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Current Data Parameters

NAME BDA-1
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20210208

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 46.812

DW 81.920 usec

DE 6.50 usec

TE 1033.1 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

SI 65536
SF 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
B 0
PC 1.00
T T T T T T T T T T T T 1
11 10 9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters
NAME BDA-1
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210208
Time 19.31
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 2gpg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0.671088
RG 501.1
bW 20.480 usec
DE 6.50 usec
TE 1033.1
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 f1l = =
SFO1 75.4878687 MHz
NUC1 13C
Pl 15.00 usec
PLW1 15.00000000 W
77777777 CHANNEL f2 ========
300.1812007 MHz
1H
waltzlé
90.00 usec
10.00000000 W
0.20863999 W
0.10495000 W
sing parameters
76
75.4803210 MHz
EM
T T T T T T T 100 He
180 160 140 120 100 80 60 1.40

Figure S2. 3C-NMR spectrum of compound 2a




Formula Predictor Report - BDA-1_44.Icd Page 1 of 1
Data File: C:\LabSolutions\Data\Analiz\derya\BDA-1_44.Icd
Elmt  Val. Min Max Elmt  Val. Min Max Elmt  Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 5 40 0 2 0 3 S 2 1 2 Ru 2 0 0 H
C 4 5 35 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 0 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 0.0 - 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: 2.267 Scan# : 341
2.400e6+
2.200e6+
2.000e6+
1.800e6-
1.600e6-
1.400e6-
120066 181.0791
1.000e6- ’
8.000e5+
6.000e5- 361.1481
4.000e5+ 362.1555
293.1129
2.000e5| 252‘f72° | "
0b— R— : “‘\ L ‘w\\‘\u : : 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
Measured region for 361.1481 m/z
361.1481
100.0
50.01
362.1555
363.1503
0 T T T T T A T T T
361.0 361.5 362.0 362.5 363.0 363.5 364.0 364.5
C21 H20 N4 S [M+H]+ : Predicted region for 361.1481 m/z
361.1481
100.0+
50.01 “ “
Il
‘ ‘ 362.1510
‘ ‘ Il
i / \ 363.1480
i — M A N
361.0 361.5 362.0 362.5 363.0 363.5 364.0 364.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 55.29 C21H20N4 S [M+H]+ 361.1481 361.1481 -0.0 0.00 55.29 14.0

Figure S3. HRMS report of compound 2a



Acquired by
Sample Name
Sample ID

Vail #

Injection Volume
Data File Name
Method File Name
Batch File Name
Report File Name
Data Acquired
Data Processed

Shimadzu LCMSsolution Analysis Report

: Admin
. BDA-1

167

:0.5uL

: BDA-1_504.Icd

: isocratic_serkan15DKBETUL.lcm
: batch.lcb

: DefaultLCMS.lcr

:10.08.2023 09:31:09
:10.08.2023 11:35:30

10.08.2023 11:41:491 /1

= 1PDA Multi

15.0

<Chromatogram>
Chromatogram
BDA-1 C:\LabSolutions\Data\Analiz\derya\BDA-1_504.lcd
uv
o
3
i
100000
50000+
g
]
1 o6
0
T T T T
0.0 25 50 7.5 10.0 12.5
min
I PDAMulti 1 /254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak# | Ret.Time | Area Height | Ara% | Height% |
1 4.089 | 2134954 141214 | 96.545 | 97.016,
2] 8.908 76404 4343 | 3.455 2,984,
Total 2211358 145557 | 100.000 100.000

C:\LabSolutions\Data\Analiz\derya\BDA-1_504.Icd

Figure S4. HPLC report of compound 2a
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Current Data Parameters

NAME
EXPNO
PROCNO

BDA-2
1
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

20210208

20.31
FOURIER300

5 mm DUL 13C-1

zg
16384
DMSO
16
0
6103.516 Hz
0.372529 Hz
1.3421773 sec
24.9584
81.920 usec
6.50 usec
1033.1 K
3.00000000 sec
1

CHANNEL f1 ==
300.1818537 MHz
1H
13.00 usec

10.00000000 W

F2 - Processing parameters

H
=
-
=
©
@
<
o
o
IS

0.96

6.45
88
47
9

ol
|
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2.07

65536
300.1800000 MHz
EM
0
0.30 Hz
0
1.00

o
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Current Data Parameters
NAME BDA-2
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210208
Time 20.33
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 2gpg
TD 32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 1033.
D1 1.00000000
D11 0.03000000
D31 0.00001500
D32 0.89999998 s
D40 0.00093990
L4 23
LS 26
P32 90.00 usec
TDO 1
CHANNEL f1 = =
75.4878687 MHz
13C
15.00 usec
15.00000000 W
CHANNEL f2 ========
300.1812007 MHz
1H
waltzlé
90.00
10.00000000
0.20863999
0.10495000 W
L Wl ol
o oo T 32768
SF 75.4803210 MHz
WDW EM
SSB 0
B 1.00 Hz
T T T T T T T T T EE 0
180 160 140 120 100 80 60 40 20 ppmec 1.40

Figure S6. 3C-NMR spectrum of compound 2b



Formula Predictor Report - BDA-2_45.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\derya\BDA-2_45.Icd
Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 5 40 O 2 0 3 S 2 1 2 Ru 2 0 0 H
C 4 5 35 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 0 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 0.0 -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: 2.427 Scan# : 365
2.000e6
1.800e6
1.600e6
1.400e6
1.200e6
1.000e6 188.0878
8.000e5
6.000e5
375.1643
4.000e5
76.1
2.000e5 ‘ ‘ 376.1693
[o - ‘\ _— ‘ ‘\M | . Li 1 . 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
Measured region for 375.1643 m/z
375.1643
100.0
50.0-
376.1693
377.1537
T T T T T /‘\ T T T
375.0 375.5 376.0 376.5 377.0 3775 378.0 378.5
C22 H22 N4 S [M+H]+ : Predicted region for 375.1638 m/z
375.1638
100.0
50.01
376.1667
I
/\ 377.1638
| A
0 o : : : ‘ coh ‘ — ‘
375.0 3755 376.0 376.5 377.0 3775 378.0 378.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 4431 C22H22N4 S [M+H]+ 375.1643 375.1638 0.5 1.33 44.68 14.0

Figure S7. HRMS report of compound 2b




10.08.2023 11:43:321/1

==== Shimadzu LCMSsolution Analysis Report ====

Acquired by : Admin
Sample Name : BDA-2
Sample ID :
Vail # 168
Injection Volume :0.5uL
Data File Name : BDA-2_1.lcd .
Method File Name : isocratic_serkan15DKBETUL.lcm
Batch File Name : batch.lcb
Report File Name : DefaultLCMS.Icr
Data Acquired :10.08.2023 09:46:37
Data Processed :10.08.2023 11:43:17
<Chromatogram>
Chromatogram
BDA-2 C:\LabSolutions\Data\Analiz\derya\BDA-2_1.lcd
Y 00000- =
150000
100000
50000
g
0 — “+1PDA Multi
T T T T T
0.0 25 5.0 7.5 10.0 12.5 15.0
min
1 PDAMulti 1 / 254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak# | Ret.Time | Area | Height | Area% | Height%
1 4.121] 3031401 | 192104] 98.717| 98.478
2 8.627] 39407 2969 1.283 1.522
Total | 3070808 | 195073 100.000 100.000

C:\LabSolutions\Data\Analiz\derya\BDA-2_1.lcd

Figure S8. HPLC report of compound 2b
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Current Data Parameters

PROCNO

BDA-3
1
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

SFO1
NUC1
Pl

PLW1

CHANNEL f1

20210208
21.34
FOURIER300

5 mm DUL 13C-1

zg
16384

DMSO

16

0

6103.516
0.372529
1.3421773
50.6928
81.920
6.50
1033.1
3.00000000
1

Hz

300.1818537
1H

13.00
10.00000000

MHz

usec
w

F2 - Processing parameters

ST 65536
SF 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
" B 0
pC 1.00
r T T T T T T T T T T T 1
11 10 9 8 7 6 5 4 3 2 1 ppm
R (S O PR () o
I O e e 1 g4 3
IS B ) S % B S Il o
Fi S9. 'H-NMR f d2
igure . - Spectrum Ol compoun C
g 23 9329333998 < CmoanE e dTe
s e i anenaa eI BRUKER
2 5% 5522823948 A P
523 5252238888 & SSSSSaaand (:ﬁ.::"::--:)
Current Data Parameters
NAME BDA-3
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210208
Time 21.36
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 2g9pg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0.671088
RG 501.1
DW 20.480 usec
DE 6.50 usec
TE 1033.1
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec
L4 23
LS 26
P32 90.00 usec
TDO 1
== CHANNEL f1l =: =
SFO1 75.4878687 MHz
NUC1 13C
Pl 15.00 usec
PLW1 15.00000000 W
77777777 CHANNEL f2 ========
300.1812007 MHz
1H
waltzlé
90.00 usec
10.00000000 W
0.20863999 W
0.10495000 W
sing parameters
76
75.4803210 MHz
EM
T T T T T T T .00 52
180 160 140 120 100 80 60 1.40

Figure S10. >*C-NMR spectrum of compound 2¢




Formula Predictor Report - BDA-3_46.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\BDA-3_46.Icd

Page 10of 1

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 5 40 (0] 2 0 3 S 1 2 Ru 2 0 0 H
C 4 5 35 F 1 0 0 Cl 0 0 Pd 2 0 0
N 3 0 5 P 3 0 0 Br 0 0 | 3 0 0

Error Margin (ppm): 5
HC Ratio: unlimited
Max Isotopes: 3
MSn Iso RI (%): 10.00

Apply N Rule: yes
Isotope RI (%): 1.00
MSn Logic Mode: AND

Event#: 1 MS(E+) Ret. Time: 2.427 Scan# : 365

DBE Range: 0.0 -25.0

Electron lons: both

Use MSn Info: yes

Isotope Res: 9000
Max Results: 150

2.000e67
1.800e6
1.600e6
1.400e6
1.200e6
1.000e6 203.5727
8.000e57
6.000e57
4.000e57
2.000e57

204.0730
204.5755

406.1339

o
1000 150.0 2000  250.0 _ 300.0  350.0

400.0 4500  500.0  550.0  600.0 _ 650.0

Measured region for 406.1339 m/z

406.1339
100.0+
50.0
407%1418
0 T Tt T ‘ T T T T T
406.0 406.5 407.0 407.5 408.0 408.5 409.0 409.5
C21 H19 N5 02 S [M+H]+ : Predicted region for 406.1332 m/z
406.1332
100.0+
I
50.01 ‘
“ \ 407.1360
I I
| 408.1333
i Il i
0 - ‘ — ‘ s ‘ e ‘
406.0 406.5 407.0 407.5 408.0 408.5 409.0 409.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C21 H19N502S [M+H]+ 406.1339  406.1332 0.7 1.72 0.00 15.0

Figure S11. HRMS report of compound 2¢



10.08.2023 11:44:25 1/ 1

==== Shimadzu LCMSsolution Analysis Report ====

Acquired by : Admin
Sample Name : BDA-3
Sample ID .
Vail # 169
Injection Volume :0.5uL
Data File Name : BDA-3_2.led R
Method File Name . isocratic_serkan15DKBETUL.lcm
Batch File Name . batch.lcb
Report File Name . DefaultLCMS.Icr
Data Acquired :10.08.2023 10:02:06
Data Processed :10.08.2023 11:43:57
<Chromatogram>
Chromatogram
BDA-3 C:\LabSolutions\Data\Analiz\derya\BDA-3_2.led
uwv
200000 E
-
150000
100000
50000 -
o
0 — “~1PDA Multi
R - - : . e
0.0 25 5.0 7.5 10.0 12.5 15.0
min
1 PDAMulti I /254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak# Ret. Time Area Height Area % Height %
1] 4.171] 3066285 208703 | 98,931 98.988
2] 8.902] 24136 1558 0.779 0.739
3 10.833 9007 576 0.291 0.273
Total 3099429 210837 100.000 100.000

Figure S12. HPLC report of compound 2¢

C:\LabSolutions\Data\Analiz\derya\BDA-3_2.lcd
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Current Data Parameters

NAME BDA-4
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20210208

Time 22.36

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 55.5261

DW 81.920 usec

DE 6.50 usec

TE 1033.1 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

——159.04

151

138.36

Current
NAME

F2 - Acqg
Date_
Time
INSTRUM
PROBHD
PULPROG

SOLVENT
NS

Ds

SWH
FIDRES
AQ

RG

DW

T
180

Figure S14. 3C-NMR spectrum of compound 2d
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T
100

80

60

SI 65536
SF 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
B 0
PC 1.00
1
ppm

Co><)
BRUKER
(>

Data Parameters
BDA-4
2

1

uisition Parameters
20210208
22.38
FOURIER300
5 mm DUL 13C-1
29p9
32768
DMSO
2048
4
24414.063 Hz
0.74505
0.671
501.1
20.480 usec
6.50 usec
1033.1
00000000 sec
03000000 sec
00001500 sec
89999998 sec
00093990 sec

cococor

90.00 usec

CHANNEL f1 = =
75.4878687 MHz
C

15.00
15.00000000 W

CHANNEL f2 ========
300.1812007 MHz
1H
waltzl6
90.00 usec
10.00000000 W
0.20863999 W
0.10495000 W

sing parameters
76

75.4803210 MHz

EM
1.00 Hz

1.40



Formula Predictor Report - BDA-4_47.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\BDA-4_47.lcd

Page 10of 1

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 5 40 O 2 0 3 S 2 1 2 Ru 2 0 0 H
C 4 5 35 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 0 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 0.0 -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:2.173 Scan# : 327
2.000e6
1.800e6
1.600e6
1.400e6
1.200e6
1.000e6
193.5780
8.000e57
6.000e5 386.1439
4.000e5 194.0804
2.000e5 277.b682 ‘
01—, : N TR S -, : : : : L
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0
Measured region for 386.1439 m/z
386.1439
100.0
50.0-
387.1436
0 T T T T T L T T : T
386.0 386.5 387.0 387.5 388.0 388.5 389.0 389.5
C22 H19 N5 S [M+H]+ : Predicted region for 386.1434 m/z
386.1434
100.0
50.01
387.1462
I
I
/\ 388.1434
i /\
0 . ‘ e : : A ‘ = ‘
386.0 386.5 387.0 387.5 388.0 388.5 389.0 389.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 60.01 C22H19N5S [M+H]+ 386.1439 386.1434 0.5 129 6045 16.0

Figure S15. HRMS report of compound 2d



10.08.2023 11:45:02 1 /1

==== Shimadzu LCMSsolution Analysis Report ====

Acquired by . Admin
Sample Name . BDA-4
Sample ID :
Vail # .70
Injection Volume :0.5uL
Data File Name : BDA-4_3.lcd .
Method File Name . isocratic_serkan15DKBETUL.lcm
Batch File Name : batch.lcb
Report File Name : DefaultLCMS.Icr
Data Acquired :10.08.2023 10:17:35
Data Processed :10.08.2023 11:44:50
<Chromatogram>
Chromatogram
BDA-4 C:\LabSolutions\Data\Analiz\derya\BDA-4_3.lcd
\Y
' 5
<«
200000+
100000+
3
0 — -~ 1PDA Multi
T T T T T T T T T T T T T T T T T L T T T T T
0.0 25 5.0 75 10.0 125 15.0
min
1 PDAMulti 1 /254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak# | Ret. Time Area | Height Area% | Height %
1 4.147 3658634 250390 98.558 98.656
2] |1A547| 53520] 3411| 1.442] 1.344
Total 3712155] 253802 100.000 100.000

C:\LabSolutions\Data\Analiz\derya\BDA-4_3.lcd

Figure S16. HPLC report of compound 2d
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BROKER

Current Data Parameters
NAME BDA-6
EXPNO 2
PROCNO 1

Date_ 20230604
Time 22.54
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516
FIDRES 0.372529
AQ 1.3421773
RG 37.3995
DW 81.920
DE 6.50
TE 353.8
D1 3.00000000
TDO 1
CHANNEL f1 ==
300.1818537
1H
13.00

F2 - Acquisition Parameters

Hz

sec

usec
usec

sec

usec

10.00000000 W

F2 - Processing parameters

SI 65536
SF 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
- B 0
PC 1.00
r T T T T T T T T T T T 1
11 10 9 8 7 6 5 4 3 2 1 ppm
EREERRBRERE o] o =
R EEREEHE | [ 3
lefof Al 14 | g o

Figure S17. 'H-NMR spectrum of compound 2e

S 8 ©
¢ . BRUKER
S04 o & SS s
Current Data Parameters
NAME BDA-6
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 202306
Time 22.56
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 29pg
32768
SOLVENT
NS
Ds
SWH
FIDRES
AQ
RG
DW
DE
TE 353.2
D1 1.00000000
D11 0.03000000
D31 0.00001500
D32 0.89999998
D40 0.00093990
14 23
LS 2
P32 90.00 usec
DO 1
CHANNEL f1 = -
75.4878687 MHz
13¢
15.00 usec
15.00000000 W
CHANNEL £2 ========
300.1812007
T T T T T T T T
180 160 140 120 100 80 60 40 20

Figure S18. 3C-NMR spectrum of compound 2e



Formula Predictor Report - BDA-6_48.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\BDA-6_48.Icd

Page 10of 1

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 5 40 (0] 2 0 3 S 2 1 1 Ru 2 0 0 H
C 4 5 35 F 1 0 0 Cl 1 1 1 Pd 2 0 0
N 3 0 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 0.0 -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 : 2.333 Scan# : 351
9.000e57
8.000e57
7.000e5
6.000e57
500085 198.0624 395,111
4.000e5 199.0585 449.p823
3.000e5 198.5617 397.1144 | 396.1176| 451.0797
2.000e54 286.0322 450.0869
1.000e5 ‘ 327.F788
ol A | . | \‘\HH}IHH L \M‘\ THTII TR | ‘ ‘
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0
Measured region for 395.1111 m/z
395.1111
100.0+
50.0+
397.1144
396.1176
\ 398.1109
G T T : T T T T T T
395.0 395.5 396.0 396.5 397.0 397.5 398.0 398.5
C21 H19 N4 S CI [M+H]+ : Predicted region for 395.1092 m/z
395.1092
100.0+
50.01 ‘ ‘
“ ‘ 397.1067
\ |
n 396.1121 H
| \ [ H
| \ I I 398.1002
J} \ / ‘\ / \\ “"T\
0 — T T T T - T — T
395.0 395.5 396.0 396.5 397.0 397.5 398.0 398.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 5248 C21H19N4 S Cl [M+H]+ 395.1111 395.1092 1.9 4.81 58.01 14.0

Figure S19. HRMS report of compound 2e




==== Shimadzu LCMSsolution Analysis Report

Acquired by
Sample Name
Sample ID

Vail #

Injection Volume
Data File Name
Method File Name
Batch File Name
Report File Name
Data Acquired
Data Processed :

: Admin
: BDA-6

171

:0.5uL

: BDA-6_4.lcd .

: isocratic_serkan15DKBETUL.lcm
: batch.lcb

: DefaultLCMS.lcr

:10.08.2023 10:33:04

10.08.2023 11:48:05

10.08.2023 11:48:20 1 / 1

<Chromatogram>
Chromatogram
BDA-6 C:\LabSolutions\Data\Analiz\derya\BDA-6_4.led
uV
150000-] 2
-
100000
50000 -
=
=]
=N
™ — “-1PDA Multi
T T T T T
0.0 25 5.0 7.5 10.0 12.5 15.0
min
1 PDAMulti 1 /254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peaks# Ret. Time | Area Height Area% | Height%
1 4.179 2487913 149461 90.001 88.384
2 9.072 276397 19644 9.999 11.616
Total 2764309 169105 100.000 100.000
C:\LabSolutions\Data\Analiz\derya\BDA-6_4.lcd
.
Figure S20. HPLC report of compound 2e



6.2060
3.9405
3.9181
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Current Data Parameters

NAME BDA-7
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210208
Time 23.42
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 51.439
DW 81.920 usec
DE 6.50 usec
TE 1033.1 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
SI 65536
SF 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
L B 0
PC 1.00
r T T T T T T T T T T T 1
11 10 9 8 7 6 5 4 3 2 1 ppm
g8 HH 3 4s ./
oA S| [ = J
Aal<l Aol 14 ol A o
3 1
Figure S21. 'H-NMR spectrum of compound 2f
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Current Data Parameters
NAME BDA-7
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210208
Time 23.44
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
aQ 0.671088
RG 501.1
DW 20.480 usec
DE 6.50 usec
TE 1033.1
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec
L4 23
LS 26
P32 90.00 usec
TDO 1
== CHANNEL f1 = =
SFO1 75.4878687 MHz
NUCL 13¢
Pl 15.00 usec
PLW1 15.00000000 W
77777777 CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLWL3 0.10495000 W
sing parameters
76
75.4803210 MHz
EM
T T T T T T T T T .00 H2
180 160 140 120 100 80 60 40 20 1.40

Figure S22. 3C-NMR spectrum of compound 2f



Formula Predictor Report - BDA-7_49.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\derya\BDA-7_49.Icd
Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 5 40 O 2 0 3 S 2 1 1 Ru 2 0 0 H
C 4 5 35 F 1 1 1 Cl 1 0 0 Pd 2 0 0
N 3 0 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 0.0 -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: 2.707 Scan# : 407
7.000e5
6.000e5+
5.000e5
4.000e5+
379.1397
3.000e5
2.000e5+ 190.p748
191.0749 190.5735 311.0994 383.1420
1.000e5
| 2699539 i ‘380.1456
0
1000 1500 2000 2500 3000  350.0  400.0 4500 5000 5500  600.0  650.0
Measured region for 379.1397 m/z
379.1397
100.0
50.0-
380.1456
G T T T / T T T T T
379.0 379.5 380.0 380.5 381.0 381.5 382.0 382.5
C21 H19 N4 F S [M+H]+ : Predicted region for 379.1387 m/z
379.1387
100.0
50.01
380.1416
I
/J/\ 381.1385
I\ N
0 ! ‘ ] | W— ] N— - ‘
379.0 379.5 380.0 380.5 381.0 381.5 382.0 382.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C21 H19N4F S [M+H]+ 379.1397 379.1387 1.0 2.64 0.00 14.0

Figure S23. HRMS report of compound 2f




==== Shimadzu LCMSsolution Analysis Report

Acquired by
Sample Name
Sample ID

Vail #

Injection Volume
Data File Name
Method File Name
Batch File Name
Report File Name
Data Acquired
Data Processed

- Admin
: BDA-7

72

:0.5uL

- BDA-7_5.lcd .

. isocratic_serkan15DKBETUL.lcm
: batch.lcb

: DefaultLCMS.Icr

:10.08.2023 10:48:34
:10.08.2023 11:48:48

10.08.2023 11:49:01 1 /1

<Chromatogram>
Chromatogram
BDA-7 C:\LabSolutions\Data‘Analiz\derya\BDA-7_5.lcd
uv
150000 S
] -
I()OUDD;
50000
w
Z
1 %
0 “-1PDA Multi
——— —————7———————T7— T
0.0 25 50 7.5 10.0 12.5 15.0
min
1 PDAMulti 1 /254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak# Ret. Time Area Height Area% | Height% |
1 4.127 2295836 150088 97.709 97.573|
2 8.855 53840 3734 2291 2427,
Total 2349676 153822 100.000 100.000
C:\LabSolutions\Data\Analiz\derya\BDA-7_5.lcd
Figure S24. HPLC report of compound 2f
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Current Data Parameters
NAME BDA-8
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210209
Time 0.44
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516
FIDRES 0.372529
AQ 1.3421773
RG 42.5749
DW 81.920
DE 6.50
TE 1033.1
D1 3.00000000
TDO 1
CHANNEL f1 =

SFO1 300.1818537
NUC1 1H
Pl 13.00
PLW1 10.00000000 W

F2 - Processing parameters

I

SI 65536
SF 300.1800000 MHz
WDW EM
LJ SSB 0
LB 0.30 Hz
w B 0
PC 1.00
T T T T T T T T T T T T 1
11 10 9 8 7 6 5 4 3 2 1 ppm
oA YN (= of 9 |
S| S| wof o S| <] | || 3 o) o
I PN N PO g P N i

Figure S25.
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Current Data Parameters
NAME BDA-8
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210209
Time 0.45
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 2g9pg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0.671088
RG 501.1
DW 20.480 usec
DE 6.50 usec
TE 1033.1 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec
L4 23
LS 26
P32 90.00 usec
TDO 1
== CHANNEL f1l =: =
SFO1 75.4878687 MHz
NUC1 13C
Pl 15.00 usec
PLW1 15.00000000 W
77777777 CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLW13 0.10495000 W
sing parameters
76
75.4803210 MHz
EM
T T T T T T T T T .00 52
180 160 140 120 100 80 60 40 20 1.40

Figure S26. 3C-NMR spectrum of compound 2g




Formula Predictor Report - BDA-8_50.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\derya\BDA-8_50.Icd
Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 5 40 (0] 2 0 3 S 2 1 1 Ru 2 0 0 H
C 4 5 35 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 0 5 P 3 0 0 Br 1 1 1 | 3 0 0
Error Margin (ppm): 5 DBE Range: 0.0 -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 : 2.507 Scan# : 377
3.000e6+
2.500e6+
2.000e6+
1.500e6 220.0355
100086 221.0331
e 2205367
221.5351 439.0585
5.000e5+
329.?848 441.0648
o M . b . Ly . ‘\u” . i \1\‘\. . . . .
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0
Measured region for 439.0585 m/z
439.0585
100.0+
441.0648
50.0+
440.0724
442.0652
G T \ T T T T T T
438.5 439.0 439.5 440.0 440.5 441.0 441.5 442.0
C21 H19 N4 S Br [M+H]+ : Predicted region for 439.0587 m/z
441.0567
100.04 439.0587
| \‘\
50.0- ‘ L “ ‘
|
| ‘ ‘ |
‘\ \‘ 440.0615 “ ‘ 442.0595
‘ I | i
| Il I I
| | |
M | n i
0 J 1\ S AR J1
4385 439.0 4395 4400 4405 4410 4415 4420
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 26.78 C21 H19 N4 S Br [M+H]+ 439.0585  439.0587 -0.2 -0.46  26.78 14.0

Figure S27. HRMS report of compound 2g




10.08.2023 11:49:451 /1

==== Shimadzu LCMSsolution Analysis Report ====

Acquired by : Admin
Sample Name : BDA-8
Sample ID :
Vail # 173
Injection Volume :0.5uL
Data File Name : BDA-8_6.lcd .
Method File Name : isocratic_serkan15DKBETUL.lcm
Batch File Name : batch.lcb
Report File Name : DefaultLCMS.Icr
Data Acquired :10.08.2023 11:04:03
Data Processed :10.08.2023 11:49:28
<Chromatogram>
Chromatogram
BDA-8 C:\LabSolutions\Data\Analiz\derya\BDA-8_6.Icd
\Y
! =
200000 a
4 -
150000
100000-]
50000
o : — : i : “~1PDA Multi
0.0 25 5.0 75 10.0 125 15.0
min
1 PDAMulti 1 /254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak# | Ret. Time | Area | Height | Area % | Height%
1] 4218 3074897 | 205830 100.000] 100.000
Total 3074897 205830 100.000 100.000

C:\LabSolutions\Data\Analiz\derya\BDA-8_6.Icd
Figure S28. HPLC report of compound 2g
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Current Data Parameters

NAME BDA-9
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210209
Time 1.45
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 40.3951
DW 81.920 usec
DE 6.50 usec
TE 1033.1 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
SI 65536
SF 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
B 0
PC 1.00
r T T T T T T T T T T 1
11 10 9 8 6 5 4 2 1 ppm
(o A [0 () o < o
EEEEIENE b= I P
of A il el [ o ol o o
3 1
Figure S29. 'H-NMR spectrum of compound 2h
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Current Data Parameters
NAME BDA-9
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210209
Time 1.47
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
aQ 0.671088
RG 501.1
DW 20.480 usec
DE 6.50 usec
TE 1033.1 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec
L4 23
LS 6
P32 90.00 usec
TDO 1
== CHANNEL f1 = =
SFO1 75.4878687 MHz
NUCL 13¢
Pl 15.00 usec
PLW1 15.00000000 W
77777777 CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLWL3 0.10495000 W
sing parameters
76
75.4803210 MHz
EM
T T T T T T T T T .00 H2
180 160 140 120 100 80 60 40 20 1.40

Figure S30. 3C-NMR spectrum of compound 2h




Formula Predictor Report - BDA-9_51.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\BDA-9_51.Icd

Page 10of 1

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 5 40 O 2 0 3 S 2 1 1 Ru 2 0 0 H
C 4 5 35 F 1 3 3 Cl 1 0 0 Pd 2 0 0
N 3 0 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 0.0 -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:3.013 Scan# : 453
5.500e6-
5.000e6-
4.500e6-
4.000e6
3.500e6+
3.000e6
2.500e6 215.0735
2.000e6+
1.500e6+ 215.5721
1.000e6- 429./1360
5.000e5+
0 — ‘ — “" - o L ‘ ‘ ‘ ‘
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0
Measured region for 429.1360 m/z
429.1360
100.0
50.0-
430 \431
0 T ' T T T T : T T T
429.0 429.5 430.0 430.5 431.0 431.5 432.0 432.5
C22 H19 N4 F3 S [M+H]+ : Predicted region for 429.1355 m/z
429.1355
100.0 1
|
|
50.0- | ‘
“ “ 430.1384
I
| \ fs
I \ 431.1356
A i
o )\ I A .
T T T T T T T T
429.0 429.5 430.0 430.5 431.0 431.5 432.0 432.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 80.23 C22H19N4F3S [M+H]+ 429.1360 429.1355 0.5 1.17  80.57 14.0

Figure S31. HRMS report of compound 2h



Acquired by
Sample Name
Sample ID

Vail #

Injection Volume
Data File Name
Method File Name
Batch File Name
Report File Name
Data Acquired
Data Processed

Shimadzu LCMSsolution Analysis Report

: Admin
. BDA-9

.74

:0.5uL

: BDA-9_7.lcd .

: isocratic_serkan15DKBETUL.lcm
: batch.lcb

: DefaultLCMS.Icr

:10.08.2023 11:19:32
:10.08.2023 11:50:10

10.08.2023 11:50:28 1 /1

<Chromatogram>
Chromatogram
BDA-9 C:\LabSolutions\Data\Analiz\derya\BDA-9_7.lcd
uwv
] Tz
150000 &
- -
100000~
50000
-~ 1PDA Multi
T T T T T
0.0 25 5.0 15 10.0 12.5 15.0
min
1 PDAMulti 1 /254nm 4nm
PeakTable
PDA Chl 254nm 4nm
Peak# Ret. Time Arca Height Area % Height %
1 4.249| 2258640 157774 100.000 100.000
Total 2258640 | 157774 100.000 100.000

C:\LabSolutions\Data\Analiz\derya\BDA-9_7.lcd

Figure S32. HPLC report of compound 2h
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Figure S33. HSQC spectrum of compound 2h
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Figure S34. HMBC spectrum of compound 2h



