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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) 
 
 
CI-3 #922-959 RT: 3.98-4.14 AV: 38 NL: 2.70E7
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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CI-3 #922-959 RT: 3.98-4.14 AV: 38 NL: 2.70E7
T: FTMS + c 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 + c ESI Full ms [150.0000-2000.0000]
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AKCY-CI-1 #1013-1051 RT: 4.38-4.54 AV: 39 NL: 4.20E7
T: FTMS + c 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 + c ESI Full ms [150.0000-2000.0000]
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AKCY-CI-2 #826-871 RT: 3.57-3.76 AV: 46 NL: 1.83E6
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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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 + c ESI Full ms [150.0000-2000.0000]
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CI-5 #915-955 RT: 3.95-4.13 AV: 41 NL: 7.35E7
T: FTMS + c 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) 
 
CI-4 #835-879 RT: 3.61-3.80 AV: 45 NL: 3.00E7
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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CI-4 #840-878 RT: 3.63-3.79 AV: 39 NL: 3.45E7
T: FTMS + c 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 + c ESI Full ms [150.0000-2000.0000]
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CI-6 #785-821 RT: 3.39-3.55 AV: 37 NL: 8.57E7
T: FTMS + c 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 + c ESI Full ms [150.0000-2000.0000]
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CI-7 #522-564 RT: 2.26-2.44 AV: 43 NL: 3.21E7
T: FTMS + c 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 + c ESI Full ms [150.0000-2000.0000]

200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000
m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

a
tiv

e 
A

bu
nd

a
nc

e

344.12803

172.56769

389.27897

411.26088 732.39993269.22176

197.00045

461.20681 612.34276 799.53276 1951.77379917.09265 1396.320011121.99575 1823.758511321.98145 1557.20386 1741.86890

 
 
C2-5 #457-492 RT: 1.97-2.13 AV: 36 NL: 2.17E7
T: FTMS + c 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 + c ESI Full ms [150.0000-2000.0000]
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C3-5 #575-622 RT: 2.48-2.69 AV: 48 NL: 5.81E7
T: FTMS + c ESI Full ms [150.0000-2000.0000]
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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 + c ESI Full ms [150.0000-2000.0000]
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C3-2 #887-917 RT: 3.83-3.96 AV: 31 NL: 1.75E7
T: FTMS + c 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 + c ESI Full ms [150.0000-2000.0000]
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C3-4 #891-925 RT: 3.85-4.00 AV: 35 NL: 3.89E7
T: FTMS + c 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 + c ESI Full ms [150.0000-2000.0000]
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C3-1 #1067-1099 RT: 4.61-4.75 AV: 33 NL: 2.72E7
T: FTMS + c 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) 
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S2. 1H and 13C NMR spectra of all new compounds 
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PLW1         7.50000000 W            
F2 - Processing 
parameters
SI                65536              
SF          300.1300022 
MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              
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1H NMR of 3-((3-Acetylphenyl)amino)-5-chloro-4H-1,2,6-thiadiazin-4-one (6)
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13C NMR of 3-((3-Acetylphenyl)amino)-5-chloro-4H-1,2,6-thiadiazin-4-one (6)
Current Data Parameters
NAME            Andreas              
EXPNO                83              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20171208              
Time               9.51 h            
INSTRUM           spect              
PROBHD   Z104275_0375 (              
PULPROG            jmod              
TD                65536              
SOLVENT            DMSO              
NS                13514              
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                295.7 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
SFO1         75.4752953 MHz          
NUC1                13C              
P1                10.00 usec         
P2                20.00 usec         
PLW1        40.05500031 W            
SFO2        300.1312005 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
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              
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Current Data Parameters
NAME          Kalogirou              
EXPNO               463              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20171202              
Time              15.16              
INSTRUM           spect              
PROBHD   5 mm PABBO 
BB-              
PULPROG            zg30              
TD                65536              
SOLVENT           CDCl3              
NS                   16              
DS                    2              
SWH           10000.000 Hz           
FIDRES         0.152588 Hz           
AQ            3.2767999 sec          
RG                  181              
DW               50.000 usec         
DE                 6.50 usec         
TE                296.8 K            
D1           1.00000000 sec          
TD0                   1              
======== CHANNEL f1 
========
SFO1        500.0361158 MHz          
NUC1                 1H              
P1                12.00 usec         
PLW1        14.50000000 W            
F2 - Processing parameters
SI                65536              
SF          500.0330399 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              

6.706.756.806.856.906.957.007.057.107.157.207.257.307.35
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1H NMR of 3-Chloro-5-((3-methoxyphenyl)amino)-4H-1,2,6-thiadiazin-4-one (7)
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13C NMR of 3-Chloro-5-((3-methoxyphenyl)amino)-4H-1,2,6-thiadiazin-4-one (7) Current Data Parameters
NAME          Kalogirou              
EXPNO               464              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20171202              
Time              17.27              
INSTRUM           spect              
PROBHD   5 mm PABBO BB-              
PULPROG            jmod              
TD                65536              
SOLVENT           CDCl3              
NS                 5632              
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                297.6 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
======== CHANNEL f1 ========
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.00 usec         
P2                18.00 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ========
SFO2        500.0350280 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
PCPD2             80.00 usec         
PLW2        14.50000000 W            
PLW12        0.32624999 W            
F2 - Processing parameters
SI                32768              
SF          125.7334082 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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Current Data Parameters
NAME            Andreas              
EXPNO               247              
PROCNO                1              

F2 - Acquisition Parameters
Date_          20201202              
Time              12.04 h            
INSTRUM           spect              
PROBHD   Z104275_0375 (              
PULPROG            zg30              
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          
TD0                   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              

1H NMR of 3-Chloro-5-((3-hydroxyphenyl)amino)-4H-1,2,6-thiadiazin-4-one (8)
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13C NMR of 3-Chloro-5-((3-hydroxyphenyl)amino)-4H-1,2,6-thiadiazin-4-one (8)
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Current Data Parameters
NAME          Kalogirou              
EXPNO               470              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20171207              
Time               9.32              
INSTRUM           spect              
PROBHD   5 mm PABBO BB-              
PULPROG            jmod              
TD                65536              
SOLVENT            DMSO              
NS                12288              
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          
TD0                   1              
======== CHANNEL f1 ========
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.00 usec         
P2                18.00 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ========
SFO2        500.0350280 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
PCPD2             80.00 usec         
PLW2        14.50000000 W            
PLW12        0.32624999 W            
F2 - Processing parameters
SI                32768              
SF          125.7334742 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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Current Data Parameters
NAME          Kalogirou              
EXPNO               474              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20171212              
Time              19.56              
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                295.0 K            
D1           1.00000000 sec          
TD0                   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                 0.30 Hz           
GB       0              
PC                 1.00              

1H NMR of 3-Chloro-5-((5-hydroxy-2-methylphenyl)amino)-4H-1,2,6-thiadiazin-4-one (10)
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13C NMR of 3-Chloro-5-((5-hydroxy-2-methylphenyl)amino)-4H-1,2,6-thiadiazin-4-one (10) 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              
TD                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                296.3 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
======== CHANNEL f1 ========
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.00 usec         
P2                18.00 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ========
SFO2        500.0350280 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
PCPD2             80.00 usec         
PLW2        14.50000000 W            
PLW12        0.32624999 W            
F2 - Processing parameters
SI                32768              
SF          125.7334738 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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Current Data Parameters
NAME          Kalogirou              
EXPNO               431              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20171015              
Time               9.04              
INSTRUM           spect              
PROBHD   5 mm PABBO BB-              
PULPROG            zg30              
TD                65536              
SOLVENT           CDCl3              
NS                   16              
DS                    2              
SWH           10000.000 Hz           
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          
TD0                   1              
======== CHANNEL f1 ========
SFO1        500.0361158 MHz          
NUC1                 1H              
P1                12.00 usec         
PLW1        14.50000000 W            

F2 - Processing parameters
SI                65536              
SF          500.0330403 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              

1H NMR of 3-Chloro-5-(4-methylpiperazin-1-yl)-4H-1,2,6-thiadiazin-4-one (12)
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13C NMR of 3-Chloro-5-(4-methylpiperazin-1-yl)-4H-1,2,6-thiadiazin-4-one (12)
Current Data Parameters
NAME          Kalogirou              
EXPNO               432              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20171015              
Time              17.16              
INSTRUM           spect              
PROBHD   5 mm PABBO BB-              
PULPROG            jmod              
TD                65536              
SOLVENT           CDCl3              
NS                 9216              
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                295.6 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
======== CHANNEL f1 ========
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.00 usec         
P2                18.00 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ========
SFO2        500.0350280 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
PCPD2             80.00 usec         
PLW2        14.50000000 W            
PLW12        0.32624999 W            
F2 - Processing parameters
SI                32768              
SF          125.7334087 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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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            
D1           1.00000000 sec          
TD0                   1              
======== CHANNEL f1 ========
SFO1        500.0361158 MHz          
NUC1                 1H              
P1                12.00 usec         
PLW1        14.50000000 W            

F2 - Processing parameters
SI                65536              
SF          500.0330310 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              

1H NMR of 3-((1H-indazol-5-yl)amino)-5-chloro-4H-1,2,6-thiadiazin-4-one (13)
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13C NMR of 3-((1H-indazol-5-yl)amino)-5-chloro-4H-1,2,6-thiadiazin-4-one (13)
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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              
TD                65536              
SOLVENT            DMSO              
NS                14848              
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                297.1 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
======== CHANNEL f1 ========
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.00 usec         
P2                18.00 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ========
SFO2        500.0350280 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
PCPD2             80.00 usec         
PLW2        14.50000000 W            
PLW12        0.32624999 W            
F2 - Processing parameters
SI                32768              
SF          125.7334752 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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Current Data Parameters
NAME          Kalogirou              
EXPNO               554              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20180824              
Time              14.24              
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                  114              
DW               50.000 usec         
DE                 6.50 usec         
TE                298.9 K            
D1           1.00000000 sec          
TD0                   1              
======== CHANNEL f1 
========
SFO1        500.0361158 MHz          
NUC1                 1H              
P1                12.00 usec         
PLW1        14.80000019 W            

F2 - Processing parameters
SI                65536              
SF          500.0330327 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              

1H NMR of 3-((3-Acetylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (14)
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13C NMR of 3-((3-Acetylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (14)
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Current Data Parameters
NAME          Kalogirou              
EXPNO               553              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20180824              
Time               8.26              
INSTRUM           spect              
PROBHD   5 mm PABBO 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                302.1 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
======== CHANNEL f1 ========
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.40 usec         
P2                18.80 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ========
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              
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Current Data Parameters
NAME            Andreas              
EXPNO               132              
PROCNO                1              

F2 - Acquisition Parameters
Date_          20180813              
Time              12.44 h            
INSTRUM           spect              
PROBHD   Z104275_0375 (              
PULPROG            zg30              
TD                65536              
SOLVENT            DMSO              
NS                   16              
DS                    2              
SWH            6009.615 Hz           
FIDRES         0.183399 Hz           
AQ            5.4525952 sec          
RG               201.81              
DW               83.200 usec         
DE                 6.50 usec         
TE                298.0 K            
D1           1.00000000 sec          
TD0                   1              
SFO1        300.1318533 
MHz          
NUC1                 1H              
P1                14.00 usec         
PLW1         7.50000000 W            

F2 - Processing parameters
SI                65536              
SF          300.1300026 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              

1H NMR of 3-((3-Methoxyphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (15)
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13C NMR of 3-((3-Methoxyphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (15)
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Current Data Parameters
NAME            Andreas              
EXPNO               133              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20180814              
Time               8.11 h            
INSTRUM           spect              
PROBHD   Z104275_0375 (              
PULPROG            jmod              
TD                65536              
SOLVENT            DMSO              
NS                18000              
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                298.4 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
SFO1         75.4752953 MHz          
NUC1                13C              
P1                10.00 usec         
P2                20.00 usec         
PLW1        40.05500031 W            
SFO2        300.1312005 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
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              
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Current Data Parameters
NAME          Kalogirou              
EXPNO               555              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20180828              
Time              17.59              
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                  128              
DW               50.000 usec         
DE                 6.50 usec         
TE                299.0 K            
D1           1.00000000 sec          
TD0                   1              
======== CHANNEL f1 ====
SFO1        500.0361158 MHz          
NUC1                 1H              
P1                12.00 usec         
PLW1        14.80000019 W            
F2 - Processing parameters
SI                65536              
SF          500.0330327 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              

1H NMR of 3-((3-Hydroxyphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (16)
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13C NMR of 3-((3-Hydroxyphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (16)
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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            jmod              
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                301.0 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
======== CHANNEL f1 ========
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.40 usec         
P2                18.80 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ========
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          125.7334776 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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1H NMR of 3-((3-Hydroxy-4-methylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (17) Current Data Parameters
NAME            Andreas              
EXPNO               136              
PROCNO                1              

F2 - Acquisition Parameters
Date_          20180827              
Time              17.49 h            
INSTRUM           spect              
PROBHD   Z104275_0375 (              
PULPROG            zg30              
TD                65536              
SOLVENT            DMSO              
NS                   16              
DS                    2              
SWH            6009.615 Hz           
FIDRES         0.183399 Hz           
AQ            5.4525952 sec          
RG               201.81              
DW               83.200 usec         
DE                 6.50 usec         
TE                298.1 K            
D1           1.00000000 sec          
TD0                   1              
SFO1        300.1318533 MHz          
NUC1                 1H              
P1                14.00 usec         
PLW1         7.50000000 W            

F2 - Processing parameters
SI                65536              
SF          300.1300027 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              
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13C NMR of 3-((3-Hydroxy-4-methylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (17) 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          
TD0                   1              
SFO1         75.4752953 MHz          
NUC1                13C              
P1                10.00 usec         
P2                20.00 usec         
PLW1        40.05500031 W            
SFO2        300.1312005 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
PCPD2             90.00 usec         
PLW2         7.50000000 W            
PLW12        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              

N

NH
NH

O

N
S

N

OH

CH3

DMSO-d6

S36



0123456789101112131415
ppm

3.
06

1.
04

1.
01

1.
09

1.
01

1.
03

1.
01

1.
00

1.
00

1.
01

1.
03

1.
75
7

2.
15
6

2.
50
0

3.
33
6

3.
59
9

6.
56
2

6.
57
1

6.
59
0

6.
59
8

6.
77
2

6.
77
8

6.
78
3

6.
79
0

7.
05
2

7.
08
0

7.
11
8

7.
12
6

7.
54
7

7.
55
7

7.
56
7

7.
78
8

7.
80
5

8.
30
6

8.
32
3

9.
33
9

9.
57
6

11
.7
90

6.56.66.76.86.97.07.17.27.37.47.57.67.77.87.98.08.18.28.38.4
ppm

1.
04

1.
01

1.
09

1.
01

1.
03

1.
01

1.
00

6.
56
2

6.
57
1

6.
59
0

6.
59
8

6.
77
2

6.
77
8

6.
78
3

6.
79
0

7.
05
2

7.
08
0

7.
11
8

7.
12
6

7.
54
7

7.
55
7

7.
56
7

7.
78
8

7.
80
5

8.
30
6

8.
32
3

N

NH
NH

O

N
S

N

OH

CH3

1H NMR of 3-((5-Hydroxy-2-methylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (18) Current Data Parameters
NAME            Andreas              
EXPNO               134              
PROCNO                1              

F2 - Acquisition Parameters
Date_          20180824              
Time              18.44 h            
INSTRUM           spect              
PROBHD   Z104275_0375 (              
PULPROG            zg30              
TD                65536              
SOLVENT            DMSO              
NS                   16              
DS                    2              
SWH            6009.615 Hz           
FIDRES         0.183399 Hz           
AQ            5.4525952 sec          
RG               201.81              
DW               83.200 usec         
DE                 6.50 usec         
TE                299.3 K            
D1           1.00000000 sec          
TD0                   1              
SFO1        300.1318533 MHz          
NUC1                 1H              
P1                14.00 usec         
PLW1         7.50000000 W            

F2 - Processing parameters
SI                65536              
SF          300.1300028 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              
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13C NMR of 3-((5-Hydroxy-2-methylphenyl)amino)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (18) Current Data Parameters
NAME            Andreas              
EXPNO               135              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20180825              
Time              20.33 h            
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          
TD0                   1              
SFO1         75.4752953 MHz          
NUC1                13C              
P1                10.00 usec         
P2                20.00 usec         
PLW1        40.05500031 W            
SFO2        300.1312005 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
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              
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1H NMR of 3-Morpholino-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               138              
PROCNO                1              

F2 - Acquisition Parameters
Date_          20180830              
Time              17.07 h            
INSTRUM           spect              
PROBHD   Z104275_0375 (              
PULPROG            zg30              
TD                65536              
SOLVENT            DMSO              
NS                   16              
DS                    2              
SWH            6009.615 Hz           
FIDRES         0.183399 Hz           
AQ            5.4525952 sec          
RG               201.81              
DW               83.200 usec         
DE                 6.50 usec         
TE                297.9 K            
D1           1.00000000 sec          
TD0                   1              
SFO1        300.1318533 MHz          
NUC1                 1H              
P1                14.00 usec         
PLW1         7.50000000 W            

F2 - Processing parameters
SI                65536              
SF          300.1300027 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              
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13C NMR of 3-Morpholino-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (19) Current Data Parameters
NAME            Andreas              
EXPNO               139              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20180831              
Time              18.13 h            
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                298.3 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
SFO1         75.4752953 MHz          
NUC1                13C              
P1                10.00 usec         
P2                20.00 usec         
PLW1        40.05500031 W            
SFO2        300.1312005 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
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              
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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            zg30              
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            
D1           1.00000000 sec          
TD0                   1              
======== CHANNEL f1 =
SFO1        500.0361158 MHz          
NUC1                 1H              
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              

1H NMR of 3-(4-Methylpiperazin-1-yl)-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (20)
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13C NMR of 3-(4-Methylpiperazin-1-yl)-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               634              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20190803              
Time              12.39              
INSTRUM           spect              
PROBHD   5 mm PABBO 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                298.5 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
======== CHANNEL f1 ========
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.20 usec         
P2                18.40 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ========
SFO2        500.0350280 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
PCPD2             80.00 usec         
PLW2        14.50000000 W            
PLW12        0.32624999 W            
F2 - Processing parameters
SI                32768              
SF          125.7334732 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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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            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                295.9 K            
D1           1.00000000 sec          
TD0                   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                 0.30 Hz           
GB       0              
PC                 1.00              

1H 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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13C 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               489              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20171225              
Time               2.19              
INSTRUM           spect              
PROBHD   5 mm PABBO 
BB-              
PULPROG            jmod              
TD                65536              
SOLVENT            DMSO              
NS                17408              
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                297.3 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
====== CHANNEL f1 ==
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.00 usec         
P2                18.00 usec         
PLW1       140.00000000 W            
===== CHANNEL f2 ==
SFO2        500.0350280 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
PCPD2             80.00 usec         
PLW2        14.50000000 W            
PLW12        0.32624999 W            
F2 - Processing parameters
SI                32768              
SF          125.7334738 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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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 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                  101              
DW               50.000 usec         
DE                 6.50 usec         
TE                294.8 K            
D1           1.00000000 sec          
TD0                   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                 0.30 Hz           
GB       0              
PC                 1.00              

1H 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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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          
TD0                   1              
======== CHANNEL f1 ===
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.40 usec         
P2                18.80 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ===
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          125.7334711 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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Current Data Parameters
NAME          Kalogirou              
EXPNO               561              
PROCNO                1              

F2 - Acquisition Parameters
Date_          20180925              
Time              20.03              
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                  114              
DW               50.000 usec         
DE                 6.50 usec         
TE                297.0 K            
D1           1.00000000 sec          
TD0                   1              

======== CHANNEL f1 
========
SFO1        500.0361158 MHz          
NUC1                 1H              
P1                12.00 usec         
PLW1        14.80000019 W            

F2 - Processing parameters
SI                65536              
SF          500.0330318 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              

1H NMR of 3-((1H-indazol-5-yl)amino)-5-(3-hydroxyphenyl)-4H-1,2,6-thiadiazin-4-one (23) 
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1H NMR of 3-((1H-indazol-5-yl)amino)-5-(3-hydroxyphenyl)-4H-1,2,6-thiadiazin-4-one (23) 
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Current Data Parameters
NAME          Kalogirou              
EXPNO               562              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20180926              
Time               8.53              
INSTRUM           spect              
PROBHD   5 mm PABBO BB-              
PULPROG            jmod              
TD                65536              
SOLVENT            DMSO              
NS                14500              
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                299.7 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
======== CHANNEL f1 ========
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.40 usec         
P2                18.80 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ========
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          125.7334757 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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Current Data Parameters
NAME          Kalogirou              
EXPNO               564              
PROCNO                1              

F2 - Acquisition Parameters
Date_          20181016              
Time              19.13              
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                  114              
DW               50.000 usec         
DE                 6.50 usec         
TE                295.6 K            
D1           1.00000000 sec          
TD0                   1              

======== CHANNEL f1 
========
SFO1        500.0361158 MHz          
NUC1                 1H              
P1                12.00 usec         
PLW1        14.80000019 W            

F2 - Processing parameters
SI                65536              
SF          500.0330318 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              

1H NMR of 3-((1H-indazol-5-yl)amino)-5-(5-hydroxy-2-methylphenyl)-4H-1,2,6-thiadiazin-4-one (24)
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13C NMR of 3-((1H-indazol-5-yl)amino)-5-(5-hydroxy-2-methylphenyl)-4H-1,2,6-thiadiazin-4-one (24)
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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                298.0 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
======== CHANNEL f1 ====
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.40 usec         
P2                18.80 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 ====
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          125.7334731 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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Current Data Parameters
NAME            Andreas              
EXPNO               145              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20180928              
Time              15.28 h            
INSTRUM           spect              
PROBHD   Z104275_0375 (              
PULPROG            zg30              
TD                65536              
SOLVENT            DMSO              
NS                   16              
DS                    2              
SWH            6009.615 Hz           
FIDRES         0.183399 Hz           
AQ            5.4525952 sec          
RG               201.81              
DW               83.200 usec         
DE                 6.50 usec         
TE                295.8 K            
D1           1.00000000 sec          
TD0                   1              
SFO1        300.1318533 
MHz          
NUC1                 1H              
P1                14.00 usec         
PLW1         7.50000000 W            
F2 - Processing parameters
SI                65536              
SF          300.1300025 MHz          
WDW                  EM              
SSB      0              
LB                 0.30 Hz           
GB       0              
PC                 1.00              

1H NMR of 3-((1H-indazol-5-yl)amino)-5-(3-methoxyphenyl)-4H-1,2,6-thiadiazin-4-one (25)
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13C NMR of 3-((1H-indazol-5-yl)amino)-5-(3-methoxyphenyl)-4H-1,2,6-thiadiazin-4-one (25)
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Current Data Parameters
NAME            Andreas              
EXPNO               146              
PROCNO                1              
F2 - Acquisition Parameters
Date_          20180929              
Time              15.10 h            
INSTRUM           spect              
PROBHD   Z104275_0375 (              
PULPROG            jmod              
TD                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         
DE                 6.50 usec         
TE                296.2 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
SFO1         75.4752953 MHz          
NUC1                13C              
P1                10.00 usec         
P2                20.00 usec         
PLW1        40.05500031 W            
SFO2        300.1312005 MHz          
NUC2                 1H              
CPDPRG[2        waltz16              
PCPD2             90.00 usec         
PLW2         7.50000000 W            
PLW12        0.18148001 W            
F2 - Processing parameters
SI                32768              
SF           75.4677905 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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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 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                  114              
DW               50.000 usec         
DE                 6.50 usec         
TE                295.2 K            
D1           1.00000000 sec          
TD0                   1              

======== CHANNEL f1 
========
SFO1        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                 0.30 Hz           
GB       0              
PC                 1.00              
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1H NMR of 3-((1H-indazol-5-yl)amino)-5-(2-fluoropyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (26)
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13C NMR of 3-((1H-indazol-5-yl)amino)-5-(2-fluoropyridin-4-yl)-4H-1,2,6-thiadiazin-4-one (26)
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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            jmod              
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                296.9 K            
CNST2       145.0000000              
CNST11        1.0000000              
D1           2.00000000 sec          
D20          0.00689655 sec          
TD0                   1              
======== CHANNEL f1 =====
SFO1        125.7459782 MHz          
NUC1                13C              
P1                 9.40 usec         
P2                18.80 usec         
PLW1       140.00000000 W            
======== CHANNEL f2 =====
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          125.7334716 MHz          
WDW                  EM              
SSB      0              
LB                 1.00 Hz           
GB       0              
PC                 1.40              
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