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SUPPORTING INFORMATION

Quinoline/Thiazole Compounds as Selective Acetylcholinesterase Inhibitors: Synthesis

and Biological Assessment
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Spectra 1. 'H-NMR spectra of compound 3a
: $3% dosegsnss 3 BE%R
Current Data Parameters.
NAM UMB-1
EXPNO 1"
PROCNO 1
F2 - Acquisition Parameters
Date 02501
Time ,
INSTRUM  FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
TD 6
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 294.2 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 f1
SFO1 75.4878687 MHz
NUC1 13C
P1 15.00 usec
PLW1 15.00000000 W
CHANNEL 2
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltz18
| ‘ PCPD2 90.00 usec
VIR It —— " Blwr2 020880000 W
" PR TR patlo i . TR TT W I " TPPTT oM PTpPPON
ik Udald} i ke ket tadud i | PLW13 0.10495000 W
F2 - Processing parameters
T T T T T T T T T T T T T T T T T T T ] sl 32768
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Spectra 2. 3C-NMR spectra of compound 3a
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Formula Predictor Report - UMB-1_31.lcd Page 10f 1

Data File: C:\LabSolutions\Data\Analiz\Derya\UMB-1_31.lcd

Elmt  Val. Min Max Elmt  Val. Min Max Elmt  Val. Min Max Eimt  Val. Min Max Use Adduct
H 1 5 35 (] 2 0 0 S 2 0 4 Ru 2 0 0 H
c 4 9 35 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 0 4 P 3 0 0 Br 1 0 0 I 3 0 0
Error Margin (ppm): 5 DBE Range: 0.0-20.0 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: 50

Event#: 1 MS(E+) Ret. Time : 2.307 - 1.507 -> 2.110 Scan# : 347 - 227 -> 317

1.200e7-
1.100e7
1.000e7
9.000e6
8.000e6 358.1318
7.000e6
6.000e6
5.000e6+
4.000e6-
3.000e6 360.1324
2.000e6
1.000e6

i

0 T — T T T T T T T T T
100.0 150.0 2000 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0 700.0

Measured region for 359.1318 m/z

359.1318
1000,
50.0-
360.1324
3503915
ﬂ )i 59430 /t\ 361.1368
3 J UM A KA i e : e ‘
359.0 359.5 360.0 360.5 361.0 361.5 362.0 362.5

C21 H18 N4 S [M+H]+ : Predicted region for 359.1325 m/z

359.1325
100.04
50.04 ‘ ‘
‘ | 360.1354
I I
I I 361.1323
| M [
0 T Aa T —* - T T )P\ T " T
359.0 359.5 360.0 360.5 361.0 361.5 362.0 362.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 61.17 C21H18N4 S [M+H]+ 359.1318 359.1325 -0.7 -1.95 62.65 15.0

Spectra 3. HRMS spectra of compound 3a



9.00
9.00
8.97
8.97
8.95
8.94
8.02
8.09
8.09
8.06
8.06
7.85
7.84

83
81
7.81
81
79
7.78
72
7.7
li-7.70
69
69
67
66
a3
a0
35
33
6.49
3.91
3.89
3.86
3.84
252
2.51
251
2.50
2.49
2.39
147
115
113

BRUKER
(<O

f

Current Data Parameters
AME. umB-2

EXPNO 1

PROCNG 1

F2 - Acquisition Parameters

Date_ 20241227

Time 13.04

INSTRUM _ FOURIER300

PROBHD 5 mm DUL 13C-1

PULPROG 2g

T
SOLVENT DMSO
NS 16
DS 0
SWH 6103.518 Hz
FIDRES 0.372529 Hz.
AQ 13421773 sec
RG 35707
oW 81.920 usec
DE 6.50 usec
TE 294 1 K
D1 3.00000000 sec
TDO 1

= CHANNEL {1 ==

SFO1  300.1818537 MHz

NUC1 1H
P1 13.00 usec
PLW1 1000000000 W

F2 - Processing parameters
sl

SF_ 300.1789977 MHz
wow EM

SSB
LB

GB
PC 1.00

0.30 Hz
1]

T T T T T T T
105 100 95 9.0 85 8.0 75 70

O

Spectra 4. '"H-NMR spectra of compound 3b
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Current Data Parameters
NAME UMB-2

EXPNO
PROCNC 1

F2- Acqunsmun Parameters
Date_ 20241227

Time 13.06
INSTRUM _ FOURIER300
PROBHD_ 5 mm DUL 13C-1
PULFROG 20pg

D
SOLVENT DMSO
NS 870

DS

SWH 24414.082 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 294.2 K

D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec

D32 0.89999998 sec
D40 000&)393990 sec

L4
LS 26
P32 90.00 usec
TDO 1
CHANNEL f1
SFO1 75.4878687 MHz
NUG1 13C
P1 15.00 usec
PLW1 16.00000000 W
CHANNEL f2
SFO2 300.1812007 MHz
NUG2 1H

CPDPRG[2 waltz16

PCPD2 90.00 usec
T — : o, agaell

PLW13 0.10495000 W

F2 - Processing parameters
Sl 32768

T T T T T T T T T T T T 1

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 a0 30 20 10 ppm %FDW 75‘4301?52’\}0'\41“2
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

Spectra 5. 3C-NMR spectra of compound 3b



Formula Predictor Report - UMB-2_22.led Page 10f 1

Data File: C:\LabSolutions\Data\Analiz\Derya\UMB-2_22 lcd

Eimt  Val. Min Max Elmt  Val. Min Max Eimt  Val. Min_ Max Eimt  Val. Min Max Use Adduct
H 1 8 35 (o] 2 0 4 S 2 0 2 Ru 2 0 0 H
C 4 9 35 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 4 8 P 3 0 0 Br 1 0 0 I 3 0 0
Error Margin (ppm): S DBE Range: 8.0-30.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isolopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso Rl (%): 10.00 MSn Logic Mode: AND Max Results: 50

Event#: 1 MS(E+) Ret. Time : 5.493 Scan# : 825

373.1477
5.500e7
5.000e7
4.500e7-
4.000e7- 374.1404
3.500e7
3.000e7
2.500e7
] 373.2783
20007 3751368 | 373 4077
1.500e7- :
3735175
1.000e7- 3737604 | 3736457
5.000e6- 373.0804 | 374.2573
0 T B, e - . . et b v . . ,
100.0  150.0 200.0 2500 3000 350.0 400.0 450.0 5000 550.0 600.0  650.0  700.0
Measured region for 373.1477 m/z
373.1477
100.0-
374.1404
50.04
373.2783
3.407
3751
\ 33, ?5[\/\ 3 -2ﬁ'3 374.4121 ’
0 /"J | " | | | [I lL_.\ I |I AA /\/I‘\ | /-\/‘l\ 1 I\ i n
373.0 373.5 374.0 374.5 375.0 375.5 376.0 376.5
€22 H20 N4 S [M+H]+ : Predicted region for 373.1481 m/z
373.1481
100.0- Spe
50.0 “
| 374.1511
| l.
Il I 375.1482
J 11 i 'T‘
[} T s T T - T T - T T o T
373.0 3735 374.0 3745 375.0 3755 376.0 376.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df.(mDa) Df. (ppm) Iso DBE
1 2628 C22H20N4 S [M+H]+ 3731477 373.1481 0.4 -1.07 2632 150

Spectra 6. HRMS spectra of compound 3b
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Current Data Parameters
NAME UMB-3
EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date_ 0250102

Time 1114
INSTRUM _ FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG

Ll J

T T T T T T T
85 80 75 70 65 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 15 1.0

105 10.0 95 910
B2 BeRsE Bk i E
Spectra 7. 'TH-NMR spectra of compound 3¢
\
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Spectra 8. 3C-NMR spectra of compound 3¢

T 1
0.5 ppm

D 16384
SOLVENT DMSO
NS

DS 0

SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 21773 sec
RG 15.976

oW 81.920 usec
DE .50 usec
TE 293.8K

D1 3.00000000 sec
TDO 1

= = CHANNEL 1
SFO1 300.1818537 MHz
NUCH 1H

P1 13.00 usec
PLW1  10.00000000 W

F2 - Processing parameters
S| 65536

SF 300.1799948 MHz
DW EM

SSB 0

LB 0.30 Hz

GB [)

PC 1.00
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Current D
NAME

ata Parameters
UMB-3

B
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 2025010:
Time 11.15
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
bW 20.480 usec
DE 6.50 usec
TE 2937 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec
L4
L5 26
P32 90.00 usec
TDO 1
CHANNEL f1
SFO1 75.4878687 MHz
NUC1 13C
P1 15.00 usec
PLW1 15.00000000 W
CHANNEL f2
SFO2 300.1812007 MHz
NuC2 1H
CPDPRG[2  waltz16
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLW13 0.10495000 W
F2 - Processing parameters
S| 32768
SF 75.4803210 MHz
wDw EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40



Formula Predictor Report - UMB-3_23.lcd Page 1 0f 1
Data File: C:\LabSolutions\Data\Analiz\Derya\UMB-3_23.lcd
Elmt  Val. Min Max Elmt  Val. Min Max Elmt  Val. Min Max Eimt Val. Min Max Use Adduct
H 1 5 35 (] 2 0 4 S 2 0 2 Ru 2 0 0 H
c 4 9 35 F 1 0 0 cl 1 0 0 Pd 2 0 0
N 3 4 8 P 3 0 0 Br 1 0 0 I 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0-30.0 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 :4.173 Scan# : 627
389.1434
5.500e7
5.000e7
4.500e7
4.000e7 390.1370
3.500e7
3.000e7q
2.500e74
1.500e7 389.5211 | 389.4105
1.000e7 220.0695 389.6516 390.2674
5.000e6+ 389.7688
0 L . N N 390.5178 .
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 389.1434 m/z
389.1434
100.0+
390.1370
50.04
389.27168
410 2674 391.1340
] 390.764 391.2598
LTI A Ay AL o
" > (UL WAL A |Aﬂ\/l\..1/.\_
389.0 389.5 390.0 390.5 391.0 3915 392.0 392.5
C22 H20 N4 O S [M+H]+ : Predicted region for 389.1431 m/z
389.1431
100.04
50.01 H
| 390.1460
I |
| |
(| ||| 391.1432
mn
0 L : Y ; _A ; = .
389.0 380.5 390.0 390.5 391.0 391.5 392.0 3925
Rank Score Formula (M) lon Meas.m/iz  Pred. m/iz Df. (mDa) Df. (ppm) Iso  DBE
1 2835 C22H20N40OS [M+H]+ 389.1434  389.1431 0.3 0.77 2835 150

Spectra 9. HRMS spectra of compound 3¢
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Spectra 10. 'H-NMR spectra of compound 3d
3 g 5 &
B 2 ¥ g
A!a. v " L i
: ” [SI—— - - o
190 180 170 160 150 140 130 120 110 100 920 80 70 60 50 40 30 20 10 ppm

Spectra 11. 3C-NMR spectra of compound 3d

Current Data Parameters
NAME UMB-4

F2 - Acquisition Parameters
Date_ 20241228

Time 11.44
INSTRUM _ FOURIER300
PROBHD 5 mm DUL 13C-1

PULPROG 29
) 16384
SOLVENT DMSO
NS 16

DS 0

SWH 6103.516 Hz
FIDRES  0.372529 Hz
AQ 13421773 sec
RG 21,9366

ow 81.920 usec
DE 6.50 usec
TE 294.1 K

D1 3.00000000 sec
TDO 1

13.00 usec
PLW1 10.00000000 W
F2 - Processing parameters
si

S 3001799948 MHz
WoW EM

SSB 0

L8 030 Hz

GB [

PG 1.00

e o
BRUKER
o)

Current Data Parameters
AME UMB-4

EXPNO
PROCNO 1

w

F2 - Acquisition Parameters
Date_ 20241228

Time 11.46
INSTRUM _ FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 2gpg

0 32768

2
SOLVENT DMSO
NS 2048

DS 4

SWH 24414062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187

ow 20.480 usec
DE 6.50 usec
TE 2941 K

D1 1.00000000 sec

D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.0020??3990 sec

26
P32 90.00 usec
1

CHANNEL f1

SFO1 75.4878687 MHz
13C

P1 15.00 usec
PLW1 15.00000000 W

CHANNEL f2
SFO2 300.1812007 MHz
NUC2 1H
GPDPRG[2 waltz16
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLW13 0.10495000 W

F2 - Processing parameters
Sl 327¢

SF. 75.4803210 MHz
wDw EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40



Formula Predictor Report - UMB-4_24.lcd Page 1 of 1

Data File: C:\LabSolutions\Data\Analiz\Derya\UMB-4_24 lcd

Eimt  Val. Min Max Eimt Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Use Adduct
= 1 5 35 0 2 0 4 S 2 0 2 Ru 2 0 0 H
C 4 9 35 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 4 8 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0-30.0 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 : 4.280 Scan# : 643

404.1181
5.500e7

5.000e7-

4.500e7

— 405.1121
3.500e7-

3.000e7-

2.500e71 404.2468
2.000e7-

1 50007, 404.3886 | 400 oo
it 235.0431 404.5030

5.0006- r “0‘4-533? sl 405.3882

0 T T T T T T T T T
100.0  150.0  200.0 250.0  300.0 350.0 4000 4500 500.0 550.0 600.0 650.0  700.0

Measured region for 404,1181 m/z

404.1181
100.0+
4051121
50.0+
404.2468
3886 2486 406.1
Il
405.7;
. : ‘JI||[ RI}.AHL mlln omaell oo
404.0 404.5 405.0 405.5 406.0 406.5 407.0 407.5
C21 H17 N5 02 S [M+H]+ : Predicted region for 404.1176 m/z
404.1176
100.0+
oo H|
‘ ‘ 405.1204
| !
| il 406.1176
| |I I|
0 T AR\ T o L T T }4\ T T T
404.0 404.5 405.0 405.5 406.0 406.5 407.0 407.5
Rank Score Formula (M) lon Meas. m/z  Pred. m/z _Df. (mDa) Df. (ppm) Iso  DBE
1 29.78 C21H17N5Q25S [M+H]+ 404.1181 404.1176 0.5 1.24 29.96 16.0

Spectra 12. HRMS spectra of compound 3d
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Current Dala Paramelers.
NAME UMB-5
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20241227

Time 13,

INSTRUM _ FOURIER300
PROBHD_5 mm DUL 13C-1

PULPROG =
TD 16384
SOLVENT DMSO
NS 16

Ds 0

SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 51.7109

bow 81.920 usec
DE 6.50 usec

TE 2941 K
D1 3.00000000 sec
T00 1

= CHANNEL 1 ==

sFO1

300.1818537 MHz
NUC1 H
P1 13.00 usec
PLWI 10.00000000 W
;2 - Pracessing parameters
SF 300.1799982 MHz
wow EM
SSB 0
L8 0.30 Hz
GB 0
PC 1.00

T T T T T T T T T T T T T T T T T T T T

T 1
105 100 95 9.0 85 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 40 35 3.0 25 20 15 1.0 05 ppm
i
&

Spectra 13. "TH-NMR spectra of compound 3e
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Current Data Parameters.
NAM UMB-5
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20241227
Time 13.35
INSTRUM _ FOURIER300
OBHD 5 mm DUL 13C-1
PULPROG zgpg
32768
SOLVENT DMSO
NS
DS 4
SWH 24414.062 Hz
FIDRES  0.745058 Hz
AQ 06710886 sec
RG 501.187
Dw 20.480 usec
DE 6.50 usec
TE 2342 K
D1 1,00000000 sec
Di1 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
SFO1 75.4878687 MHz
NUCH 13C
P1 15.00 usec
PLWY 1500000000 W
CHANNEL f2
SFO2  300.1812007 MHz
NUC2 1H
CPDPRG[2  waltz16
‘ | PCPD2 90.00 usec
| ; PLW2  10.00000000 W
M 1 PLW12  0.20863999 W
| i PLW13  0.10495000 W
F2 - Pmcessing parameters
T T T T T . T T T : T . T . T : T . T : sI 32768
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm uSvFDw 75 4303;&0 MHz
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

Spectra 14. 3C-NMR spectra of compound 3e



Formula Predictor Report - UMB-5_25.lcd

Data File: C:\LabSolutions\Data\Analiz\Derya\UMB-5_25.lcd

Page 10of 1

Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 5 35 (o] 2 0 3 = 2 0 2 Ru 2 0 0 H
Cc 4 9 35 F 1 0 1 cl 1 0 0 Pd 2 0 0
N 3 4 8 P 3 0 0 Br 1 0 0 I 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0-30.0 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 : 4.307 Scan# : 647
377.1235
5.500e7
5.000e7+
4.500e7
4.000e74 378.1153
3.500e7
3.000e7
2.500e7
2.00087] 377.2532
1.500e7 377.3863 | 379.1154
1.000e7- 377.7406 | 13774961
208.0470 ‘
5.000e:~ f“ 3776213 | 00 9393 L
1000 1500 2000  250.0 300.0  350.0 4000 4500 5000 5500 600.0  650.0  700.0
Measured region for 377.1235 m/z
377.1235
100.04
378.1153
50.04
\3 2532
.3863
79.101
\ w{%ﬂ/\ \37 2893 3783890 79 194
. : H||||‘ |\|\LA/|\A/|\ NAN A A An, oA
377.0 3775 378.0 378.5 379.0 379.5 380.0 380.5
C21 H17 N4 F S [M+H]+ : Predicted region for 377.1231 m/z
377.1231
100.0
50.0 ‘ ‘
‘ | 378.1260
| I
[ I I|I 379.1229
0 il : 4l . i\ : e .
377.0 3775 378.0 378.5 375.0 379.5 380.0 380.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df.(mDa) Df. (ppm) Isos  DBE
1 26.07 C21H17N4F S [M+H]+ 377.1235 377123 0.4 1.06 2611 15.0

Spectra 15. HRMS spectra of compound 3e
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7.79
7.78
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7.69
7.67
7.66
7.63
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7.61
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7.58
7.58
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252
251
251
250
249
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Current Data Parameters
NAME UMB-6.2

PROCNO 1

F2 - Acquisition Paramelers
Date 20241227

Time 9.51
INSTRUM  FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 20

D
SOLVENT DMSO
NS 16

0
6103.516 Hz

FIDRES  0.372529 Hz

AQ 3421773 sec

AG 39.3552

oW 81.920 usec

DE 6.50 u:

TE 294.1 K

o1 3.00000000 sec

T00 1

smmmmmme CHANNEL 1 mmmsmmns

SFO1  300.1818537 MHz

NUC1 1H

P1 13.00 usec
PLWI  10.00000000 W
£2- Processing parameters
SF 3001799975 MHz
‘Wow EM

ss8 o

LB 0.30 Hz
Gi

PC 1.00

T T T T T T T T T T T T T T T T T T T T T 1
105 100 95 8.0 8.5 8.0 75 70 65 60 55 50 45 40 35 3.0 25 20 15 10 05 ppm

il

Spectra 16. 'H-NMR spectra of compound 3f
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Current Data Parameters
NAME UMB-6.2
EXPNO 4
PROGNO 1
F2 - Acquisition Parameters
Date_ 241227
Time .
INSTRUM _ FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
O 32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414,062 Hz
FIDRES  0.745058 Hz
AQ 0.6710886 sec
RG 501.187
bW 20.480 usec
DE 6.50 usec
TE 2942 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
E:o 0.00093990 sec
L5 26
P32 90.00 usec
T0O 1
CHANNEL f1
SFO1  75.4878687 MHz
NUG1 13C
P1 15.00 usec
PLW1  15.00000000 W
CHANNEL f2
SFO2  300.1812007 MHz
| NUG2 1H
CPDPRG[2  wallz18
| h‘ PCPD2 90.00 usec
| I ! PLW2  10.00000000 W
L e L Jih (1N 1w pvrer vy , ) Lt o n \ PLW12  0.20863999 W
i AN AW iy b ey st A : Ao PLWI3 010495000 W
F2 - Processing parameters
T T T T T T T T T T T T 1 T T T T T ) 32768
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm a,FDW 75-4803&}'0 MHz
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

Spectra 17. 3C-NMR spectra of compound 3f



Formula Predictor Report - UMB-6.2_86.Icd

Data File: C:\LabSolutions\Data\Analiz\Derya\UMB-6.2_86.lcd

Page 1 of 1

Spectra 18. HRMS

spectra of compound 3f

_Elmt _ Val. Min Max _Elmt Val. Min Max _Elmt Val.| Min Max _Elmt Val.| Min Max Use Adduct
H 1 15 30 o] 2 0 0 S 2 1 1 Ru 2 0 0 H
C 4 12 37 F 1 0 0 Cl 1 0 1 Pd 2 0 0
N 3 1 [ P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 10 DBE Range: 5.0 - 20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: no Use MSn Info: yes
Max Isotopes: 5 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Ise RI (%): 10.00 MSn Logic Mode: AND Max Results: 50
Event#: 1 MS(E+) Ret. Time:1.947 Scan#: 293
1.600e7
1.400e7
1.200e74 393.p938
1.000e7-
8.000e6
6.000&6; 294.0040 395.0910
4.000e6
] 293.3675 393.2287
2 000e64 393.4799
0:1 . . iy L b - T .il T . T phomed it 4 . : .
100.0  150.0 2000 250.0 300.0 350.0 4000 450.0 500.0 550.0 600.0 650.0 700.0
Measured region for 393.0938 m/z
393.0838
100.04
50.04 ‘
| 385.0810
‘ 394.0940 |
| 393.2287 'I I
|
| 3983.3675 |I 394.2189 | l
f it |
| ‘ l(h I psmares | |I N 396.0973
| X
) il |_.||k_| IL”'jfUI u?\./l | 'Lﬂ‘ Lzﬁ‘_.-"l\ll /w.\l_.l’l L/T“\_.'fll\Muuxl_;'T\_, S I ‘
393.0 3935 394.0 394.5 395.0 395.5 396.0 396.5 397.0
C21 H17 N4 S CI [M+H]+ : Predicted region for 393.0935 m/z
393.0835
100.0
50.04
385.0811
394.0964 ||
l
[ |
| ‘ I || || | 396.0935
| i |
I JI | ; I,IIII > Ijlll ; IJ'ITI\ : rﬁL .
393.0 3035 394.0 304.5 395.0 395.5 396.0 396.5 387.0
Rank Score Formula (M) lon Meas.m/z  Pred. miz Df. (mDa) Df. (ppm) Iso. DBE
1 6818 C2Z1H17N4 S Cl [M+H]+ 393.0938  393.0935 0.3 0.76 6818 150



9.00
8.98
8.96
8.10
8.08
8.08
8.04
8.01
7.89
7.88
7.87
7.86
7.85
7.84
7.84
7.82
7.81
7.78
7.78
7.76
7.76
7.75
7.74
7.72
7.72
7.7
7.69
7.69
6.75
3.95
392
3.90
3.88
2,52
251
2,50
250
2.49
119
1.16
114

8.11

)
BRUKER
L)

Current Data Parameters
E UMB-8
3

EXPNO
PROCNO 1

F2 - Acquisition Paramelers
Date_ 20241227
Time. 10.53
INSTRUM _ FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 29
10 16384
SOLVENT DMSO
NS IOS
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.34217
RG 47.3558
ow 81.920 usec
DE
TE 294.1 K
D1 3.00000000 sec
ToO 1
N Ty VN T | p—
SFO1 300.1818537 MHz
NUCt TH
i 13.00 usec

PLW1  10.00000000 W
F2 - Processing paramelers
8| 65536
SF. 300.1799981 MHz
wow Ei

0
LB 0.30 Hz

0
PC 1.00

T T T T T T T T T T T T T T T T T T T T

T 1
0 65 60 55 50 45 40 35 30 25 20 15 10 05 ppm

5

105 100 95 90 85

17203
150.25
148.05
11248
104.40
a5

13.82

L e
BRUKER
2>

Current Data Parameters
NAM: UMB-8

EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20241227

Time 10.55
INSTRUM  FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG

i 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 294.2 K

D1 1.00000000 sec

D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec

L4

L5 26

P32 90.00 usec

TDO 1
CHANNEL f1

SFO1 75.4878687 MHz

NUC1 13C

P1 15.00 usec

PLW1 15.00000000 W
CHANNEL f2

SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltz16

PCPD2 90.00 usec
A WIY a i, ol

i " PR " e " fy ¥
VARG A PRSAA B A 2 00 A N b e o y 4 i Yo i PLW13 010495000 W

F2 - Processing parameters

T T T 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 a,FDW 75-4BDCiEZh1n0MHZ
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

Spectra 20. 3C-NMR spectra of compound 3g



Formula Predictor Report - UMB-8_27 lcd

Data File: C:\LabSolutions\Data\Analiz\Derya\UMB-8_27 .lcd

Page 1of 1

Elmt  Val. Min Max Elmt  Val. Min Max Elmt  Val. Min Max Eimt  Val. Min Max Use Adduct
H 1 5 35 0 2 0 0 = 2 0 2 Ru 2 0 0 H
Cc 4 9 35 F 1 0 1 Cl 1 0 0 Pd 2 0 0
N 3 4 8 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0 - 30.0 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 : 3.853 Scan# :579
384.1267
5.000e7
4.500e7
povaTy 385.1229
3.500e7 )
3.000e7
2.500e7
2.000e7 386.1187 384.2613
1.500e7- 384.5045 | 384.3923
1.000e7- 384.7503 ——
5.000e67 384.6307 ' 487.0676
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 384.1267 m/z
384.1267
100.04
385.1p29
50.04
3 13
392 2483 1187
TR /\ % Ao
. | AU T A ANIUN AN A Al s 2
384.0 384.5 385.0 385.5 386.0 386.5 387.0 387.5
C22 H17 N5 S [M+H]+ : Predicted region for 384.1277 m/z
3841277
100.0+
50.0H ‘ ‘
| ‘ 385.1306
| I
| I Il' 386.1278
1
3 T 'll I‘ T T JII I\ T IT\ T e T
384.0 384.5 385.0 385.5 386.0 386.5 387.0 3875
Rank Score Formula (M) lon Meas.m/iz  Pred. miz Df. (mDa) Df. (ppm) Iso  DBE
1 2172 C22H1INSS [M+H]+ 384.1267  384.1277 -1.0 260 2262 170

Spectra 21. HRMS spectra of compound 3g



9.18
9.16
9.11
9.09
9.06
8.30
8.28
8.26
8.23
8.23
8.16
8.16
8.14
813
8.13
8.11
an
7.97
7.97
7.95
7.95
7.58
6.95
4.02
4.00
3.98
3.95
252
252
251
251
2.50
1.21
1.18
1.16

Current Data Parameters
NAMI IMB-10
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20241227

Time 18.39
INSTRUM  FOURIER300
PROBHD 5 mm DUL 13C-1

PULPROG 29

10 16384
SOLVENT DMSO
N 16

DS 0

SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 29.7739

bw 81.920 usec
DE 6.50 usec
TE 294.2 K

D1 3.00000000 sec
TDO 1

- = GHANNEL f1
SFO1 300.1818537 MHz
NUC1 1H

P1 13.00 usec
PLW!  10.00000000 W

F2 - Processing parameters
S 65536

SF 300.1799958 MHz
WDW EM

58|

8 0.30 Hz

GB
PC 1.00

. A Jh

T T T T T T T T T T T T T T T

T T T T T
105 100 95 90 85 80 75 70 65 60 55 50 45 4.0 3.5 3.0 25 20 15 1.0

§ e @ g e
o) sleisl-lallal o Ll b
1
Spectra 22. 'H-NMR spectra of compound 3h
" : C><)
3 3 8 g BRUKER
Current Data Parameters
NAME UMB-10
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 0241227
Time 18.41
INSTRUM _ FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROX fd
32768
SOLVENT DMSO
NS 2048
4
SWH 24414.062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
Dw 20.480 usec
DE 6.50 usec
AE 294 2 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
SFO1 75.4878687 MHz
NUC1 13C
P1 15.00 usec
PLW1  15.00000000 W
CHANNEL {2
SFO2  300.1812007 MHz
| NUC2 1H
‘ | CPDPRG[2  waltz16
| | PCPD2 90.00 usec
I | J PLW2 10.00000000 W
PP (RIS " " A o oY ik “ PLW12 0.20863999 W
i . b Bt e 1Y A4 oo Wl Call i y PLW13  0.10495000 W
F2 - Processing parameters
T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm &JFDW 75. 4803E2!\1AO MHz
SSB
LB 1.00 Hz
GB 0
PC 1.40

Spectra 23. 3C-NMR spectra of compound 3h



Formula Predictor Report - UMB-10_29.lcd Page 1 0f 1

Data File: C:\LabSolutions\Data\Analiz\Derya\UMB-10_29.lcd

Eimt  Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Use Adduct
H 1 5 35 0 2 0 0 S 2 0 2 Ru 2 0 0 H
Cc 4 9 35 F 1 0 0 Cl 1 0 2 Pd 2 0 0
N 3 4 8 P 3 0 0 Br 1 0 0 I 3 0 0
Error Margin (ppm): 10 DBE Range: 8.0-19.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isatope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 50

Event#: 1 MS(E+) Ret. Time: 7.600 Scan# : 1141

427.0509
4.500e74 429.0451
4.00067-
3.500e7
- 428.0532
2500e74 430.0504
2.000e7] 1271043 | 4310470
1.500e7+ ¢ 429.2020
1.000e74 427.3332 502.2060
— 257.9742 4274531 | 4293344
" 427.7124 l429‘4512
ol \ . . — . —k , . . : . y
1000 1500 2000 250.0 300.0  350.0 4000  450.0  500.0  550.0  600.0  650.0  700.0
Measured region for 427.0509 m/z
427.0509
100.0-
429.0451
4280532
50.0-
27.9584 4300504
427.1943
5 428.4578 429,202
% f\ 428207 ; 9,
LT v | {1 et S04
| , VA AYIAVAT AW w A W R A AV IV WAV A G dAWAYAVAW
4265 427.0 4275 428.0 4285 429.0 429.5 430.0

C21 H16 N4 S CI2 [M+H]+ : Predicted region for 427.0545 m/z

427,
100.0+ S
|
‘ 429.0519
| |
50.04 | | |
‘ | 428.0574 | |
| \ It 430.0545
1 I |
| |I |I ll. |I || | II'
{‘l ;II l\ T ll.ll I\ T ! I\ T Tl.II II
426.5 427.0 427.5 428.0 428.5 429.0 429.5 430.0
Rank Score Formula (M) lon Meas.m/z  Pred.m/z Df. (mDa) Df. (ppm) Iso  DBE
1 20.23 C21H16N4 SCI2 [M+H]+ 427.0509  427.0545 -3.6 -8.43  36.31 15.0

Spectra 24. HRMS spectra of compound 3h
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Spectra 25. "TH-NMR spectra of compound 3i
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Spectra 26. 3C-NMR spectra of compound 3i
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Current Data Parameters
NAME UMB-11-Mayys
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20250515
Time 1117
INSTRUM _ FOURIER300

ROBHD 5 mm DUL 13C-1
PULPROG

%] 16384
SOLVENT DMSO
NS 16

DS 0

SWH 6103.516 Hz

FIDRES 0.372528 Hz

AQ 1.3421773 sec

RG 59.8758
81.920 usec

DE 6.50 usec

TE 297.0K

D1 3.00000000 sec

TDO 1

Sror SHANNEL {1 -mmeeee

SF 300.1818537 MHz
NUC1 1

P1 13.00 usec
PLW1 10.00000000 W
F2- Processing paramelers
SF 300.1799991 MHz
wow EM

SSB 0

LB 0.30 Hz

GB o

PC 1.00

)
BROKER
(>

Current Data Parameters
NAME

B-11-Mayys
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20250515
Time 11.19
INSTRUM  FOURIER300
PROBHD 5 mm DUL 13C-1
$BLPROG Z

32768
SOLVENT DMSO
NS 2048

Ds 4

SWH 24414.062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187

bw 20.480 usec
DE 6.50 usec
TE 296.9 K

D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec

D32 0.89999998 sec
D40 0.002093990 sec

26
P32 90,100 usec

CHANNEL f1
SFO1 75.4878687 MHz
NUC1 13C

P1 15.00 usec
PLW1 15.00000000 W

CHANNEL f2
SFO2  300.1812007 MHz
NUC2 1H
CPDPRG[2  waltz16
PCPD2 90.00 usec
PLW2  10.00000000 W
PLW12 0.20863999 W
PLW13  0.10495000 W

F2 - Processing parameters
Sl 32768

SF 75.4803210 MHz
wDw EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40



Formula Predictor Report - UMB-11_30.lcd Page 1 of 1

Data File: C:\LabSolutions\Data\Analiz\Derya\UMB-11_30.icd

Eimt  Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Use Adduct
H 1 5 35 [e} 2 2 2 S 2 0 2 Ru 2 0 0 H
c 4 9 35 F 1 0 0 (o] 1 0 2 Pd 2 0 0
N 3 4 8 P 3 0 0 Br 1 0 0 I 3 0 0
Error Margin (ppm): S DBE Range: 8.0-19.0 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 : 2.533 Scan# : 381

391.1213
5.000e71
4.500e7
4.000e7
3.500e7 392.1154
3.000e74
2.500e74
20007 393.1178 e
1.500e7- ;
1.000e7 391.5017 | 391.3896
. E 392.4987
2220481

5.000e6. S 6ais 392.2424

» 392.3895

0 T L, plaplapt - T T T T T T T
100.0  150.0 2000 250.0 300.0 350.0 400.0 4500 500.0 S550.0 6000 650.0 700.0

Measured region for 391.1213 m/z

391.1213
100.0
392.1154
00 1.9870
71
1.389 392.2424 3931178
‘ 501 {\ 2/4987 ’
, J IR AR A AN AV LT O\ S S AV
391.0 391.5 392.0 392.5 393.0 393.5 394.0 394.5

C21 H18 N4 02 § [M+H]+ : Predicted region for 391.1223 m/z

391.1223
100.04
00 I
| ‘| 392.1252
i | I!I 393.1224
| \
0 L1\ ; L ; A ; — :
391.0 391.5 392.0 3925 393.0 3935 394.0 3945
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso  DBE
1 30.03 C21H18N4 02 S [M+H]+ 3911213 391.1223 -1.0 -2.56 3125 150

Spectra 27. HRMS spectra of compound 3i
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Current Data Parameters
NAME UMB-10
—ju‘—iu PPM oo 22
PROCNO 1
F2 - Acquisition Parameters
ate_ 20250218
me 23.14
1 NSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG noesyph
TD 2048
SOLVEN’ DMSO
2 NS 64
DS 4
SwH 3051.758 Hz
FIDRES 1.490116 Hz
aQ 0.3355443 sec
3 RG 39.767
DW 40 usec
DE 0 usec
TE 9 K
DO 0.00014725 sec
4 D1 1.97304797 sec
D8 0.30000001 sec
B D33 0.00016380 sec
N0 0.00032760 sec
o CHANNEL fl ========
SFO1 300.1815269 MHz
B NUCL 10
Pl 13.00 usec
PLW1 10.00000000 W
6 Fl - Acquisition parameters
) ™ 256
[ SFO1 300.1815 MHz
. FIDRES 11.923841 Hz
e f E 7 sW 10.169 ppm
FnMODE TPPT
. B & : N . F2 - Processing parameters
SI 24
® ¥ . . . o SF 300.1799969 MHz
kS 8 WDW QSINE
3 B 1 SSB 2
i LB 0 Hz
‘ ¢ GB 0
BC 1.00
§ -9
F1 - Processing parameters
s1 1024
1 MC2 TPP
SF 300.1799969 MHz
F10  wow s
T T T T T T T T T T sse o
10 9 8 7 6 5 4 3 2 1 ppm e 0

0 o i ]

— - . L
—100
= P 120
= A
] 140 =
— o Lo
T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm & .

Spectra 29. HSQC spectra of compound 3i



— ° .o
— o
— 00
= ¢ '
= o % e .
- e PO ] s
—" et ¢ L]
- e .
200
T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1

ppm :

Spectra 30. HMBC spectra of compound 3i



