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[bookmark: _Toc88040093]Figure S1. Compound 2a 1H-NMR spectrum
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[bookmark: _Toc88040095]Figure S2. Compound 2a 13C-NMR spectrum
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Figure S3. Compound 2a HRMS report
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Figure S4. Compound 2b 1H-NMR spectrum
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Figure S5. Compound 2b 13C-NMR spectrum
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Figure S6. Compound 2b HRMS report
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[bookmark: _Toc88040103]Figure S7. Compound 2c 1H-NMR spectrum
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Figure S8. Compound 2c 13C-NMR spectrum
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Figure S9. Compound 2c HRMS report
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Figure S10. Compound 2d 1H-NMR spectrum
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Figure S11. Compound 2d 13C-NMR spectrum
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Figure S12. Compound 2d HRMS report
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Figure S13. Compound 2e 1H-NMR spectrum
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[bookmark: _Toc88040114]Figure S14. Compound 2e 13C-NMR spectrum
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Figure S15. Compound 2e HRMS report
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Figure S16. Compound 2f 1H-NMR spectrum
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Figure S17. Compound 2f 13C-NMR spectrum
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[bookmark: _Toc88040123]Figure S18. Compound 2g 1H-NMR spectrum
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Figure S19. Compound 2g 13C-NMR spectrum
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Figure S20. Compound 2g HRMS report
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[bookmark: _Toc88040128]Figure S21. Compound 2h 1H-NMR spectrum
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[bookmark: _Toc88040129]Figure S22. Compound 2h 13C-NMR spectrum
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Figure S23. Compound 2h HRMS report
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[bookmark: _Toc88040133]Figure S24. Compound 2i 1H-NMR spectrum
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[bookmark: _Toc88040134]Figure S25. Compound 2i 13C-NMR spectrum
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Figure S26. Compound 2i HRMS report
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Figure S27. Compound 2j 1H-NMR spectrum
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[bookmark: _Toc88040139]Figure S28. Compound 2j 13C-NMR spectrum
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Figure S29. Compound 2j HRMS report
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Current Data Parameters
NAME DE-3
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210127
Time 14.23
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 3.981
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 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

U
11 10 9 8 7 6 5 4 3 2 1 ppm
3 5 Yol Y EERE
o Pe) - - all |<floolallad
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Formula Predictor Report - DE-3 3.lcd Page 10f 1
Data File: C:\LabSolutions\Data\Analiz\derya\DE-3_3.lcd
Eimt | Val.| Min Max _Elmt  Val| Min Max _Elmt | Val.| Min Max _ Elmt | Val.| Min Max Use Adduct
o1 9 3 0 2 0 4 s | 2 1 2  Ru 2 0 o0 H
c | 4 7 3 F |1 0o o c 1 0 0o Pd | 2 0o o
N3 o 5 P 3 o o B |1 0o o 1 3 0o o
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: 50
Event#: 1 MS(E+) Ret. Time : 1.520 ->2.107 _Scan# : 229 -> 317
1.400e6
1.200e6]
1.000e6
34311426
8.000e57
6.000e5]
4.000¢5 ik 381e%0
2,000e51
1000 150.0 2000 2500 3000 350.0 4000 4500 5000  550.0  600.0 _ 650.0  700.0
Measured region for 343.1426 m/z
343.1426
100.0
50.01
344.1464
345.1425
342.6 3428 3430 3432 3434 3436 3438 3440 3442 3444 3446 3448 3450 3452 3454
C14H22 N4 04 S [M+H]+ : Predicted region for 343.1435 m/z
3431435
100.0
50.01
344.1462
/’\ 345.1424
342.6 3428 3430 3432 3434 3436 3438 3440 3442 3444 3446 3448 3450 3452 3454
Rank _Scorel Formula (M) lon Meas. m/z__Pred.m/z__Df.(mDa) Df.(ppm)  lIso DBE
1 9256 C14H22N4 04S M+H[ 3431426 343.1435 09 262 947 60
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Formula Predictor Report - DE-4 4.Icd

Data File: C:\LabSolutions\Data\Analiz\derya\DE-4_4.lcd

Page 10f 1

Elmt | Val | Min Max _ Elmt  Val | Min Max _Elmt | Val| Min Max _ Elmt | Val | Min Max Use Adduct
Ho| 1 9 35 0 2 0 4 s 2 1 2 Ru 0 o0 H
c | 4 7 35 F |1 0o o ¢ 1 0o 0o Pd 0 0
N |3 o 5 P 3 0 0o B | 1 0o 0 1 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
MSnlso RI (%): 10.00 MSn Logic Mode: AND Max Results: 50
Event#: 1 MS(E+) Ret. Time: 1.560 ->2.187 Scan#: 235 -> 329
1.200e6|
1.100e6
1.000e6
9.000e5
8.000e5
7.00065] 357.]1502
6.000e5
5.000e5]
4.000e5]
3.000e57 358.1623
2.000e57 379.1414
1.000e51
[ ; , . : L . S — : .
100.0  150.0 200.0 250.0 300.0 3500 4000 4500 500.0 550.0 600.0  650.0  700.0
Measured region for 357.1592 m/z
357.1592
100.0-
50.0
358.1623
359.1575
357.0 3575 358.0 358.5 359.0 359.5 360.0 360.5
C15 H24 N4 04 S [M+H]+ : Predicted region for 357.1591 m/z
357.1591
100.0-
50.04
358.1618
ﬂ\ 350.1582
0 ; ‘ : ; A ; ‘
357.0 357.5 358.0 358.5 359.0 359.5 360.0 360.5
Rank _Score Formula (M) lon Meas. m/z__Pred. m/z| Df.(mDa) Df. (ppm) _ Iso DBE
17 89.41 C15H24N4 04 S M+H]+ 357.1592  357.1591 0.1 028 8941 6.0
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Formula Predictor Report - DE-5 5.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\DE-5_5.lcd

Page 10f 1

Eimt | Val Min Max _Elmt Val| Min Max _Emt  Val Min Max _ Elmt  Val | Min Max Use Adduct
Ho 1 9 3 0 2 0 4 s 2 1 2 Ru|2 0 o H
c |4 7 3 F 1 0o o ¢ 1 0 0o Pd 2 0 o
N |3 o 5 P 3 0o o B 1 o o 1 3 0 o
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 Rl (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 50
Eventt: 1 MS(E+) Ret Time: 2.280 Scan# : 343
4.500e57
4.000e57
3.500851
3.000e5] 370.1910
2500657
2.000e5/
1.500e5]
1.000651 3711930
5.00004
100.0  150.0 2000 2500 300.0  350.0 4000 4500 500.0  550.0 _ 600.0 6500 700.0
Measured region for 370.1910 m/z
370.1910
100,07
50,01
3711930
0 : : : : N — : :
370.0 3705 371.0 3715 372.0 3725 373.0 3735
C16 H27 N5 03 S [M#H]+ : Predicted region for 370.1907 m/z
370.1907
100,04
50,01
371.1934
ﬂ\ 372.1899
370.0 3705 371.0 3715 372.0 3725 373.0 3735
Rank _Score Formula (M) lon Meas. m/z__Pred.m/z Df. (mDa) Df(ppm)  Iso DBE
1 9865 C16H27N503 5 M+H]* 370.1910 370.1907) 03 081 9865 6.0
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Formula Predictor Report - DE-7 7.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\DE-7_7.lcd

Page 10f 1

Eimt | Val Min Max _Elmt Val| Min Max _Emt  Val Min Max _ Elmt  Val | Min Max Use Adduct
Ho 1 9 3 0 2 0 4 s 2 1 2 Ru|2 0 o H
c |4 7 3 F 1 0o o ¢ 1 11 Pd 2 0 o
N |3 o 5 P 3 0o o B 1 o o 1 3 0 o
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 Rl (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 50
Eventt: 1 MS(E+) Ret Time: 1.667 ->2.307 Scand: 251 -> 347
9.000e51
8.000e57
7.000e5
6.000e54 4231259
5.000e5]
4.000e5]
— srihoos 425.1240
otnse] : 4241288
213.0959
1.00065]
ol B — ‘
100.0  150.0 2000 2500 300.0  350.0 4000 4500 500.0  550.0 _ 600.0 6500 700.0
Measured region for 423.1259 m/z
423.1259
100,07
50,01
425.1240
4241288
426.1255
423.0 4235 424.0 4245 425.0 4255 426.0 4265
C19 H23 N4 03 S CI [M+H]+ : Predicted region for 423.1252 m/z
4231252
100,04
50,01 ’
425.1228
4241281
k \ 426.1253
o ‘ ‘ ‘ . : ‘ | C—
425.0 4235 424.0 4045 425.0 4255 426.0 4265
Rank _Score Formula (M) lon Meas. m/z__Pred.m/z Df. (mDa) Df(ppm)  Iso DBE
1 89.03 C19H23N4 035 Cl M+H]* 4231259 423.1252 0.7 165 9050 100
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Formula Predictor Report - DE-8 8.Icd

Data File: C:\LabSolutions\Data\Analiz\derya\DE-8_8.lcd

Page 10f 1

Eimt | Val Min Max _Elmt Val| Min Max _Emt  Val Min Max _ Elmt  Val | Min Max Use Adduct
Ho 1 9 3 0 2 0 4 s 2 1 2 Ru|2 0 o H
c |4 7 3 F 1 0o o ¢ 1 0 0o Pd 2 0 o
N |3 o 5 P 3 0o o B 1 o o 1 3 0 o
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 Rl (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 50
Eventt: 1 MS(E+) Ret. Time: 1.720 ->2.333 _Scanf#: 259 -> 351
1.600e6]
1.40066]
1.200e6]
1.00066] 403.1804
8.00065
6.000e5
Foittes] 404.1832
2.000e5
ol : : : : . : : : :
100.0  150.0 2000 2500 300.0  350.0 4000 4500 500.0  550.0 _ 600.0 6500 700.0
Measured region for 403.1804 m/z
403.1804
100,07
50,01
404.1832
\ 405.1800
0 ; LD v v ; i\ r ; .
403.0 4035 4040 4045 405.0 4055 406.0 406.5
C20 H26 N4 03 S [M#H]+ : Predicted region for 403.1798 m/z
403.1798
100,04
50,01
404.1827
405.1798
403.0 403.5 404.0 4045 405.0 405.5 406.0 406.5
Rank _Score| Formula (M) lon Meas. m/z__Pred.m/z Df. (mDa) Df(ppm)  Iso DBE
18689 C20H26N403 S M+H]* 403.1804  403.1798 0.6 149 8797 100
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Formula Predictor Report - DE-10 10.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\DE-10_10.lcd

Page 10f 1

Elmt  Val. Min Max Elmt Val. Min_Max Eimt Val. Min Max Elmt  Val. Min_Max Use Adduct
H 1 9 35 [6] 2 0 5 S 2 2 2 Ru 2 0 H
C 4 7 35 F 1 0 0 Cl 1 0 0 Pd 2 0
N 3 0 5 P 3 0 0 Br 1 0 0 | 3 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: 50
Event#: 1 MS(E+) Ret. Time: 1.653 ->2.013 Scan# : 249 -> 303
1.200e6
1.100e6
1.000e6
9.000e5
8.000e5
7.000e5 377.p953
6.000e5
5.000e5
4.000e5
3.000e5
378.0982
2.00065] 379.0935
1.000e5 | F99.0774
0 T T T T + T T T T T
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0
Measured region for 377.0953 m/z
377.0953
100.0¢
50.04
378.0982
/’\ 379.0935
377.0 371.5 378.0 378.5 379.0 379.5 380.0 380.5
C13 H20 N4 05 S2 [M+H]+ : Predicted region for 377.0948 m/z
377.0948
100.0¢
50.04
378.0973
A\ 379.0925
. . . ‘ ‘ A -
377.0 3715 378.0 378.5 379.0 379.5 380.0 380.5
Rank _Score| Formula (M) lon Meas. m/z__ Pred. m/z Df. (mDa)| Df. (ppm) Isd DBE
1 8470 C13 H20 N4 05 S2 [M+H]+ 377.0953 377.0948 1.33 8541 6.0
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Formula Predictor Report - DE-11_11.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\DE-11_11.lcd

Page 10f 1

Elmt | Val. | Min Max _ Elmt  Val | Min Max _Elmt | Val| Min Max _ Eimt | Val | Min Max Use Adduct
Ho| 1 9 35 0 2 0 5 s | 2 2 2 Ru 2 0 o0 H
c | 4 7 35 F |1 0o o ¢ 1 0 0 Pd 2 0 0
N |3 0o 5 P 3 0 0o B | 1 0o 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
MSnlso RI (%): 10.00 MSn Logic Mode: AND Max Results: 50
Event#: 1 MS(E+) Ret Time: 1.653 ->2.173 Scan#: 249 -> 327
1.400e6
1.200e6|
1.000e6
8.000e5] 391.1110
6.000e5
4.000e5]
3921135 413.0024
2.000e5] 393.1087
ol - : - - . : , - ,
100.0  150.0 2000 250.0 300.0 3500 4000 4500 500.0 550.0 600.0  650.0  700.0
Measured region for 391.1110 m/z
391.1110
100.0-
50.0
392.1135
t A\ 393.1087
391.0 391.5 3920 392.5 393.0 393.5 394.0 394.5
€14 H22 N4 05 S2 [M+H]+ : Predicted region for 391.1104 m/z
391.1104
100.0-
50.04
392.1130
W\ 393.1083
oL 0 — A e
391.0 391.5 392.0 3925 393.0 393.5 394.0 394.5
Rank _Score Formula (M) lon Meas. m/z___Pred. m/z| DFf.(mDa) Df. (ppm)  Iso DBE
1 88.60 C14H22N4 0552 M+H]+ 391.1110  391.1104 0.6 153 89.79 6.0
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Current Data Parameters
NAME DE-1
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210127
Time 12.19
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 3.981
DW 81.920 usec
DE 6.50 usec
TE 291.4 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 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

L L AU

11 10 9 8 7 6 5 4 3 2 1 ppm

: 4@ do G

< « < 0| I

- = o -l ||
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Formula Predictor Report - DE-1_1.led

Page 1of 1

Data File: C:\LabSolutions\Data\Analiz\derya\DE-1_1.lcd
Eimt | Val.| Min Max _Elmt | Val.| Min Max _Elmt | Val.| Min Max _Elmt | Val.| Min Max Use Adduct
H | 1 9 &% 0 | 2 0 3 s |2 2 Ru | 2 0 0 H
c | 4 7 8 F |1 0 0o o |1 0 Pd| 2 [
N |3 o 5 P |3 0 o B |1 0 1|8 0o 0
Error Margin (ppm): 5 DBE Range: 5.0 -25.0 Electron lons: both
HC Ratio: uniimited 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: 50
Eventt: 1 MS(E+) Ret. Time: 1.800 Scan# : 271
2.400e6]
2.200e6]
2.000e6{
1.8006
1.600e6]
1400e6] 3131319
1.200e6]
1.000e6]
8.000e5]
6.000e5] 314.1343
4.000e57 335.1149
2.000e5]
1000 1500 2000 2500 3000 3500 4000 450.0 500.0 550.0  600.0  650.0 _ 700.0
Measured region for 313.1319 m/z
313.1319
10001
50.04
314.1343
315.1317
0 LD o e - —r
3126 3128 3130 3132 3134 3136 3138 3140 3142 3144 3146 3148 3150 3152 3154
C13 H20 N4 O3 S [M+H]+ : Predicted region for 313.1320 m/z
313.1329
10001
50.04
314.1355
315.1314
[
3126 3128 3150 3132 5134 3136 3158 3140 5142 3144 3146 3148 3160 3162 3154
Rank _Score| Formula (M) [lon | _Meas.m/z__Pred. miz_Df.(mDa) Df.(ppm)  Iso| DBE
1 90.96 C13H20N403 S [[M+H]* | 3131319 313.1329 -1.0] -3.19  96.22 6.0
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Current Data Parameters

NAME DE-2
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210127

Time 13.22
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 6.03337

DW 81.920 usec
DE 6.50 usec
TE 291.6 K

D1 3.00000000 sec
TDO 1
======== CHANNEL fl1 ========
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
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Formula Predictor Report - DE-2 2.Icd

Data File: C:\LabSolutions\Data\Analiz\derya\DE-2_2.lcd

Page 10f 1

Eimt | Val Min Max _Elmt Val| Min Max _Emt  Val Min Max _ Elmt  Val | Min Max Use Adduct
Ho 1 9 3 0 2 0 3 S |2 1 2 Ru|2 0 o H
c |4 73 F 1, 0 0o ¢ 1 0 0 Pd 2 0 0
N |3 o 5 P 3 0o o B 1 o o 1 3 0 o
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 Rl (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 50
Eventt: 1 MS(E+) Ret. Time: 1.587 ->2.200 Scanf#: 239 -> 331
2.200¢61
2.000e6]
1.800e6]
1.600e6]
1.40066
1.200661 327.f1481
1.00066]
8.000e5
6.00085
4000051 328.1505
2.000e5
ol - - - — - - - - - .
100.0  150.0 2000 2500 300.0  350.0 4000 4500 500.0  550.0 6000 6500  700.0
Measured region for 327.1481 m/z
327.1481
100,07
50,01
328.1505
A\ 329.1471
T T T T T T T T T T 1 T T /I\v T T
3268 327.0 3272 3274 3276 3278 3280 3282 3284 3286 3288 3200 3292 3204 3296
C14H22 N4 03 S [M+H]+ : Predicted region for 327.1485 m/z
327.1485
100,04
50,01
328.1512
A 329.1473
3268 827.0 3270 3274 3276 3278 3080 3282 3284 3286 G288 3200 329.2 3204 3296
Rank _Score Formula (M) lon Meas. m/z__Pred.m/z Df. (mDa) Df(ppm)  Iso DBE
17968 C14H22N403 S M+H]* 3271481 327.1485 04 -122 8012 60




