | | LN

Ll . |

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

160 155 150 145 140 135 130 125 120 115 110 105 100 DMSO-d6

ppm

=
T

L
T |

HN
N N
S
e B B B . e e s I B A A e
10 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
ppm
S34

10

Current Data Parameters
NAME Kalogirou
EXPNO 556
PROCNO 1

F2 - Acquisition Parameters
Date 20180829

Time 9.14

INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG Jjmod

TD 65536
SOLVENT DMSO
NS 17408

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz

AQ 1.1010048 sec
RG 1820

DW 16.800 usec
DE 6.50 usec
TE 301.0K

CNST2  145.0000000
CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec

TDO 1
=——————CHANNEL {1
SFO1 125.7459782 MHz
NUCI 13C
P1 9.40 usec
P2 18.80 usec
PLW1 140.00000000 W
CHANNEL 2
SFO2 500.0350280 MHz
NUC2 1H
CPDPR(G[2 waltz16
PCPD2 80.00 usec

PLW2 14.80000019 W
PLW12  0.33300000 W
F2 - Processing parameters

SI 32768

SF 125.7334776 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40



'H NMR of 3-((3-H ydroxy-4-methylphenyl)amino)-5-(1 H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (17) Current Data Parameters

= 5 8 HRRNEBITTICCSISORRN 3 3 8 EXPNO 136
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N~ O ™ © QO v «— o™ M~ oOMmMmOAN [ToNe)IS e
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o0 o0 NN NNN NN NNNNNN © © O © .
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| | ! | | D 65536
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I T SI T T T T T T T T T T T S T T T g T T ‘? T T T T T E T T S T T T T T S' T T DMSO FIDRES 0183399 HZ
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H20 TE 298.1 K
D1 1.00000000 sec
OH TDO 1
SFOI  300.1318533 MHz
NUCI 1H
CH3 P1 14.00 usec
PLW1 7.50000000 W
F2 - Processing parameters
SI 65536
SF 300.1300027 MHz
WDW EM
\ L SSB 0

LB 0.30 Hz
GB 0
PC 1.00




13C NMR of 3-((3-Hy droxy-4-methylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (17)
A AN A T 1
OH
DMSO-d6
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! |
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L IIIlHHW W
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ppm
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Current Data Parameters

NAME Andreas
EXPNO 137
PROCNO 1

F2 - Acquisition Parameters
Date 20180828

Time 12.58 h
INSTRUM spect

PROBHD Z104275 0375 (
PULPROG  jmod

TD 65536
SOLVENT DMSO
NS 17794

DS 4

SWH 18115.941 Hz
FIDRES 0.552855 Hz
AQ 1.8087935 sec
RG 201.81

DW 27.600 usec
DE 6.50 usec
TE 298.6 K
CNST2  145.0000000
CNST11 1.0000000

D1 2.00000000 sec
D20 0.00689655 sec

TDO 1

SFOI 754752953 MHz
NUCI 13C

P1 10.00 usec

P2 20.00 usec
PLW1 40.05500031 W
SFO2  300.1312005 MHz
NUC2 1H
CPDPRG[2  waltzl6
PCPD2 90.00 usec
PLW2 7.50000000 W
PLWI12  0.18148001 W
F2 - Processing parameters
SI 32768

SF 75.4677920 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40



'H NMR of 3-((5-H ydroxy-2-methylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-y1)-4H-1,2,6-thiadiazin-4-one (18)

Current Data Parameters
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13C NMR of 3-((5-H ydroxy-2-methylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4 H-1,2,6-thiadiazin-4-one (18)
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Current Data Parameters
NAME Andreas
EXPNO 135
PROCNO 1

F2 - Acquisition Parameters
Date 20180825

Time 20.33h
INSTRUM spect
PROBHD Z104275 0375 (
PULPROG jmod

TD 65536
SOLVENT DMSO
NS 24000

DS 4

SWH 18115.941 Hz
FIDRES 0.552855 Hz

AQ 1.8087935 sec
RG 201.81

DW 27.600 usec
DE 6.50 usec
TE 299.6 K

CNST2  145.0000000
CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec

TDO 1

SFO1 75.4752953 MHz
NUC1 13C

P1 10.00 usec

P2 20.00 usec

PLW1 40.05500031 W
SFO2  300.1312005 MHz

NuUC2 1H
CPDPRG2  waltzl6
PCPD2 90.00 usec

PLW2 7.50000000 W
PLW12  0.18148001 W
F2 - Processing parameters

SI 32768

SF 75.4677922 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40



"HNMR of 3-M orpholino-5-(1H-pyrrolo[2,3-b]pyridin-4-y1)-4H-1,2,6-thiadiazin-4-one (19) Current Data Parameters
NAME Andreas
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F2 - Processing parameters
SI 65536
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LB 0.30 Hz
GB 0
PC 1.00
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13C NMR of 3-M orpholino-5-(1H

-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (19)
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Current Data Parameters

NAME Andreas
EXPNO 139
PROCNO 1

F2 - Acquisition Parameters
Date 20180831

Time 18.13h
INSTRUM spect

PROBHD Z104275 0375 (

PULPROG jmod
TD 65536
SOLVENT DMSO
NS 23338

DS 4

SWH 18115.941 Hz
FIDRES 0.552855 Hz
AQ 1.8087935 sec
RG 201.81

DW 27.600 usec
DE 6.50 usec

TE 2983 K
CNST2  145.0000000
CNSTI11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec
TDO 1

SFOL1 75.4752953 MHz
NUC1 13C

P1 10.00 usec

P2 20.00 usec
PLW1 40.05500031 W
SFO2 300.1312005 MHz
NuC2 1H
CPDPRG2  waltzl6
PCPD2 90.00 usec
PLW2 7.50000000 W
PLW12 0.18148001 W
F2 - Processing parameters
SI 32768

SF 75.4677913 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40



'H NMR of 3-(4-M ethylpiperazin-1-y1)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (20)
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Current Data Parameters

NAME Kalogirou
EXPNO 633
PROCNO 1

F2 - Acquisition Parameters
Date 20190802
Time 16.12
INSTRUM spect

PROBHD 5 mm PABBO
BB-

PULPROG 7g30

TD 65536

SOLVENT DMSO

NS 16

DS 2

SWH 10000.000 Hz

FIDRES 0.152588 Hz

AQ 3.2767999 sec

RG 90.5

DW 50.000 usec

DE 6.50 usec

TE 298.4 K

Dl 1.00000000 sec

TDO 1
CHANNEL f1 =

SFO1 500.0361158 MHz

NUCI IH

P1 12.00 usec

PLW1 14.50000000 W

F2 - Processing parameters

SI 65536

SF 500.0330279 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00



|pyridin-4-y1)-4H-1,2,6-thiadiazin-4-one (20)

13C NMR of 3-(4-M ethylpiperazin-1-yl)-5-(1H-pyrrolo[2,3-b
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Current Data Parameters

NAME Kalogirou
EXPNO 634
PROCNO 1

F2 - Acquisition Parameters
Date 20190803

Time 12.39

INSTRUM spect
PROBHD 5 mmPABBO BB-
PULPROG jmod

TD 65536
SOLVENT DMSO
NS 19000

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 2050

DW 16.800 usec
DE 6.50 usec
TE 298.5K
CNST2  145.0000000
CNST11 1.0000000

D1 2.00000000 sec
D20 0.00689655 sec

TDO 1
CHANNEL f1

SFOL1 125.7459782 MHz

NUCI 13C

P1 9.20 usec

P2 18.40 usec

PLW1  140.00000000 W
CHANNEL 12

SFO2  500.0350280 MHz

NuUC2 1H

CPDPRG2  waltzl6

PCPD2 80.00 usec

PLW2 14.50000000 W

PLWI12 032624999 W

F2 - Processing parameters

ST 32768

SF 125.7334732 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB O

PC 1.40



'H NMR of 3-((1H-pyrrolo[2,3-b]pyridin-4-yl)amino)-5-(4-methylpiperazin-1-yl)-4H-1,2,6-thiadiazin-4-one (21)
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Current Data Parameters
NAME Kalogirou
EXPNO 488
PROCNO 1

F2 - Acquisition Parameters
Date 20171224

Time 11.04
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 7g30

TD 65536
SOLVENT DMSO
NS 16

DS 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec

RG 144

DW 50.000 usec

DE 6.50 usec

TE 2959K

D1 1.00000000 sec

TDO 1
CHANNEL f1

SFO1 500.0361158 MHz

NUC1 1H

P1 12.00 usec

PLW1 14.50000000 W

F2 - Processing parameters

SI 65536

SF 500.0330315 MHz
WDW EM

SSB 0

LB 0.30Hz

GB 0

PC 1.00



3C NMR of 3-((1H-pyrrolo[2,3-b]pyridin-4-yl)amino)-5-(4-methylpiperazin-1-yl)-4H-1,2,6-thiadiazin-4-one (21) %fﬁfg Datalgzll‘afr}eters
ogirou
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160 155 150 145 140 135 130 125 120 15 110 105 100 95 90 SI 32768
——— 77— 777 SF 125.7334738 MHz
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O \SZISW . EM
ppm

LB 1.00 Hz
S44 B 0

T~ o~ 4 A



"THNMR of 3-((1H-indazol-5-yl)amino)-5-(4-methylpiperazin-1-yl)-4H-1,2,6-thiadiazin-4-one (22)
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Current Data Parameters
NAME Kalogirou
EXPNO 572
PROCNO 1

F2 - Acquisition Parameters
Date 20181031

Time 15.46
INSTRUM spect
PROBHD 5 mmPABBO BB-
PULPROG 7g30

TD 65536
SOLVENT DMSO
NS 16

DS 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec

RG 101

DW 50.000 usec

DE 6.50 usec

TE 294.8 K

D1 1.00000000 sec

TDO 1
CHANNEL f1

SFO1 500.0361158 MHz

NUC1 1H

P1 12.00 usec

PLW1 14.80000019 W

F2 - Processing parameters

SI 65536

SF 500.0330315 MHz
WDW EM

SSB 0

LB 0.30Hz

GB O

PC 1.00



13C NMR of 3-((1H-indazol-5-yl)amino)-5-(4-methylpiperazin-1-yl)-4H-1,2,6-thiadiazin-4-one (22)
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Current Data Parameters
NAME Kalogirou
EXPNO 571
PROCNO 1

F2 - Acquisition Parameters
Date 20181031

Time 9.13

INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG jmod

TD 65536
SOLVENT DMSO
NS 16000

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec

RG 2050

DW 16.800 usec
DE 6.50 usec
TE 296.6 K

CNST2  145.0000000
CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec

TDO 1

CHANNEL {1 ==
SFO1 125.7459782 MHz
NUCI 13C
P1 9.40 usec
P2 18.80 usec
PLW1 140.00000000 W
== CHANNEL 2=
SFO2 500.0350280 MHz
NuUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec

PLW2 14.80000019 W
PLW12 0.33300000 W
F2 - Processing parameters

SI 32768

SF 125.7334711 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB O

PC 1.40



"HNMR of 3-((1 H-indazo}- 5-yl)amino)- 5-(3-hydroxyphenyl)-4H- 1,2,6-thiadiazin-4-one (23) Current Data Parameters
NAME Kalogirou
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"HNMR of 3-((1 H-indazo}- 5-yl)amino)- 5-(3-hydroxyphenyl)-4H- 1,2,6-thiadiazin-4-one (23) Current Data Parameters
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"HNMR of 3-((1 H-indazol-5-yl)amino)- 5-(5-hydroxy-2-methylphenyl)-4H- 1,2, 6- thiadiazin-4-one (24) DMSO Current Data Parameters
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15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0



13C NMR of 3-((1 H-indazol- 5-yl)amino)- 5-(5- hydroxy-2-methylphenyl)-4H- 1,2,6- thiadiazin-4-one (24)
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5282 R33BEREIAE : ]
T FEEERREES 5 :
W7 SRR TN
5 22 B g & 53 5 88 3 38
: 53 o S¢ % 33 8 ua 2 B3
R AR Y ]
| ' | l
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|1 L ]L AY W
T T T T T T T T T T T T
160 155 150 145 140 135 130 125 120 115 110
ppm
H,C
o
NH DMSO-d6
N, Ne _N
|
T T 1T 7 1 T T T T T T 1T 7™ 1T T 1 T T T T T T T T
10 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
ppm
S50

Current Data Parameters

NAME Kalogirou
EXPNO 565
PROCNO 1

F2 - Acquisition Parameters
Date 20181017

Time 9.11

INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG jmod

TD 65536
SOLVENT DMSO
NS 15800

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 2050

DW 16.800 usec
DE 6.50 usec
TE 298.0K
CNST2  145.0000000
CNST11 1.0000000

D1 2.00000000 sec
D20 0.00689655 sec

TDO 1
CHANNEL fl ==

SFO1 125.7459782 MHz

NUCI 13C

Pl 9.40 usec

P2 18.80 usec

PLW1  140.00000000 W
CHANNEL f2 —=

SFO2  500.0350280 MHz

NUC2 H

CPDPR(G2  waltzl6

PCPD2 80.00 usec

PLW2 14.80000019 W

PLWI12  0.33300000 W

F2 - Processing parameters

SI 32768

SF 125.7334731 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40



"HNMR of 3-(1H -indazol-5-yl)amino)-5-(3-methoxyphenyl)-4H-1,2,6-thiadiazin-4-one (25) Current Data Parameters
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3 I EXPNO 145
PROCNO 1
F2 - Acquisition Parameters
gk g Date 20180928
iV i Time 15.28h
INSTRUM spect
| PROBHD 7104275 0375 (
1 PULPROG 2230
J\ A/]\ D 65536
: : SOLVENT DMSO
8' ,5' NS 16
T = T T T T = T T T T DS 2
83 82 81 80 79 SWH 6009.615 Hz
FIDRES 0.183399 Hz
H20 AQ 5.4525952 sec
RG 201.81
O DW 83.200 usec
NH _ CH3 DE 6.50 usec
J | | ') TE 2958 K
N NN DMSO DI 1.00000000 sec
NH ~g” DO 1
SFO1 300.1318533
MHz
NUC1 1H
| | Pl 14.00 usec
| | l PLW1 7.50000000 W
| F2 - Processing parameters
| SI 65536
k e Lu l ‘ l SF 300.1300025 MHz
) ! ~ WDW EM
R : ERT T : SSB 0
I R I ——————..,— 0.30 Hz
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 o GB O

ppm PC 1.00



3C NMR of 3-(1H -indazol-5-yl)amino)-5-(3-methoxyphenyl)-4H-1,2,6-thiadiazin-4-one (25) Current Data Parameters
NAME Andreas

177
543
530
879
088
563
036

MO O ™
or B8  =BBw3883 SRBI 8 EXPNO 146
88 ©3 HE3SINNNLCES 9 PROCNO 1
\YARY, N, N N LA F2 - Acquisition Parameters
Date 20180929
©Q S 2 k2 8 2 g 2go 258 Time 1510k
o~ 8 3 =® 8 ® 3 B S < NS INSTRUM spect
B8 B 3 68 8 @ & R £EEE PROBHD Z104275_0375 (
| | \ / | [/ — NS PULPROG ~ jmod
D 65536
! | SOLVENT DMSO
| NS 22000
| DS 4
SWH 18115.941 Hz
FIDRES  0.552855 Hz
AQ 1.8087935 sec
RG 201.81
DW 27.600 usec
T T T T T T T T T T T
160 155 150 145 140 135 130 125 120 115 110 ?}E 269‘23‘;2“
ppm ;
CNST2  145.0000000
CNSTI1  1.0000000
O D1 2.00000000 sec
NH _ CH3 DMSO-d6 D20 0.00689655 sec
/ O TDO 1
N | | SFOl 754752953 MHz
\ N N NUC1 13C
NH ~g” Pl 10.00 usec
P2 20.00 usec
PLW1  40.05500031 W
SFO2  300.1312005 MHz
NUC2 H
CPDPRG]2  waltz6
PCPD2 90.00 usec
IS AN AT MY A DI UV AR N ML W Ayl PILW2 7.50000000 W
PLWI2  0.18148001 W
F2 - Processing parameters
SI 32768
SF 75.4677905 MHz
WDW EM
SSB 0
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T LB 100 HZ
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O G o
ppm PC 1.40

S52



"H NMR of 3-((1 H-indazol- 5-yl)amino)- 5-(2- fluoropyridin-4-yl)-4H- 1,2,6-thiadiazin-4-one (26)
1 I N
85 g g 58 g S288 83
¥ ¥ N N
| il
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|—<|D—| T ' c\!) | ' CI» |—®|—| T T
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ppm
0 = IN
NH X
J F
N |
' N _N
NH S H20 DMSO
| II
|
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AL J LAJU “ A Jk AJL | A
T T SR
T T T T ‘_I T T T "_ T T ‘_' T T T T T T T
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Current Data Parameters
NAME Kalogirou
EXPNO 568
PROCNO 1

F2 - Acquisition Parameters
Date 20181026

Time 15.48
INSTRUM spect
PROBHD 5 mmPABBO
BB-

PULPROG zg30

TD 65536
SOLVENT DMSO
NS 16

DS 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec

RG 114

DW 50.000 usec

DE 6.50 usec

TE 2952 K

D1 1.00000000 sec

TDO 1
CHANNEL f1

SFOL1 500.0361158 MHz
NUC1 1H

P1 12.00 usec
PLW1 14.80000019 W

F2 - Processing parameters

SI 65536

SF 500.0330319 MHz
WDW EM

SSB 0

LB 0.30Hz

GB 0

PC 1.00



opyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (26)
O O TONOTULLOLNNKNSNOOOOANOD O
QBB EINBBIIILBIZELLRY $
TUBBEEENEEH88Yyegdess h
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Current Data Parameters

NAME Kalogirou
EXPNO 569
PROCNO 1

F2 - Acquisition Parameters
Date 20181029

Time 9.06

INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG Jjmod

TD 65536
SOLVENT DMSO
NS 27500

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 2050

DW 16.800 usec
DE 6.50 usec
TE 296.9K
CNST2  145.0000000
CNSTI11 1.0000000

D1 2.00000000 sec
D20 0.00689655 sec

TDO 1
CHANNEL f] =——

SFO1 125.7459782 MHz

NUC1 13C

P1 9.40 usec

P2 18.80 usec

PLW1  140.00000000 W
CHANNEL 2 =—

SFO2 500.0350280 MHz

NUC2 1H

CPDPRG2  waltzl6

PCPD2 80.00 usec

PLW2 14.80000019 W

PLW12  0.33300000 W

F2 - Processing parameters

SI 32768

SF 125.7334716 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
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