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[image: ]Figure 1. 1H-NMR spectrum of compound 4a
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Figure 2. 13C-NMR spectrum of compound 4a
[image: ]Figure 3. Mass spectrum of compound 4a
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Figure 4. 1H-NMR spectrum of compound 4b
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Figure 5. 13C-NMR spectrum of compound 4b
[image: ]Figure 6. Mass spectrum of compound 4b
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Figure 7. 1H-NMR spectrum of compound 4c
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Figure 8. 13C-NMR spectrum of compound 4c
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Figure 9. Mass spectrum of compound 4c
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Figure 10. 1H-NMR spectrum of compound 4d
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Figure 11. 13C-NMR spectrum of compound 4d
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Figure 13. 1H-NMR spectrum of compound 4e
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Figure 14. 13C-NMR spectrum of compound 4e
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Figure 15. 1H-NMR spectrum of compound 4f
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Figure 17. 13C-NMR spectrum of compound 4f
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Figure 18. Mass spectrum of compound 4f
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Figure 19. 1H-NMR spectrum of compound 4g
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Figure 20. 13C-NMR spectrum of compound 4g
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Figure 22. 1H-NMR spectrum of compound 4h
[image: ]
Figure 23. 13C-NMR spectrum of compound 4h
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Figure 25. 1H-NMR spectrum of compound 4i
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Figure 26. 13C-NMR spectrum of compound 4i
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Figure 27. Mass spectrum of compound 4i
[image: ]
Figure 28. 1H-NMR spectrum of compound 4j
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Figure 29. 13C-NMR spectrum of compound 4j
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Figure 30. Mass spectrum of compound 4j


[image: ]Figure 31. 1H-NMR spectrum of compound 4k
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Figure 32. 13C-NMR spectrum of compound 4k
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Figure 33. Mass spectrum of compound 4k
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Formula Predictor Report - BB-8_65.Icd

Data File: C:\LabSolutions\Data\Analiz\uac\BB-8_65.lcd

Eimt | Val| Min Max _Elmt | Val| Min Max _Elmt | Val Min Max _Elmt  Val | Min Max Use Adduct
H 1 10 40 0 | 2 0 4 s | 2 11  Ru 2 ) H
c | 4 9 4 F |1 o o o |1 0 0o Pd | 2 0o o
N |3 2 8 P |3 o o B |1 o o 1 |3 0o o
Error Margin (ppm): 7 Electron lons: both
HC Ratio: unlimited Use MSn Info: yes
Max Isotopes: 3 Isotope Res: 9000
MSn Iso RI (%): 10.00 Max Results: 150
Event#: 1 MS(E+) Ret. Time: 3.373 Scan# : 507
8.000e59
7.000e5]
6.000e57
5.000e5]
336.1261
4.000e57
3.000e5:
2.000e57 337.1284
294.p790
1.000e57
ol 1| : : : : : : :
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 336.1261 m/z
336.1261
100.07
50.01
3371284
o : : : : A : : :
336.0 336.5 337.0 387.5 338.0 338.5 339.0 339.5
C18 H17 N5 S [M+H]+ : Predicted region for 336.1277 m/z
336.1277
100.0
50.0
337.1305
338.1269
o : : : : A : : :
336.0 336.5 337.0 387.5 338.0 338.5 339.0 339.5
Rank _Score Formula (M) lon Meas.miz__Pred. m/z _DF.(mDa) DF.(ppm) _ lso _DBE
1 76.98 C18HI17N5S M+HT+ 336.1261 3361277 ET 476 84.96  13.0

Page 1of 1





image7.png
8.31
8.28
8.26
8.23
8.18
8.08
8.06
7.97
7.96
7.40
7.39
—3.37
—2.50
—2.32

Current Data Parameters

NAME
EXPNO
PROCNO

MM-3
1
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

CHANNEL f1 =

20211214
9.58
FOURIER300

5 mm DUL 13C-1
zg

16384

DMSO

16

0

6103.516
0.372529
1.3421773
501.187

81.920

6.50

291.4
3.00000000

1

300.1818537
1H

13.00
10.00000000

Hz
Hz
sec

usec
usec

sec

usec
w

F2 - Processing parameters

65536
300.1800000
EM

0

0.30

0

1.00

MHz

Hz




image8.png
Current Data Parameters
NAME MM-2
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211213
Tine 22.37
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 2909
™ 32768
SOLVENT DuSO
NS 2048
DS 4
B 24414.062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
&G 501.187
o 20,480 usec
DE 6.50 usec
® 291.5 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0189999998 sec
a0 0100093950 sec
L4 23
L5 26
532 90.00 usec
00 1
£ =
75.4878687 MHz
130
15.00 usec
15.00000000 W
CHANNEL £2
SFO2 300.1812007 MHz
Nucz 18
CPDPRG[2 waltzl6
PCPD2 90.00 usec
L2 10.00000000 W
L2 020863999 W
PLH13 010495000 W
£2 - Processing parameters
51 32768
SF 75.4803210 Maz
Wi M
ssB o
T T T T T T T T T 54 10g e
180 160 140 120 100 80 60 40 20 ppmezc 40





image9.png
Formula Predictor Report - BC-8_76 Icd Page 10f 1
Data File: C-\LabSolutions\Data\Analiz\uac\BC-8_76 Icd
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Formula Predictor Report - MB-6_69.lcd Page 10of 1

Data File: C:\LabSolutions\Data\Analiz\uac\MB-6_69.lcd

Eimt | Val| Min Max _Elmt | Val.| Min Max _Emt  Val| Min Max _ Elmt | Val| Min Max Use Adduct
H | 1 0 40 O | 2 0 5 s | 2 0 1 Ru | 2 0 o0 H
c | 4 10 40 F |1 o o ¢ |1 0 0 Pd | 2 0 0
N 3 2 10 P |3 o 0o B |1 0 0 1 3 0 0
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HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
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Rank _Score| Formula (M) lon Meas. m/z _Pred. m/z_Df.(mDa) Df.(ppm)  lIso_ DBE

1 0.00 C22H23N5 S [M+H]+ 390.1751 390.1747 0.4 1.03 0.00 14.0
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Formula Predictor Report - MM-2_77 lcd

Data File: C:\LabSolutions\Data\Analiz\uac\MM-2_77 lcd

Page 10f 1
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N |3 2 6 P 3 0 0 B |1 0 0 13 0 0
Error Margin (ppm): 5 DBE Range: 5.0 -20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Eventi#: 1 MS(E+) Ret Time:3.360 Scan#: 505
1.800e5]
1.600e5]
1.400e5]
1.200e5
1.000e5]
8.000e4 35011432
6.000e4-
4.000e4 351.1415
2.000e4 2481136
[
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 350.1432 m/z
350.1432
100.04
50.0{
351/]415
[
350.0 3505 351.0 3515 3520 3525 353.0 3535
C19H19 N5 S [M+H]+ : Predicted region for 350.1434 m/z
350.1434
100.0,
50.0{
351.1461
352.1427
o , ‘ , A ‘
350.0 350.5 351.0 3515 3520 3525 353.0 3535
Rank _Score Formula (M) lon Meas.m/z__Pred. miz_Df.(mDa) Df.(ppm)  Iso _DBE
1 0.00 CI9HION5S M+H]- 3501432 350.1434 02 057 000 130
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Current Data Parameters

NAME MM-10
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211213
Time 18.28
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 23.1293
DW 81.920 usec
DE 6.50 usec
TE 291.8 K
D1 3.00000000 sec
TDO 1

== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H
Pl 13.00 usec
PLW1 10.00000000 W
F2 - Processing parameters
ST 65536
SF 300.1799976 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

M/\/\M‘\ k -
8 7 6 5 4 3 2 1  ppm

1.75
.74
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0
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Current Data Parameters
NAME MM-10
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211213
Time 18.30
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
TD 32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 291.7 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec
L4 23
L5 26
P32 90.00 usec
TDO 1
CHANNEL f1 =
75.4878687 MHz
13C
15.00 usec
15.00000000 W
CHANNEL f2
SFO02 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLW13 0.10495000 W
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB 0
T T v ™ -+ -+ B 1.00 Hz
T T T T T T T T T PSS 0
180 160 140 120 100 80 60 40 20 ppmec 1.40
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Formula Predictor Report - MB-10_73 lcd

Data File: C:\LabSolutions\Data\Analiz\uac\MB-10_73 lcd

Page 10f 1

Eimt | Val. Min Max _Emt  Val| Min Max _Eimt | Val| Min Max _Elmt Val| Min Max Use Adduct
H 1 10 4 0 | 2 0 5 5 |2 0 1  Ru | 2 0 0 H
c 4 10 40 F 1 0o 0 o 1 0 0 Pd 2 [}
N3 2 10 P | 3 0 0 B |1 0 0 13 0o 0
Error Margin (ppm): 5 DBE Range: 5.0 -25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Eventi: 1 MS(E+) Ret Time:3.827 Scan#: 575
90000.0
80000.0
70000.04
60000.04 4141383
50000.04
40000.04
30000.04
2000001 4151411
207.5694 317
10000.0§
3252142
o
100.0 2000 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 414.1383 m/z
4141383
100.04
50.0{
41511411
[
414.0 4145 4150 4155 416.0 4165 417.0 4175
C23H19 N5 0 S [M+H]+ : Predicted region for 414.1383 m/z
4141383
100.0,
50.0{
4151412
416.1387
0 : : : ) — ‘
414.0 4145 4150 4155 416.0 4165 417.0 4175
Rank _Scorel Formula (M) lon Meas.m/z__Pred. miz_Df.(mDa) Df.(ppm)  Iso _DBE
1 000 C23HION50S M+H[- 4141383 414.1383 0.0 000 000 170
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Current Data Parameters

NAME MB-11
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20211213

Time 23.37
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg

TD 16384
SOLVENT DMSO

NS 16

DS 0

SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 16.9034

DW 81.920 usec
DE 6.50 usec
TE 291.4 K
D1 3.00000000 sec
TDO 1

= = CHANNEL f1 =
SFO1 300.1818537 MHz
NUC1 1H

Pl 13.00 usec
PLW1 10.00000000 W
F2 - Processing parameters
ST 65536

SF 300.1800000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters

NAME MB-11
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211213
Time 23.39
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
TD 32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 291.4 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec
L4 23
L5 26
P32 90.00 usec
TDO 1
SFO1 75.4878687 MHz
NUC1 13C
Pl 15.00 usec
PLW1 15.00000000 W
CHANNEL f2
300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLW13 0.10495000 W
F2 - Processing parameters
SI 32768
SF 75.4803210 MHz
WDW EM
SSB 0
1.00 Hz
GB 0
1.40
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Formula Predictor Report - MB-11_74 lcd Page 10f 1

Data File: C:\LabSolutions\Data\Analiz\uac\MB-11_74 lcd

Eimt | Val. Min Max _Emt  Val| Min Max _Eimt | Val| Min Max _Elmt Val| Min Max Use Adduct
H 1 10 4 0 | 2 0 5 5 |2 0 1  Ru | 2 0 0 H
c 4 10 40 F 1 0o 0 o 1 0 0 Pd 2 [}
N3 2 10 P | 3 0 0 B |1 0 0 13 0o 0
Error Margin (ppm): 5 DBE Range: 5.0 -25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150

Event# 1 MS(E+) Ret Time - 3680 Scan# : 553

3.000e5q
2.500e59
2.000e5q
1.500e5
1.000e5

308 p935 365.1618
5.000e4-

°

100.0 2000 300.0 400.0 500.0 600.0 700.0 800.0 900.0

Measured region for 364.1597 m/z

364.1597
100.04
50.04
3651618
0
3640 3645 365.0 3655 366.0 3665 367.0 3675

€20 H21 N5 S [M+H]+ : Predicted region for 364.1590 m/z

364.1500

100.0,

50.0{

365.1618
366.1586
o : : : 1 , ‘
364.0 364.5 365.0 365.5 366.0 366.5 367.0 367.5

Rank _Score Formula (M) lon Meas.m/z__Pred. miz_Df.(mDa) Df.(ppm)  Iso _DBE

1 0.00 C20H21N5S [M+HJ+ 3641597 364.1590 07 192 000 130
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Current Data Parameters

NAME MB-1
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211213
Time 19.30
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 21.9562
DW 81.920 usec
DE 6.50 usec
TE 291.6 K
D1 3.00000000 sec
TDO 1

== CHANNEL fl ========

300.1818537 MHz
1H
13.00 usec
10.00000000 W

F2 - Processing parameters

SI 65536
SF 300.1799970 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

M M J‘ A J

11 10 9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters
NAME MB-1
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211213
Time 19.32
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
TD 32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 291.6 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec
L4 23
L5 26
P32 90.00 usec
TDO 1
SFO1 75.4878687 MHz
NUC1 13C
Pl 15.00 usec
PLW1 15.00000000 W
CHANNEL f2 ==
300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLW13 0.10495000 W
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SsSB 0
_v_'_v_'_!_'_v_'_v_'_!_'_v_'_v_'_v_'_!_‘LB 1.00 Hz
GB 0

180 160 140 120 100 80 60 40 20  ppmsc 140
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Formula Predictor Report - MB-1_65.lcd Page 1of 1

Data File: C:\LabSolutions\Data\Analiz\uac\MB-1_65.lcd

Elmt  Val. Min Max Elmt  Val. Min Max Elmt  Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 10 40 o 2 0 5 S 2 0 2 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 2 10 P 3 0 0 Br 1 0 0 1 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso Rl (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time : 3.027 Scan# : 455
6.000e5+
5.500e54
5.000e5+
4.500e5-
4.000e54
3.500e5 322.1107
3.000e54
2.500e5+
2.000e5+
1.500e57 323.1162
1.000e54
5.000e4+4 | |
o N - : L : ‘
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured regiﬂn for 322.1107 m/z
322.1107
100.04
50.04
32341162
324f\1 03
322.0 3225 323.0 323.5 324.0 324.5 325.0 325.5
C17H15N5 S [M+H]+ : Predicted regiun for 322.1121 m/z
322.1121
100.04
50.04
323.1148
324.1110
o T T T T T ‘ T T T
322.0 3225 323.0 323.5 324.0 324.5 325.0 325.5
Rank Score Formula (M) lon Meas. m/z Pred. m/z Df. (mDa) Df. (Exn) Iso DBE

1 7326 C17HI5NS5S [M+H]+ 322.1107, 3221121 -1.4 -4.35 79.95 13.0




image4.png
C><)

—2.45
1

<

S\ WV

<

Current Data Parameters

NAME BC-8
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20211214
Time 2.43
INSTRUM FOURTER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
™ 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
a0 1.3421773 sec
RG 32.6996
oW 81.920 usec
DE 6.50 usec
TE 291.4 K
D1 3.00000000 sec
DO 1
CHANNEL f1
300.1818537 MHz
1H
13.00 usec

10.00000000 W

F2 - Processing parameters

ST 65536
SF 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
ca 0
PC 1.00

T T T T T T T T T 1

1" 10 9 8 7 6 5 3 1  ppm

2.00\
110
1.96/
1.08/~
0.90=
a4
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