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Current Data Parameters

NAME BPS-2A
EXPNC 1
PROCNO 1
F2 - Acguisition Parameters
Date_ 20220310
Time 9.37
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 256
Ds 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 479.593
DW 81.920 usec
DE 6.50 usec
TE 312.9 K
D1 3.00000000 sec
TDO 1
CHANNEL f1 =
300.1818537 MHz
1H
13.00 usec

10.00000000

W

F2 - Processing parameters

SI 65536
SF 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
EC 1.00
T T 1
10 8 Ppm

1.00

Figure S1. 'H-NMR spectra of compounds 2a



Formula Predictor Report - BPS-2A_226.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\BPS-2A_226.lcd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 5 35 (e} 2 0 5 S 2 1 1 Ru 2 0 0 H
c 4 5 30 F 1 0 0 @] 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): 15 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: 500
Event#: 1 MS(E+) Ret. Time: 1.987 Scan# : 299
2.000e6
1.800e6
1.600e6+
1.400e6
1.200e6
100026 151.0330
8.000e5
6.000e5
4.000e5
2.000e5
0 T T T ‘ T T H T T T T
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0
Measured region for 151.0330 m/z
151.0330
100.07
50.04
152.0356
T T T A T T T T T T T T T |m T T
150.6 150.8 151.0 151.2 1514 1516 151.8 152.0 1522 1524 152.6 152.8 153. 153.2 1534
C7 H6 N2 S [M+H]+ : Predicted region for 151.0324 m/z
151.0324
100.04
50.04
’\ 152.0350
N Y SO
1506 1508 151.0 1512 1514 1516 1518 152.0 1522 1524 1526 1528 153.0 153.2 1534
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 6782 C7TH6N2S [M+H]+ 151.0330 151.0324 0.6 3.97 73.26 6.0

Figure S2. HRMS spectra of compounds 2a
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Current Data Parameters
NAME BPS-2B
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20220310
Time 10.05
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 256
Ds 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 429,11
DW 81.920 usec
DE 6.50 usec
TE 312.9 K
D1 3.00000000 sec
TDO 1
= CHANNEL f1 ==
300.1818537 MHz
1H
13.00 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
1
13 12 11 10 9 8 7 6 5 4 3 2 1 ppm

o

Figure S3. 'H-NMR spectra of compounds 2b



Formula Predictor Report - BPS-2B_227.Icd Page 1 of 1
Data File: C:\LabSolutions\Data\Analiz\derya\BPS-2B_227 Icd
Elmt  Val. Min_ Max Elmt Val. Min Max Eimt Val. Min_ Max Elmt  Val. Min Max Use Adduct
H 1 5 35 (o} 2 0 5 S 2 1 1 Ru 2 0 0 H
C 4 5 30 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): 15 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: 500
Event#: 1 MS(E+) Ret. Time : 2.133 -> 2.133 Scan# : 321 -> 321
2.400e6
2.200e6+
2.000e6-
1.800e6-
1.600e6-
1.400e6-
1.200e61 181.0436
1.000e6-
8.000e5+
6.000e5+
4.000e5-
329.1077
2.000e5
ol — [ S ‘ L, : ‘ :
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0
Measured region for 181.0436 m/z
181.0436
100.0
50.01
182.0450
0+ . ; o ; : . ‘ | ; - ; ‘ A ,
180.6 180.8 181.0 1812 1814 1816 181.8 1820 1822 1824 182.6 1828 183.0 183.2 1834
C8 H8 N2 O S [M+H]+ : Predicted region for 181.0430 m/z
181.0430
100.04
50.01
‘| 182.0456
J T 183.0400
04— . . k - . . T o\ . - - ‘ A T ,
180.6 180.8 181.0 1812 1814 1816 181.8 1820 1822 1824 182.6 1828 183.0 1832 1834
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Isoc  DBE
1 7933 CBH8N20OS [M+H]+ 181.0436 181.0430 0.6 3.31 84.20 6.0

Figure S4. HRMS spectra of compounds 2b
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Current Data Parameters

Hz
Hz
sec

usec
usec

sec

NAME BPS5-3a
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20220310
Time 8.10
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 256
Ds 0
SWH 6103.516
FIDRES 0.372529
20 1.3421773
RG 501.187
DW 81.920
DE 6.50
TE 312.9
D1 3.00000000
TDO 1
== CHANNEL f1 ==
300.1818537
1H
13.00

sI
SF
WDW
SSB
1B
GB
PC

T T T T T T T T T T
13 12 11 10 9 8 7 6 5

= =] =) A =
o |~ o] o] 0
ol Al -l ol <l o

Figure S5. 'H-NMR spectra of compounds 3a

ppm

10.00000000 W

usec

F2 - Processing parameters
65536

300.1800000 MHz

EM
Q
0.30 Hz
0
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Formula Predictor Report - BPS-3A_229.Icd

Data File: C:\LabSolutions\Data\Analiz\derya\BPS-3A_229.Icd

Page 1 of 1

Elmt | Val. Min Max Elmt  Val. Min Max Elmt Val. Min Max Eimt | Val. Min Max Use Adduct
H 1 5 35 e} 2 0 5 S 2 1 1 Ru 2 0 0 H
[} 4 5 30 F 1 0 0 Cl 1 0 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: 5.0-15.0 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: 500
Event#: 1 MS(E+) Ret. Time : 3.947 -> 4.053 Scan# : 593 -> 609
2.200e6+
2.000e6-
1.800e6-
1.600e6-
1.400e6-
© 303.0348
1.200e6-
1.000e6+
8.000e5- 305.0330
6.000e5
304.0379
4.000e5-
2.000e5- L
0l ; ‘ ; T . L ; ‘ .
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0
Measured region for 303.0348 m/z
303.0348
100.04
50.04
305.0330
304.0379
306.0353
0 P ; i : . . i
302.5 303.0 303.5 304.0 304.5 305.0 305.5 306.0
C15 H11 N2 O S CI [M+H]+ : Predicted region for 303.0353 m/z
303.0353
100.04
50.04
305.0326
‘ 304.0383 /‘
[ \ ﬂ\ } | 306.0353
0 il : VALY , il . A
302.5 303.0 303.5 304.0 304.5 305.0 305.5 306.0
Rank _Score Formula (M) lon Meas. m/z_ Pred. m/z_ Df. (mDa) Df. (ppm) Iso DBE
1 9838 CI5H11N20SCI [M+H]+ 303.0348  303.0353 -0.5 -1.65 100.00 11.0

Figure S6. HRMS spectra of compounds 3a
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Current Data Parameters
NAME BPS-3B
EXPNO 1
PROCNC 1
F2 - Acquisition Parameters
Date_ 20220310
Time 8.40
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 256
Ds 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
Jite} 1.3421773 sec
RG 501.187
DW 81.920 usec
DE 6.50 usec
TE 312.8 K
D1 3.00000000 sec
TDO 1
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
l SSB Q

A LB 0.30 Hz
GB 0
PC 1.00

r T T T T T T T T T T T T T 1
13 12 11 10 9 8 7 6 5 4 3 2 1 ppm
o oo [= - <
i I P d )

Figure S7. 'H-NMR spectra of compounds 3b



Formula Predictor Report - BPS-3B_228.Icd

Data File: C:\LabSolutions\Data\Analiz\derya\BPS-3B_228.lcd

Page 1 of 1

Elmt  Val. Min Max Elmt Val. Min Max Elmt  Val. Min Max Eimt Val. Min Max Use Adduct
H 1 5 35 o} 2 0 5 S 2 1 1 Ru 2 0 0 H
C 4 5 30 F 1 0 0 Cl 1 0 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: 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 Rl (%): 10.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 3.693 -> 4.000 Scan# : 555 -> 601
2.000e6
1.800e6
1.600e6
1.400e6
1.200e6
333.p464
1.000e6
8.000e5
6.000e5 335.0442
4.000e54 334.0500
355.0286
2.000e5 F
04— T T T il J L ‘ T T
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0
Measured region for 333.0464 m/z
333.0464
100.04
50.01
335.0442
334.0500
ﬂ\ 336.0474
0 AR N ‘ , ) , A
332.5 333.0 333.5 334.0 334.5 335.0 335.5 336.0
C16 H13 N2 02 S CI [M+H]+ : Predicted region for 333.0459 m/z
333.0459
100.04
50.04
‘ ‘ 335.0433
| |
‘ | 334.0489 \|‘
| |
| I I 336.0460
| I ) ! A
0 e | o : — , .
332.5 333.0 333.5 334.0 334.5 335.0 335.5 336.0
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 91.87 C16 HI3N202 S CI [M+H]+ 333.0464  333.0459 0.5 1.50 93.03 11.0

Figure S8. HRMS spectra of compounds 3b
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Figure S9. 'H-NMR spectra of compounds 4a
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Figure S10. 3C-NMR spectra of compounds 4a
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Formula Predictor Report - BPS-1_158.Icd

Data File: C:\LabSolutions\Data\Analiz\derya\BPS-1_158.lcd

Emt Val.| Min Mex _Eimt Val

Page 10of 1

H 1 10 40 (¢]
C 4 10 40 F
N 3 0 5 P

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

Min Max Eimt |Val.| Min Max _Emt | Val | Min_ Max Use Adduct
2 0 5 S 2 0 2 Ru 2 0 0
1 0 0 cl 1 0 0 Pd 2 0 0
3 0 0 Br 1 0 0 I 3 0 0
DBE Range: 5.0-15.0 Electron lons: both
Apply N Rule: yes Use MSn Info: yes
Isotope RI (%): 1.00 Isotope Res: 9000
MSn Logic Mode: AND Max Results: 150

Eventi#: 1 MS(E+) Ret. Time : 1.827 -> 2.520 Scan# : 275-> 379

9.000e5]
8.000e57
7.000e5]
6.000e57 367.1595
5.000e57
4.000e57
3.000e5]
368.1636
2.000e5]
1.000e54
G...I|..|. 'Iil"l"\' R AL L S S I R
100.0 200.0 300.0 400.0 500.0 500.0 700.0 800.0 900.0

Measured region for 367.1595 m/z

367.1595
100.0
50.0

368.1636
369.1599
367.0 367.5 368.0 368.5 369.0 369.5 370.0 3705
C20 H22 N4 O S [M+H]+ : Predicted region for 367.1587 m/z

367.1587
100.0
50.0

368.1616
369.1584
367.0 367.5 368.0 368.5 360.0 369.5 370.0 370.5
Rank _Score Formuia (M) lon Mess.m’z Pred.m/z Df (mDa) Df. lso_ DBE
7 97.05 C20H22N40 S [M+H]* 367.1595  367.1587 0.8 218 100.00  12.0

Figure S11. HRMS spectra of compounds 4a
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Figure S13. 3C-NMR spectra of compounds 4b
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Formula Predictor Report - BPS-2_159.lcd Page 10of1

Data File: C:\LabSolutions\Data\Analiz\derya\BPS-2_159.lcd
Eimt | Vel Min Mex _Eimt | Val| Min Mex _Eimt |Val| Min Max _ Eimt | Val| Min_ Mex Use Adduct
H

H 1 10 40 e} 2 0 5 S 2 0 2 Ru 2 0 0
Cc 4 10 40 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: 5.0-15.0 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 : 1.920 -> 2.560 Scan# : 289 -> 385

1.200e6
1.100e6
1.000e6
9.000e5
8.000e5-
7.000e5 381.1754
6.000e54
5.00065-
4.000e54
3.000e5 382.1790
2.000e54
1.000e5
01— L : . T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 381.1754 m/z
381.1754
100.04
50.04
382.1790
383.1761
0 T e T T T T T T T
381.0 381.5 382.0 3825 383.0 3835 384.0 384.5
C21H24 N4 O S [M+H]+ : Predicted region for 381.1744 m/z
381.1744
100.0
50.0
3821773
383.1743
381.0 381.5 382.0 382.5 383.0 3835 384.0 384.5
Rank__Score| Formula (M) lon Meas. m/z__ Pred.miz_ Df. (mDe) Df. (ppm) lso_ DBE
1 76.93 C21H24N40O S [M+H]+ 381.1754 381.1744 1.0 2.62 80.18 12.0

Figure S14. HRMS spectra of compounds 4b
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BR R
- - I3 =g egzgEse
L3 2 = = ?-‘E SH? g\?i%%ﬁﬁ
R vV NE
waltzl
ac, EH
1C.CO00C0ed W
‘ MY
‘I
Il
.
|
‘
| “l
|
N f
" i " L I ) i Ll U Ay 4 hiuy W ik e " o "
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Figure S16. 3C-NMR spectra of compounds 4¢
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Formula Predictor Report - BPS-3_160.Icd

Data File: C:\LabSolutions\Data\Analiz\derya\BPS-3_160.lcd

Page 10f1

Emt | VeL| Min Max Eimt Vel Min Mex _Emt  Vel.| Min Max _Eimt | Val.| Min_Max Use Adduct
H 1 10, 40 (¢] 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 0 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0-15.0 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 : 2.000 -> 2.480 Scan# : 301 -> 373
2.000e64
1.800e6
1.600e6
1.400e6
1.200e6 393.1754
1.000e64
8.000e5
6.000e57 394.1782
4.000e5
415.1572
2.000e5 |
0-— T T T l T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 393.1754 m/z
393.1754
100.0
50.04
394.1782
395.1754
0 T AL oy T Lo T /]\ T T = T
393.0 3935 394.0 394.5 395.0 3955 396.0 396.5
C22 H24 N4 O S [M+H]+ : Predicted region for 393.1744 m/z
393.1744
100.0
50.04
3941773
395.1745
393.0 3935 394.0 394.5 395.0 395.5 396.0 396.5
Rank __Score Formula (M) lon Meas.m/z Pred.m/z_Df. (mDa) Df.(ppm)  lso DBE
1 89.53 C22H24N4 0S8 [M+H]+ 393.1754 393.1744 1.0 254 93.12 13.0

Figure S17. HRMS spectra of compounds 4¢

15



E aozgpeges g b BRUKER
g S53agRazeang 385 3§
WV v (>

FOURIER300
5 mm DUL 13C-1

T T T T T T
6 5 4 3 2 1 L] -1 -2 -3 ppm

—— 18647
— 1527
—aa78
— 14412
7988
6.2
6197
— 5300

. b [ | L
MMWNWWWWW'MWM J'!"‘W"WWMMWWWH‘HW\WWWMW A A

T T T T T T T T !
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Figure S19. >*C-NMR spectra of compounds 4d
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Formula Predictor Report - BPS-4_161.1cd Page 1 of 1

Data File: C:\LabSolutions\Data\Analiz\derya\BPS-4_161.lcd

Emt |VeL| Min Max _Eimt |Val. Min Mex _Eimt |Val. Min Mex _ Eimt | Val. Min Mex Use Adduct
H 1 100 40 ] 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 1 5 P 3 0 0 Br 1 0 0 1 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0-15.0 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 : 1.893 Scan# : 285

6.000e5
5.500e5
5.000e5
4.500e5
4.000e5 il
350085 391.1599
3.000e5
2.500e5
2.000e5
1.500e5 392.1641
1.000e5
5.000e4
ol | L L1 ‘ . . . .
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 391.1599 m/z
391.1599
100.0q
50.0
] 392.1641
2 . . . . A b
391.0 3915 392.0 3925 393.0 393.5 394.0 394.5
C22 H22 N4 O § [M+H]+ : Predicted region for 391.1587 m/z
391.1587
100.07
50.0+
] 392.1616
] 393.1589
0 . . . . | — NP
391.0 3915 392.0 3925 393.0 393.5 394.0 394.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z D‘I'.@ ) Di.{ppm) Iso] DBE
1 62.15/ C22H22N40 S M+H]+ 391.1599°  391.1587 3.07 65. 54 14.0

Figure S20. HRMS spectra of compounds 4d
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Figure S22. 3C-NMR spectra of compounds 4e
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Formula Predictor Report - BPS-5_162.Icd

Data File: C:\LabSolutions\Data\Analiz\derya\BPS-5_162.lcd

Page 1 of 1

Elmt | Val | Min Max Elmt  Val. Min Max Elmt  Val.  Min Max Eimt 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 | 1 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 - 15.0 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: 150
Event#: 1 MS(E+) Ret. Time: 1.987 -> 2.493 Scan# : 299 -> 375
2.000e64
1.800e6
1.600e6
1.400e6
1.200e6 305.1912
1.000e6
8.000e5
6.000e53 396.1941
4.000e5
2.000e5
0 L, Ly A — T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 395.1912 m/z
395.1912
100.0q
50.0
396.1941
397.1913
T - T—<Tr T T T /]\ T T - T
395.0 395.5 396.0 396.5 397.0 397.5 398.0 398.5
C22 H26 N4 O S [M+H]+ : Predicted region for 395.1900 m/z
395.1900
100.0
50.04
396.1929
397.1902
0 ‘ . ‘ ‘ ==l e
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 94.90 C22H26N40 S [M+H]+ 395.1912  395.1900 1.2 3.04 100.00 12.0

Figure S23. HRMS spectra of compounds 4e
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Formula Predictor Report - BPS-6_163.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\BPS-6_163.lcd

Page 1of 1

Eimt | Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Eimt | 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 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 - 15.0 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: 1.947 Scan#: 293
1.200e6
1.100e6+
1.000e6+
9.000e51
8.000e5
7.000e5 424 2167
6.000e5
5.000e5
4.000e5
3.000e5 425.2201
2.000e5+ 426.2168
1.000e5+ |
ol ; 'l .|" T ‘ , ; , ,
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 424.2167 m/z
424.2167
100.04
50.04
425.2201
426.2168
424.0 4245 425.0 4255 426.0 426.5 427.0 4275
C23 H29 N5 O S [M+H]+ : Predicted region for 424.2166 m/z
424.2166
100.04
50.04
425.2194
426.2169
. . . ‘ I/ — =
424.0 424.5 425.0 425.5 426.0 426.5 427.0 427.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 98.87 C23H29N50 S [M+H]+ 424.2167 424.2166 0.1 0.24 98.87 12.0

Figure S26. HRMS spectra of compounds 4f
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Formula Predictor Report - BPS-7_164.lcd Page 1 of 1
Data File: C:\LabSolutions\Data\Analiz\derya\BPS-7_164.Icd
Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 40 [e] 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 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 - 15.0 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: 1.640 -> 2.307 Scani# : 247 -> 347
1.800e6
1.600e6
1.400e6
1-200ety 438 p333
1.000e64
8.000e51
6.000e5 439.2361
4.000e5
2.000e5 359.r950
0 , A L - — T . .
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 438.2333 m/z
438.2333
100.04
50.04
439.2361
440.2344
D | - . A\ . .
438.0 438.5 439.0 439.5 440.0 440.5 441.0 441.5
C24 H31 N5 O S [M+H]+ : Predicted region for 438.2322 m/z
438.2322
100.04
50.04
439.2351
440.2328
. , . . A e
438.0 438.5 439.0 439.5 440.0 440.5 441.0 441.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df.(mDa) Df. (ppm) Iso DBE
1 91.64 C24H31N50 S [M+H]+ 438.2333 438.2322 1.1 2.51 9523 12.0

Figure S29. HRMS spectra of compounds 4g
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Figure S31. 3C-NMR spectra of compounds 4h
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Formula Predictor Report - MBS-1_166.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\MBS-1_166.lcd

Page 1of 1

Elmt | Val. Min_Max Elmt  Val. Min_ Max Elmt  Val. Min_ Max Elmt  Val. Min_Max Use Adduct
H 1 10 40 0 2 0 5 S 2 0 1 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 2 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0- 15.0 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: 1.853->2.413 Scan#: 279 -> 363
1.100e6+
1.000e6
9.000e5
8.000e5
4100080, 397.01707
6.000e5-
5.000e5
4.000e5
3.000e5+ 398.1738
20006 419.1527
1.000e54
G T T T T T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 397.1707 m/z
397.1707
100.0+
50.04
398.1738
399.1698
T - T T T T T T T
397.0 397.5 398.0 398.5 399.0 399.5 400.0 400.5
C21 H24 N4 02 S [M+H]+ : Predicted region for 397.1693 m/z
397.1693
100.04
50.0+
398.1722
|\ 399.1693
: : : . A — M R—
397.0 397.5 398.0 398.5 399.0 399.5 400.0 400.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 79.91 C21H24N402S [M+H]+ | 397.1707 397.1693 14 3.62 85.29 12.0

Figure S32. HRMS spectra of compounds 4h
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Formula Predictor Report - MBS-2_167.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\MBS-2_167.lcd

Elmt Val.] Min Max Eimt  Val. | Min Max Eimt Val

Min_Max

H 1 10 40 (o] 2 0 5 S 2
C 4 10 40 F 1 0 0 Cl 1
N 3 2 5 P 3 0 0 Br 1

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

DBE Range: 5.0- 15.0
Apply N Rule: yes
Isotope RI (%): 1.00
MSn Logic Mode: AND

Event#: 1 MS(E+) Ret. Time: 2.147 Scan#: 323

0
0
0

Eimt Val

Min Max

Page 1of 1

Use Adduct

1 Ru 2
0 Pd 2
0 | 3

Electron lons:
Use MSn Info:
Isotope Res:
Max Results:

0
0
0

both
yes
9000
150

0 H
0
0

1.300e6
1.200e6+
1.100e6+
1.000e6
9.000e5
8.000e5
7.000e5
6.000e5
5.000e5
4.000e5
3.000e5
2.000e5
1.000e5

411.1854

412.1895

0
100.0 200.0 300.0 400.0 500.0

600.0 700.0

800.0

900.0

Measured region for 411.1854 m/z

411.1854
100.04

50.04

412.1895

ol A

413.1874

411.0 4115 412.0 4125

—
413.0

4135

"414.0

414.5

C22 H26 N4 02 S [M+H]+ : Predicted region for 411.1849 m/z

411.1849
100.0q

412.1878

413.1852

A

T

412.0 4125

413.0

413.5

414.0

414.5

Rank Score Formula (M) lon

Meas. m/z

Pred. m/z_Df. (mDa)

Df. (ppm)

Iso DBE

1 79.48 C22H26N402S M+H]+

Figure S35. HRMS spectra of compounds 4i
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Formula Predictor Report - MBS-3_168.Icd Page 1of 1
Data File: C:\LabSolutions\Data‘\Analiz\derya\MBS-3_168.Icd
Elmt Val. Min_Max Elmt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 10 40 o} 2 0 5 S 2 0 1 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 | 2 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0- 15.0 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 Rl (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time:2.107 Scan# : 317
1.400e6-
1.200e6
100067 423.1860
8.000e5
6.000e5
4.000e51 424.1888
] 445.1694
2.000e5] 212.%:955
ol ' - I , ; ) ‘ .
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 423.1860 m/z
423.1860
100.0+
50.0+
] 424.1888
) 425.1851
L a , , -l . ,
423.0 423.5 424.0 424.5 425.0 425.5 426.0 426.5
C23 H26 N4 02 S [M+H]+ : Predicted region for 423.1849 m/z
423.1849
100.04
50.0
424.1879
425.1854
0 . . ‘ . )/ — —
423.0 4235 424.0 4245 425.0 425.5 426.0 426.5
Rank Score Formula (M) len Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 96.00 C23H26N4028S [M+H]+ 423.1860  423.1849 1.1 260 100.00 13.0

Figure S38. HRMS spectra of compounds 4
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Figure S40. 3C-NMR spectra of compounds 4k
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Formula Predictor Report - MBS-4_169.Icd Page 1of 1
Data File: C:\LabSolutions\Data‘\Analiz\derya\MBS-4_169.lcd
Elmt Val. Min_Max Elmt Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 10 40 o} 2 0 5 S 2 0 1 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 | 2 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0- 15.0 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 Rl (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time:2.000 Scan# : 301
1.100e6
1.000e6+
9.000e5+
8.000e5
7.000e5 421.1693
6.000e51
5.000e5
4.000e5 443.1509
3.000e54 422.1744
2.000e5
211.p881 287.11748
1.000e5-
ol . || | ; : ) ‘ L.
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 421.1693 m/z
421.1693
100.0+
50.0+
422.1744
] 423.1738
0 , A . . . A . —A ;
421.0 421.5 422.0 422.5 423.0 423.5 424.0 4245
C23 H24 N4 02 S [M+H]+ : Predicted region for 421.1693 m/z
421.1693
100.04
50.0
4221722
423.1697
0 , . ‘ . ) — P
421.0 421.5 422.0 422.5 423.0 423.5 424.0 4245
Rank Score Formula (M) len Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 77.64 C23H24N4028S [M+H]+ 421.1693  421.1693 0.0 0.00 7764 14.0

Figure S41. HRMS spectra of compounds 4k
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Figure S43. 3C-NMR spectra of compounds 41
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Figure S44. HRMS spectra of compounds 41
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Formula Predictor Report - MBS-5_170.Icd Page 10of 1
Data File: C:\LabSolutions\Data‘\Analiz\derya\MBS-5_170.lcd
Eimt Val. Min Max Elmt  Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 10 40 o] 2 0 5 S 2 0 1 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 2 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 - 15.0 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: 150
Eventf: 1 MS(E+) Ret. Time : 2.053 Scan# : 309
2.400e6+
2.200e6
2.000e6-
1.800e6+
1.600e6
1.400e6 425.2013
1.200e6+
1.000e6-
8.000e5
6.000e54 426.2048
4.000e5
2 00054 213.||049
[V T ——ty L T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 425.2013 m/z
425.2013
100.04
50.04
426.2048
427.2015
VAN : i ol : ,
425.0 425.5 426.0 426.5 427.0 427.5 428.0 428.5
C23 H28 N4 02 S [M+H]+ : Predicted region for 425.2006 m/z
425.2006
100.0
50.04
426.2035
427.2011
0 ‘ . . , I/ — S
425.0 425.5 426.0 426.5 427.0 427.5 428.0 428.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1| 8375 C23H28N402S [M+H]+ 4252013  425.2006 0.7 165 8513 120
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Figure S45. "H-NMR spectra of compounds 4m
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Figure S46. 3C-NMR spectra of compounds 4m
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Formula Predictor Report - MBS-6_171.lcd

Data File: C:\LabSolutions\Data\Analiz\derya\MBS-6_171.lcd

Page 1of 1

Elmt Val.] Min_Max Eimt  Val. Min_ Max Eimt Val. Min_ Max Eimt Val. Min Max Use Adduct
H 1 10 40 (o] 2 0 5 S 2 0 1 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 | 2 5 P 3 0 0 Br 1 0 0 | 3 0 0
Emor Margin (ppm): 5 DBE Range: 5.0- 15.0 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: 1.880 Scan#: 283
1.400e6
1.200e6
1.000e6 454 0280
8.000e5
6.000e5
4.000e5 4552325
456.2262
2.000e5 227."“59 342.r239 4ru.[1902
ol Ll . | A T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 454.2280 m/z
454.2280
100.04
50.04
455.2325
456.2262
- A
454.0 454.5 455.0 455.5 456.0 456.5 457.0 4515
C24 H31 N5 02 S [M+H]+ : Predicted region for 454.2271 m/z
454.2271
100.04
50.0
455.2300
456.2278
ob— ‘ . . ;- S
454.0 454.5 455.0 455.5 456.0 456.5 457.0 457.5
Rank Score Formula (M) lon Meas. m/z  Pred. miz Df. (mDa) Df. (ppm) Iso  DBE
1| 87.16 C24 H31N502S [M+H]+ 454.2280 454.2271 0.9 1.98 89.35 12.0

Figure S47. HRMS spectra of compounds 4m
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Figure S49. 3C-NMR spectra of compounds 4n
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Formula Predictor Report - MBS-7_172.Icd Page 1 of 1
Data File: C:\LabSolutions\Data\Analiz\derya\MBS-7_172.lcd
Elmt Val.[ Min Max Elmt | Val. Min Max Elmt  Val.| Min Max Eimt Val. Min Max Use Adduct
H 1 10 40 (e] 2 0| 5 S 2 0 1 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 2 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 - 15.0 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#: 1MS(E+) Ret. Time: 1.947 Scan#:293
1.600e6
1.400e6
1.200e6+
468.2436
1.000e6
8.000e5
6.000e5
469.2468
4.000e5
2.000e5 2346243
ol ! ; T - Lt - , : ;
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 468.2436 m/z
468.2436
100.0q
50.0
469.2468
470/.i413
x T mf T T ¥ T T ‘ T T T
468.0 468.5 469.0 469.5 470.0 470.5 471.0 471.5
C25 H33 N5 02 S [M+H]+ : Predicted region for 468.2428 m/z
468.2428
100.0
50.04
469.2457
470.2437
46‘&0 461&5 4623.0 455.5 47|U.[l 47b.5 47‘1.0 47‘1.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso  DBE
1 77.52 C25H33N5025S [M+H]+ 468.2436  468.2428 0.8 1.71 7892 12.0

Figure S50. HRMS spectra

of compounds 4n
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Figure S51. 2D interaction of compound 4m at binding region (PBDID: 4EY7).
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Figure S53. The ICs, graphs of compounds 4a, 4d, 4f, 4g, 4h, 4k, 4m, 4n and donepezil on

AChE enzyme (The graphs are formed using GraphPad Prism Version 6 via regression

analyses).
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Figure S54. The ICs, graphs of compounds 4a, 4d, 4f, 4h, 4k, 4m and selegiline on MAO-B

enzyme (The graphs are formed using GraphPad Prism Version 6 via regression analyses).
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