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DOPNALAB

Item

Value

Acquired Date&Time

17.05.2023 14:43:27

Acquired by

System Administrator

Filename

C-\Users\dopnalab\Desktop\MASAUSTU\derya\berkant\AL serisi\AL-11.ispd

Spectrum name

AL-11

Sample name

AL-1

Sample ID

Option

Comment

No. of Scans

15

Resolution
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Figure S1. FTIR spectra of compound 4a
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Current Data Paramoters

EAME AL-1- Kopya
1

PROCNO 1

F2 - Acquisition Parameters
Date. 20230331

Time: 1

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

SOLVENT DMSO
o) NS 16

6103516 Hz
0.372529 Hz
1.3421773 sec
10.2576
81.920 usec
6.50 usec

354.8
3,00000000 sec
1
= CHANNEL 1 ==
300, 151435:7 MHz
1

13.00 usee
10.00000000 W

P1
PLW1

F2 - Procassing paramelers
=)

3
SF 300.1800000 MHz
WOW EM

S8 0

LB 0.30 Hz

GB [)

PG 1.00

L

T
0.5 ppm
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Figure S2. 'H-NMR spectra of compound 4a
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Current Data Parameters
NAME  AL-1- Kopya
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date. 20230331

Time

15.25
INSTRUM _ FOURIER300
0 PROBHD 5 mm DUL 13G-1

o PULPROG zgpg
~ -~ D 2766
N /H 0 O S O SOLVENT DMSO
N NS 048
. \)‘N o DS 4
H SWH 24414062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
bW 20.480 usec
DE 6.50 usec
TE 354.8 K
Di 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
NUG1 13C
P1 15.00 usec
PLW1  15.00000000 W
CHANNEL f2
SFO2  300.1812007 MHz
NUG2 1H
CPDPAG[2  wallz16
’ PCPD2 90.00 usec
\ J | PLW2  10.00000000 W
FVURWRPIR F A issrulbng ol ot g ™ PLW12  0.20863999 W
b g " " Ty b s M ol v i | i PLW13 0.10495000 W
F2- Prm:sssing parameters
T T T T T T T T T T T T T T T T T | 32/68
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm %FDW 75,480351'0 MHz
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

Figure S3. 3C-NMR spectra of compound 4a



Formula Predictor Report - AL-1_197.lcd Page 1 of 1
Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-1_197.lcd
Eimt  Val. Min Max Eimt  Val. Min Max Eimt | Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 30 o] 2 0 5 Cl 1 0 o] | 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
o] 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 S 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0 -25.0 Electron lons: odd
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 : 1.893 Scan# : 285
6.000e6
5.500e6
5.000e6
4.500e6
4.000e6 424.5239
3.500e6 T
3.000e6
2.500e6
2.000e6
1.500e6] 425.2275
1.000e6 212.6140 62058
5.000e5q
0-— - T — T T T —t T —— T r T T
1000 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 424.2239 m/z
424.2239
100.0q
Il
Il
I
I
50.0-
|
| | 425.2275
n
| ‘«
\ I\
0 T ! et == '—/ T T AN T
424.0 424.5 425.0 425.5 426.0 426.5
C24 H29 N3 O4 [M+H]+ : Predicted region for 424.2231 m/z
424.2231
100.04
|
|
50.04 ‘ ‘|
‘| \ 425.2262
| i
| i
1 il
| I\
R 1\
0 T £ T T T T |\ T
424.0 424.5 425.0 425.5 426.0 426.5
Rank _Score Formula (M) lon Meas. miz__ Pred. m/z_ Df. (mDa) Df. (ppm) Iso_ DBE
1 97.78 C24 H29 N3 04 [M+H]+ 4242239 4242231 0.8 1.89 100.00 12.0

Figure S4. HRMS spectra of compound 4a



04.09.2025 10:34:52 1 /1

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

Acquired by : Admin
Sample Mame L AL-1
Sample ID :
Vail # 1
Injection Volume 0.5 ul
Data File Name cAL-1_197.lcd
Method File Mame " isocratic_serkan.lcm
Batch File Name . batch.lcb
Report File Mame . DefaultLCMS lcr
Data Acquired . 02.08.2022 16:48:01
Data Processed . 04.09.2025 10:33:36
<Chromatogram>
Chromatagram
ALl X Serkan AL=1_ 197 lcd
uV i
0000
HLLEEH
T
0 - [ IPDA Multi |
0 i 2 3 4 2 6 7 g ] 10

min

1 PDA Mulii |/ 254nm 4pm

PeakTable
PDA Chl 254nm 4nm
Peak# Bt Tone Argy Heighe Arca %
1 1.729 ATHR69 26376 95,541
2 2203 prail] 1555 4459
Total A28 X193z L0000

Figure S5. HPLC chromatogram of compound 4a



DOPNALAB

Item Value
Acquired Date&Time 17.052023 14:51:56
Acquired by System Administrator
Filename C\Users\dopnalab\Deskiop\MASAUST U\derya\berkant\AL serisi\AL-21 ispd
Spectrum name AL-21
Sample name AL-2
Sample ID
Option
Comment
No. of Scans 15
Resolution 4 [cm-1]
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Figure S6. FTIR spectra of compound 4b
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Figure S7. 'H-NMR spectra of compound 4b
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Figure S8. 3C-NMR spectra of compound 4b
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Current Data Parameters
NAME  AL-2 - Kopya
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20230331
Time 2033
INSTRUM _ FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG z

16384
SOLVENT DMSO
NS 16
Ds

SWH 6103516 Hz

FIDRES 0.372529 Hz

AQ 13421773 sac

RG B.12061

Dw 81.920 usec

DE 6.50 usec

TE

Di 3.00000000 sec

TOH 1
CHANNEL 1 =
3001818537 MHz

NUG1 1H

P1 13.00 usec

PLW1 1000000000 W

F2 - Pracessing parameters
S| 65536

SF 300.1800000 MHz
wow EM

SSB 0
LB 0.30 Hz
GB 0
PC 1.00

=)
BROKER

Parameters

Current Data
NAME Al

L-2 - Kopya
2

1

F2 - Acquisition Parameters
20230331

Date,
Time
INSTRUM
PROBHD

20.34
FOURIER300

5 mm DUL 13C-1

4
24414.062 Hz
0.745058 Hz
0.6710886 sec
501.187
20.480 usec

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

PLWA1 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- Prncessing parameters.

Sl 32768

SF 75.4803210 MHz

W EM

SS 0

LB 1.00 Hz

GB [)

PC 1.40



Formula Predictor Report - AL-2_198.lcd

Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-2_198.Icd

Page 1 of 1

Elmt  Val. Min Max Elmt Val. Min Max Eimt | Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 32 (o] 2 0 5 Cl 1 0 0 | 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
o] 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 S 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max |sotopes: 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: 1.907 Scan# : 287
6.000e6
5.000e6
Hibneay 438.2386
3.000e6
2.000e6
219.6224 439.2413
1.000e67 220.1227
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 438.2386 m/z
438.2386
100.0q
50.0- } ‘
/ ‘ 439.2413
J \ 440.2443
0 : A et —_— \ - ’ /l\ ;
438.0 438.5 439.0 439.5 440.0 440.5
C25 H31 N3 04 [M+H]+ : Predicted region for 438.2387 m/z
438.2387
100.04
|
‘%
50.01 | |
‘| | 439.2419
M .‘”ﬂ
1 i
‘I I| I‘ I‘\
0 ‘ R ; ; [ : ; A |
438.0 438.5 439.0 439.5 440.0 440.5
Rank Score Formula (M) lon Meas. m/z  Pred. miz Df.(mDa) Df. (ppm) Iso DBE
1 87.09 C25H31N3 04 [M+H]+ 438.2386  438.2387 -0.1 -0.23 87.09 120

Figure S9. HRMS spectra of compound 4b



Acquired by
Sample Name
Sample ID

Vail #

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

» Admin
CAL-2

3'd

:0.5uL

D AL-2_198.lcd

» isocratic_serkan. lcm
. batch.lcb

. DefaultLCMS ler

- 02.08.2022 16:58:49
:02.08.2022 17.08:52

04.09.2025 10:36:22 1 /1

Shimadzu LCMSsolution Analysis Report ====

| 1PDA Mubti |

<Chromatogram>
Chromatogram
AL=2 D\ Serkan' AL-2 198 lcd
uV
SO000-
25000
o —
T T T T |
] 1 2 3 4 5 [ 9 1]
mn
I PDAMul 1/ 254nm Snm
PeakTable
PDAChI 254nm 4nm
Peaki Fet. Tome Anca Height Arca %
I 1.713 1279956 64335 100,000
Tl 1279956 (4535 [LLEHN A

Figure S10. HPLC chromatogram of compound 4b



DOPNALAB

Item Value
Acquired Date&Time 17.052023 14:58:49
Acquired by System Administrator
Filename C\Users\dopnalab\Deskiop\MASAUST U\derya\berkant\AL serisi\AL-31 ispd
Spectrum name AL-31
Sample name AL-3
Sample ID
Option
Comment
No. of Scans 15
Resolution 4 [cm-1]
Apodization Happ-Genzel
1
Abs |
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Figure S11. FTIR spectra of compound 4c.
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Gurrent Data Parameters
NAME  AL-3-Kopya
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20230331

Time 17.26
INSTRUM  FOURIER300
PROBHD_ 5 mm DUL 13C-1
PULPROG 9

TD 384
SOLVENT DMSO

NS 16

DS

0
SWH 6103.516 Hz
FIDRES
AQ

0.372629 Hz
1.3421773 sec.
113563
81.820 usec
6.50 usec
3559 K
3.00000000 sec
1

== CHANNEL f1 =
:Dﬂ.tBWHasB‘! MHz
1

SFO1
NUct

P1 13.00 usec
PLWI 10.00000000 W
F2 - Pracessing parameters
1 65536
300.1800000 MHz
EM
0
B 0.30 Hz
B a

1.00

| |

A,

T
10.5

187.65

T
100

1.00

9.5

189.14

9.0

T
8.5

15356
149.22

N
Figure S12. 'H-NMR spectra of compound 4¢
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Current Data Parameters
NAME Al

L-3 - Kopya
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date. 20230331
Time .
INSTRUM  FOURIER300

PROBHD 5 mm DUL 13C-1
PULPROG zgpg

D 32768
SOLVENT DMSO
NS 2048

4
24414.062 Hz

0.745058 Hz
0.6710886 sec
50 7

DS
SWH
FIDRES
AQ

0.03000000 sec

0.00001500 sec

0.89999998 sec

0.00093990 sec
23

26
90.00 usec
1
CHANNEL f1
75.4878687 MHz
13C

15.00 usec
15.00000000 W

P1
PLW1

CHANNEL 2
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltz16
90.00 usec
10.00000000 W
0.20863999 W

PCPD2

PLW13 0.10495000 W

F2 - Processing parameaters.
Sl 32768

T
190

T
180

T
170

T
160

T
150

T
140

T
130

120

T
110

T
20 10 75.4803210 MHz
ppm EM

SSB Q
1.00 Hz
o

1.40

Figure S13. 3C-NMR spectra of compound 4¢



Formula Predictor Report - AL-3_199.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-3_199.lcd
Elmt  Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 0 35 o] 2 0 5 Cl 1 0 0 I 3 0 ] H
B 3 0 0 F 1 o 0 Br 1 0 0
Cc 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 5 2 o 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
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 : 1.933 Scan# : 291
5.500e6+
5.000e6+
4.500e6+
4.000e6+
3.500e6+ 452.2550
3.000e6+
2.500e6+
ol 453.2596
1.500e6- 226.6302 ’
1000953 227.1312
5.000e51 \
O T T T T T T T . T T T T 4
1000 1500 2000 2500 3000 350.0 4000 4500 5000 5500 6000 650.0 700.0
Measured region for 452.2550 m/z
452.2550
100.04
50.04
453.2596
454.2620
. /T\.r pr— —_— — ; //1\ .
452.0 452.5 453.0 453.5 454.0 454.5
C26 H33 N3 O4 [M+H]+ : Predicted region for 452.2544 m/z
452.2544
100.04
I
50.04 ‘ |
| | 453.2575
[ Il
M\
| | il
14 /11 454.2604
0 : 7 W . JI\ . : A
452.0 452.5 453.0 453.5 454.0 454.5
Rank  Score Formula (M) lon Meas. miz  Pred. miz Df. (mDa) Df. (ppm) Iso DBE
1 87.25 C26 H33 N3 04 [M+H]+ 4522550  452.2544 0.6 133 8798 120

Figure S14. HRMS spectra of compound 4¢



04.09.2025 10:37:351/1

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

Acquired by : Admin
Sample Mame CAL-3
Sample ID :

Vail # oft
Injection Volume :0.5ul

Data File Name TAL-3_199.0cd
Method File Name : ispcratic_serkan.lcm
Batch File Name : batch.lcb

Report File Mame : DefaultLCMS ler
Data Acquired 1 02.08.2022 17:09:38
Data Processed 1 04.09.2025 10:37:24

<Chromatogram>
Chromatogram
AL} DA Serkani AL-S 199 fod
u¥ ~
30000 »
ELLL T
2D
100 5
b4
o B . - |
1P Mubti |
T T T T T T T 1
0 1 ¥} i 4 3 [ T B 9 10
mn
I PDA Muli |/ 254nm 4nm
Freak Tabbe
P ChI 254nm dnmi
Peakw Ret. Tune Asca Height Arca %
| 1.763 968164 45508 637
. 2560 13693 2338 3363
Tortal 1001857 47847 100,000

Figure S15. HPLC chromatogram of compound 4¢



DOPNALAB

Item Value
Acquired Date&Time 17.05.2023 15:05.12
Acquired by System Administrator
Filename C\Users\dopnalab\Desktop\MASAUSTU\derya\berkant\AL serisiAL-41 ispd
Spectrum name AL-41
Sample name AL-4
Sample ID
Option
Comment
No. of Scans 15
Resolution 4 [cm-1]
Apodization Happ-Genzel
Abs
0
4000 3500 3000 2500 2000 1500 1000 500
cm-1
100
- b
i & 14
%T i @ o oo
W B =8
- g g o2
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60—
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Figure S16. FTIR spectra of compund 4d
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Figure S18. 3C-NMR spectra of compound 4d
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Current Data Parameters
NAME  AL-4 - Kopya
EXPNO 1
PROCNO 1

F2.- Acquisition Paramaters
Date_ 20230331

Time 11.08
INSTRUM _ FOURIER30D
PROBHD_ 5 mm DUL 13C-1
PULPROG z

18384
SOLVENT DMSO
NS 16
Ds

0
SWH 6103.516 Hz
FIDRES
AQ

0.372528 Hz
1.3421773 sec
RG 9.85466
pow 81.920 usec
DE 6.50 usec

352.7 K
D1 3.00000000 sec
DO 1

== CHANNEL 11 =

SFO1  300.1818537 MHz

NUC1 1H

P1 13.00 usec

PLW1  10.00000000 W

F2 - Processing parameters
| 65536

SF 300.1800000 MHz

WOW EM

858 ]

L8 0.30 Hz

GB a

PC 1.00

)
BRUKER
(>

Current Data Parameters
NAME AL-4 - Kopya
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters.
Date. 20230331

Time 11.10

INSTRUM _ FOURIER300

PROBHD 5 mm DUL 13C-1

PULPROG zgpg

D

SOLVENT DMSO

N;

Ds 4

SWH 24414062 Hz

FIDRES 0.745058 Hz

AQ 0.6710886 sec

RG 501.187

bW 20.480 usec

DE 8.50 usec

TE 3525 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 80.00 usec

TDO 1
CHANNEL #1

SFO1 75.4878687 MHz

NUGC1 13C

P1 15.00 usec

PLW1 15.00000000 W
CHANNEL f2

SFO2 300.1812007 MHz

NUC2 1H

CPDPRG[2 waltz16

CPD: 90.00 usec

PLWZ 10.00000000 W

PLW12 0.20863999 W

PLW13 0.10495000 W

F2- Pmcessing parameters
Sl 32768

SF 75.4803210 MHz
wWDw EM

S5B 1]

LB 1.00 Hz

GB a

PC 1.40



Formula Predictor Report - AL-4_200.lcd Page 1 of 1
Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-4_200.Icd
Elmt  Val. Min Max Eimt  Val. Min Max Elmt | Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 35 o] 2 0 5 Cl 1 0 0 | 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
o] 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 S 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
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 : 1.733 Scan# : 261
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Figure S19. HRMS spectra of compound 4d
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==== Shimadzu LCMSsolution Analysis Report ====

Acquired by » Admin
Sample Name CAL-1
Sample ID ;
Vail # 4
Injection Volume ©1uL
Data File Name P AL-11_T.led
Method File Name . isocratic_serkan-15DK.lcm
Batch File Name 1.eb
Report File Name . DefaultLCMS ler
Data Acquired . 02.08.2022 18:36:08
Data Processed . 08.09.2025 10:00:48
<Chromatogram>
Cheomatogram
AL=11 CLabSolutsons Data Anabe Derya AL=11 T led
u¥
z
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0 — 1
1 “1PDA Mubi |
T T T 1
(1] 25 0 15 10,0 125 150
min
I PDA Multi |/ 254nm $nm
Peak Table
PDAChl 254nm Snam
Peaki Fet. Time A Heigle Arc %
1 4613 167372 17415 100000
Tl 167372 17415 [LLERL L]

Figure S20. HPLC chromatogram of compound 4d
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Figure S21. FTIR spectra of compound 4e

Item Value
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Figure S22. 'H-NMR spectra of compound 4e
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Figure S23. 3C-NMR spectra of compound 4e



Formula Predictor Report - AL-5_201.lcd

Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-5_201.lcd

Page 10of 1

Eimt Val. Min Max Eimt Val. Min Max Elmt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 35 o 2 0 5 Cl 1 0 0 | 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
Cc 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 S 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
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 : 2.027 Scan# : 305
4.000e6+
3.500e6
3.000e6
2500661 448.p248
2.000e6
1.500e6
449.2276
1.000e6
224.5132 450.2364
5.000e57 225.1148 286.6646 572'f250
1 RSN SN S, 5 PO A
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 448.2248 m/z
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i
I‘ \ G‘ 450.2364
T j k AN =t ey I\ T T ﬂ\ T T T
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C26 H29 N3 04 [M+H]+ : Predicted region for 448.2231 m/z
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50.0+ | ‘
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| |
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T JI ‘I T T j ! T T /i\ T T T
448.0 448.5 449.0 449.5 450.0 450.5 451.0 451.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
2 60.88 C26 H29 N3 04 [M+H]+ 448.2248  448.2231 1.7 3.79 6544 140

Figure S24. HRMS spectra of compound 4e
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Sample Name
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Vail #

Imjection Volume
Data File Name
Method File Name
Balch File Mame
Report File Name
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Data Processed

Shimadzu LCMSsolution Analysis Report

: Admin
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Figure 25. HPLC chromatogram of compound 4e
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Item Value

Acquired Date&Time 17.05.2023 15:25:31

Acquired by System Administrator

Filename C\Users\dopnalab\Deskiop\MASAUST U\derya\berkant\AL serisi\AL-61 ispd

Spectrum name AL-61

Sample name AL-6

Sample ID
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Figure S26. FTIR spectra of compound 4f
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Current Data Parameters
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Figure S27. '"H-NMR spectra of compound 4f
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Figure S28. 3C-NMR spectra of compound 4f



Formula Predictor Report - AL-6_202.lcd Page 10of 1

Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-6_202.lcd

Eimt Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 0 30 o] 2 0 5 Cl 1 0 0 1 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
c 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 s 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
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: 50

Event#: 1 MS(E+) Ret. Time : 1.907 Scan# : 287

1.600e6
1.400e6
1.200e6
1.000e6-
8.000e51
6.000e5
4.000e5
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L
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0 SN : o A\ : — AN ;
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Rank  Score Formula (M) lon Meas. miz  Pred. miz Df. (mDa) Df. (ppm) Iso  DBE
2 78.70 C24 H27 N3 05 [M+H]+ 438.2043 438.2023 2.0 456 86.39 13.0

Figure S29. HRMS spectra of compound 4f
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==== Shimadzu LCMSsolution Analysis Report ====
Acquired by : Admin
Sample Name CAL-6
Sample ID 1
Vail # i
Injection Volume :1ul
Data File Name TAL-6_202.lcd
Method File Name : isocratic_serkan-15DK.lcm
Batch File Name t.eb
Report File Name : DefaultlLCMS ler
Data Acquired 1 02.08.2022 17:42:05
Data Processed : 08.09.2025 13:28:08
<Chromatogram>
Chromstogrm
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uV __
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Toeal 157898 16350 JILLILET

Figure S30. HPLC chromatogram of compound 4f
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Item Value
Acquired Date&Time 17.05.2023 15:31:40
Acquired by System Administrator
Filename C\Users\dopnalab\Deskiop\MASAUST U\derya\berkant\AL serisi\AL-71 ispd
Spectrum name AL-71
Sample name AL-7
Sample ID
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Figure S31. FTIR spectra of compound 4¢g
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Current Dala Parameters
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Figure S32. '"H-NMR spectra of compound 4g
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Figure S33. 3C-NMR spectra of compound 4g



Formula Predictor Report - AL-7_203.lcd Page 1 of 1
Data File: C:\LabSolutions\Data\Analiz\Serkanm\AL-7_203.Icd
Elmt  Val. Min Max Eimt  Val. Min Max Elmt | Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 30 o] 2 0 5 Cl 1 0 0 | 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
o] 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 S 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
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: 1.720 Scan# : 259
6.000e5
5.500e5
5.000e5
4.500e5q
4.000e5- 452.2192
3.500e5
3.000e5
2.500e51
2.000e5q 474.2016
1.500e5 453.2233
1.000e5-
5.000e44 | ‘
0-— ; T — T T T 7 T —— T T T T
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Measured region for 452.2192 m/z
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100.0q
50.04 ‘ |
M1
Jl \ 4539233
|
I || I | W | | — | |
452.0 452.5 453.0 453.5 454.0 454.5
C25 H29 N3 O5 [M+H]+ : Predicted region for 452.2180 m/z
452.2180
100.04
I
I
Il
l
il
50.04
|
| || 453.2211
\ i
|11 il
k1 n
11 M\ 454.2239
0 b ‘ : A\ ‘ : VAN :
452.0 452.5 453.0 453.5 454.0 454.5
Rank _Score Formula (M) lon Meas. m/z_ Pred. m/z_ Df. (mDa) Df. (ppm) Iso_ DBE
1 85.47 C25H29 N3 O5 [M+H]+ 452.2192  452.2180 1.2 265 8915 13.0

Figure S34. HRMS spectra of compound 4¢g
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Figure S35. HPLC chromatogram of compound 4g
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Figure 36. FTIR spectra of compound 4h

Item Value
Acquired Date&Time 17.05.2023 15:37:31
Acquired by System Administrator
Filename C\Users\dopnalab\Deskiop\MASAUST U\derya\berkant\AL serisi\AL-81 ispd
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Figure S37. 'H-NMR spectra of compound 4h
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FZ Pmcass\ngparamelers
T T T T T T 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 SFDW 7548035'310 MHz
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

Figure S38. 3C-NMR spectra of compound 4h



Formula Predictor Report - AL-8_204.lcd Page 10of 1

Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-8_204.lcd

Eimt Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 0 33 o] 2 0 5 cl 1 0 0 1 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
c 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 s 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
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 : 1.920 Scan# : 289

3.500e6
3.000e6
2.500e6 468.2500
2.000e6
1.500e6
2346276 469.2537
1.000e6
235.1286 490.2306
5.000e5-
0L vl T T T T T i i 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
d region for 468.2500 m/z
468.2500
100.0
50.0
469.2537
470.2606
: NN emen, e — . VAN .
468.0 468.5 468.0 469.5 470.0 470.5
C26 H33 N3 05 [M+H]+ : Predicted region for 468.2493 m/z
468.2493
100.04
|
50.0+ i |
l 469.2525
| (
| || fll Illl
| |I I 470.2552
. J X ; ; )l \ . ’ i\ |
468.0 468.5 465.0 469.5 470.0 470.5
Rank  Score Formula (M) lon Meas. miz  Pred. miz Df. (mDa) Df. (ppm) Iso  DBE
1 97.82 C26 H33 N3 05 [M+H]+ 468.2500 468.2493 0.7 149 99.03 12.0

Figure S39. HRMS spectra of compound 4h



Acquired by
Sample Name
Sample ID

Vail #

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

Shimadzu LCMSsolution Analysis Report

. Admin
AL-8

.8

10.5uL
DAL-8_204.0cd

. isocratic_serkan.lcm
: batch.lcb

. DefaultLCMS.ler

1 02.08,2022 18:03:41
+04.09,2025 10:44:17

04.09.2025 10:44:251 /1

I~ IPDA Mubti |

]

<Chromatogram>
Chromatagram
AL=S D\ Serkan' AL-S 204 led
uV
-
,.7:
15000 =
LELEE
SN
o g .
T T T T {
0 1 2 3 4 ] [
min
I PDA Multi 1/ 254nm 4nm
Peak Table
PDACK] 254nm 4nm
Peak# Bt Time Arca Height Arca %
1 1.793 IMa6l0 16310 100,000
Total U610 16510 VW0, D

Figure S40. HPLC chromatogram of compound 4h



DOPNALAB

Item Value
Acquired Date&Time 17.05.2023 15:42:32
Acquired by System Administrator
Filename C\Users\dopnalab\Deskiop\MASAUST U\derya\berkant\AL serisi\AL-91 ispd
Spectrum name AL-91
Sample name AL-9
Sample ID
Option
Comment
No. of Scans 15
Resolution 4 [cm-1]
Apodization Happ-Genzel
Abs
0
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cm-1
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o _W
S a8
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Figure S41. FTIR spectra of compound 4i
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Figure S42. 'H-NMR spectra of compound 4i
3 ] g5 ¥L GBI WEr 33 ER=aEE 3
& g § § %3 pEE §8F == SEEEEEE 8
HO/\“/\N/ﬁ O O O,
0~
l i -
o rasaua o oo e o s oA i ot Sty
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Figure S43. 3C-NMR spectra of compound 4i

galay
Gurrent Dala Paramaters
NAME  AL-8 - Kopya

F2 - Acquisition Paramelers
Date_ 20230331

Time 223
INSTRUM _ FOURIER300

PROBHD 5§ mm DUL 13G-1
PULPROG g
SOLVENT DMSO
NS
DS ]
SWH 6103.516 Hz
FIDRES  0.372529 Hz
AQ 1.3421773 sec
RG 7.53752
ow 81.920 usec
DE 6.50 usec
TE 358.4 K
Di 3.00000000 sec
TDO 1

— CHANNEL f1 =

SFOT  300.1818537 MHz
NUCH 1H

Pl 13.00 usec
PLW1  10.00000000 W

Fe- Processing parameters

536
SF 300.1800000 MHz
EM

wWDwW

SSB

LB 0.30 Hz
GB ]
PC 1.00

Coc )
BRUKER
(>0

Current Data Parameters
NAME AL-9 - Kopya
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Dal 20230331

Time 22.39
INSTRUM _ FOURIER300
FROEHD 5 mm DUL 13C-1
ULPR zgpg
D 32768
SOLVENT DMSO
NS 048
Ds 4
SWH 24414062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
bW 20.480 usec
DE 6.50 usec
TE 358.5 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093980 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 f2
SFO2 300.1812007 MHz
NUG2 H
CPDPRG[2 waltz16
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLW13 0.10495000 W

F2- Prucessim:?l paramsters
Sl 32768

SF 75.4803210 MHz
wWDw EM

S5B 0

LB 1.00Hz

GB 0

PC 1.40



Formula Predictor Report - AL-9_205.lcd Page 10of 1

Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-9_205.lcd

Eimt Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 0 33 o] 2 0 5 cl 1 0 0 1 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
c 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 s 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
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 : 1.813 Scan#:273

3.500e6
3.000e6
2.500e64 468.0503
2.000e6
1.500e6- 234.5271
469.2533
100064 236.1290
5.000e5
0l - . - ; . - ; l S . - : ;
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
d region for 468.2503 m/z
468.2503
100.0
50.04
469.2533
470.2578
T 1 v P .Y 1 —t T T T T f/T\ T
468.0 468.5 468.0 469.5 470.0 470.5
C26 H33 N3 05 [M+H]+ : Predicted region for 468.2493 m/z
468.2493
100.04
|
50.0+ i |
l 469.2525
| (
| || fll Illl
| |I I 470.2552
. J X ; ; )l \ . ’ i\ |
468.0 468.5 465.0 469.5 470.0 470.5
Rank  Score Formula (M) lon Meas. miz  Pred. miz Df. (mDa) Df. (ppm) Iso DBE
1 9446 C26 H33 N3 05 [M+H]+ 468.2503 468.2493 1.0 214 97.23 12.0

Figure S44. HRMS spectra of compound 4i



04.09.2025 10:45:48 1/1

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

Acquired by : Admin
Sample Mame CAL-9
Sample ID ;
Vail # .89
Injection Volume :0.5uL
Data File Name D AL-9_205.0cd
Method File Mame : isocratic_serkan.lcm
Batch File Name . batch.lcb
Report File Name . DefaultLCMS . ler
Data Acquired :02.08.2022 18:14:31
Data Processed : 04.08.2025 10:45:40
<Chromatogram>
Chromatogram
AL [ SerkanAL-9 205 lcd
BV 25000+ =
S0
23000
“
* e i 1 IPDA Mubii 1
0 i 2 3 4 i [ 7 ] [ _['o
min

1 PDA Muli 1/ 238nm 4nm

Preak Table
PDAChI 238nm 4nm
Peak#t Kot Tome Area Heighe Area %%
| 1.712 1285440 T1375 97133
rd 2,523 AT9AT 2954 2867
Tenal 1323377 329 10H.000

Figure S45. HPLC chromatogram of compound 4i
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Figure S46. FTIR spectra of compound 4;j

Item Value
Acquired Date&Time 17.05.2023 15:46:43
Acquired by System Administrator
Filename C\Users\dopnalab\DesktopiMASAUST U\derya\berkant\AL serisi\AL-101 ispd
Spectrum name AL-101
Sample name AL-10
Sample ID
Option
Comment
No. of Scans 15
Resolution 4 [cm-1]
Apodization Happ-Genzel
Abs
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Figure S47. "H-NMR spectra of compound 4j
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Figure S48. 3C-NMR spectra of compound 4j

Eoony
Current Data Paramaters
NAME  AL-10 - Kopy.

F2 - Acquisition Parameters
Date_ 20230331

Time: 10.05
INSTRUM _ FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG Y

D 16384
SOLVENT DMSO
NS 16

Ds 0
SWH 6103.516 Hz
FIDRES 0.372629 Hz

A 13421773 sec
RG 787628
ow 81,820 usec
DE 6.50 usec
TE 353.8 K
D1 3.00000000 sac
ToO 1

= = CHANNEL f1 ==
SFO1 3001818537 MHz
NUC1 1H
P1 13.00 usec
PLW1  10.00000000 W
Fz - Pracassing paramelers

3

sF 300.1800000 MHz
wDwW EM
8SB a
LB 0.30 Hz
GB )
PC 1.00

o)
BRUKER

Current Data Parameters
NAME

L-10 - Kopya
EXPNO 2 Py
PROCNC 1
F2 - Acquisition Parameters
Date_ 0230331
Time .
INSTRUM  FOURIER300

PROBHD 5 mm DUL 13C-1
PULPROG zgpg
271

TD 32768
SOLVENT DMSO
NS 2048

D 4

SWH 24414062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187

bW 20.480 usec
DE 6.50 usec
TE 353.1 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. 487863? MHz
NUC1 13C
P 15.00 usec
PLW1 15.00000000 W
CHANNEL f2

SF02 300.1812007 MHz
NUC2 1
CPDPRG[2 waltz16
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLW13 0.10495000 W

F2- Prucsssing parameters

32768
SF 75.4803210 MHz
WDW EM

SSB Q
LB 1.00 Hz
GB 0

PC 1.40



Formula Predictor Report - AL-10_206.lcd Page 10f 1

Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-10_206.lcd

Elmt  Val. Min Max Elmt Val. Min Max Elmt | Val. Min Max Eimt Val. Min Max Use Adduct
H 1 0 36 o] 2 0 5 Cl 1 0 0 | 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
Cc 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 S 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
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: 1.720 Scan# : 259

8.000e6
7.000e67
6.000e6]
5.000e6
4.000e6 241.1442
3000667

2000861 241.6453

481.p829
1.000e6

| L

0 ——+ T — T T —+ T T T—— T — T
100.0  150.0 200.0 250.0 3000 350.0 400.0 4500 500.0 550.0 600.0 650.0 700.0

Measured region for 241.1442 m/z

241.1442
100.0+
Il
50,0+ | \
I 2416453
M1 /j\
|‘ \ \ 2421458
‘ D 1 VD" NP R A § W A . :
240.8 241.0 241.2 2414 241.6 241.8 242.0 2422 2424 2426
C27 H36 N4 04 [M+2H]2+ : Predicted region for 241.1441 m/z
241.1441
100.0+
|
|
50.01 | \
‘ | 241.6457
‘ I
| il
I i
I I\ 2421471
[\ I\ A
240.8 241.0 241.2 2414 241.6 241.8 242.0 242.2 2424 2426
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 80.57 C27 H36 N4 04 [M+2H]2+ 241.1442 241.1441 0.1 0.41 8057 12.0

Figure S49. HRMS spectra of compound 4j



09.09.2025 10:10:451 /1

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

Acquired by » Admin
Sample Mame CAL-10
Sample ID :
Vail # 210
Injection Yolume :1ul
Data File Name 1 AL-10_206.lcd
Method File Mame »isocratic_serkan-15DK. lcm
Batch File Name: 1 1.lcb
Report File Name : DefaultLCMS. ler
Data Acquired :02.08.2022 18:25:18
Data Processed : 09.08.2025 10:09:17
<Chromatogram>
Chrometogram
AL-11 CLabSolutions Data Analer Denya' AL-11_Tled
v
™ 15000 -
.

12500

10000

T80

S000-]

2500+

[ b 3
1 PO Wil 1
0.0 25 50 75 100 125 15.0

i

PIA Wb 1/ 282nm 4nm

Preak Table
PDAChl 282nm 4nm
Peaks Ret. Time: Arca Height Arca ¥
1 4613 138184 14404 1000 (MY
Total 135154 144064 KRN

Figure S50. HPLC chromatogram of compound 4j
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Item Value
Acquired Date&Time 17.05.2023 15:50:52
Acquired by System Administrator
Filename C\Users\dopnalab\DesktopiMASAUST U\derya\berkant\AL serisi\AL-111 ispd
Spectrum name AL-111
Sample name AL-11
Sample ID
Option
Comment
No. of Scans 15
Resolution 4 [cm-1]
Apodization Happ-Genzel
Abs
0
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cm-1
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Figure S51. FTIR spectra of compound 4k
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Current Data Parameters

NAME ~ AL-11 - Kepya

EXPNO 1

PROCNO 1

F2 - Acquisition Paramelers
0230331

Date_
Time

o]
19.31
~, (o] INSTRUM _ FOURIER300
NMN/\| 0 T ~ PROBHD_§ min DUL 13C-1
| PULPROG z9
N - ] 16384
N Q SOLVENT " DMSO

[]
WH 6103.516 Hz
FERES 0.372529 Hz

A 13421773 sec
RG 3.381
ow 81.920 usec
DE 6.50 usec
TE 357.1 K
Di 3.00000000 sac
ToDO 1

= CHANNEL f1 ==:
SFO1 300 1515537 MHz
NUC1
P1
Blwi 100008080 W

F2 - Processing parameters
|

36
SF 300.1800000 MHz
E

WDW

SsB

LB 0.30 Hz
GEB [
PC 1.00

: lk_j V“J
/
T T T T T T T
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Figure S52. 'H-NMR spectra of compound 4k
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Current Data Parameters
NAME  AL-11 - Kopya
EXPNO 2
PROCNO 1
\NA\/\N O O O\ F2 - Acquisition Parameters
Date. 20230331
‘ K,N\)L o~ Time 19.33
INSTRUM  FOURIER300
FHOEIHD 5 mm DUL 13C-1
LFRO zgpg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
bW 20.480 usec
DE 6.50 usec
TE 3571 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 f2
SFO2 300.1812007 MHz
CPDPRG[2 waltz16
| FOWa.  1o0%0m0tow
AP A R MW’W“ A ’ ,‘..‘..“‘,.“‘T"NWH WW‘W PLW12  0.20863999 W

PLW13 0.10495000 W

F2- Prncessing parameters

T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm a’FDW 75-48035310MH1
SSB 0
L8 1.00 Hz
GB
PC 1.40

Figure S53. BC-NMR spectra of compound 4k



Formula Predictor Report - AL-11_207.lcd

Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-11_207.lcd

Page 10of 1

Elmt  Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Use Adduct
H 1 0 38 o} 2 0 5 cl 1 0 0 I 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
Cc 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 S 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
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 : 1.827 Scan# : 275
7.000e6
6.000e6
5.000e6
4.000e6
248.01513
3.000e6
2.000e6 248.6535 495.po82
1.000e6 496.3004
0L T bt T T —+ t sy T T T
100.0 150.0 2000 250.0 300.0 350.0 4000 450.0 500.0 550.0 600.0 650.0 700.0
M: d region for 248.1513 m/z
248.1513
100.04
50.04
248.6535
249.1537
T T et T T T AN T T T
247.8 248.0 248.2 248.4 248.6 248.8 249.0 249.2 249.4 2496
C28 H38 N4 04 [M+2H]2+ : Predicted region for 248.1519 m/z
248.1519
100.0+
| |
50.04 |
‘ | 2486535
|I
|| | II ||
| |, ] { 249.1549
. T 1 . T 11 T A 8 ; .
247.8 248.0 248.2 248.4 248.6 248.8 249.0 249.2 249.4 249.6
Rank  Score Formula (M) lon Meas. miz  Pred. miz Df. (mDa) Df. (ppm) Iso DBE
1 77.68 C28 H38 N4 O4 [M+2H]2+ 248.1513  248.1519 -0.6 -242 8054 120

Figure S54. HRMS

spectra of compound 4k
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==== Shimadzu LCMSsolution Analysis Report ====

Acquired by » Admin
Sample Name CAL-11
Sample ID 1
Vail # 14
Injection Yolume 1ul
Data File Mame T AL-11_T.led
Method File Mame : ispcratic_serkan-15DK. lcm
Baltch File Mame D lcb
Report File Name : DefaultLCMS. lcr
Data Acquired :02.08.2022 18:36:08
Data Processed : 08.09.2025 10:00:48
<Chromatogram>
Chromatagram
AL=11 T LabSolutons Data\ Analis DeryadAL=11_T.led
w I -
1 z

15000+ "

10000+

3000+

L D k
_ “1PDA Multi |
00 23 50 75 10,0 125 15.0

min

I PDAMuli |/ 254nm 4nm

Preak Table
PDA Chl 254nm £nm
Peak# Rt Tome Arca Height Area %%
1 4613 167372 17415 [LLUN R
Tl 167372 17415 [LCIRLE]

Figure S55. HPLC chromatogram of compound 4k
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Figure S56. FTIR spectra of compound 41

Item Value
Acquired Date&Time 17.052023 15:56:06
Acquired by System Administrator
Filename C\Users\dopnalab\DesktopiMASAUST U\derya\berkant\AL serisi\AL-121 ispd
Spectrum name AL-121
Sample name AL-12
Sample ID
Option
Comment
No. of Scans 15
Resolution 4 [cm-1]
Apodization Happ-Genzel
Abs
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Current Dala Paramelers
NAME  AL-12- Kopya
EXPNO 1
PROCNO 1

Q F2 - Acquisition Parameters
Is) ?ala_ 20230331
ime 2134
N /\l o] T ~ INSTRUM _ FOURIER300
R/N\)I\ PROBHD 5 mm DUL 13C-1
- PULPROG 29
N (8]

TD 186384
H SOLVENT DMSO
NS 16
DS [
SWH 6103.518 Hz
FIDRES  0.372529 Hz
AQ 1.3421773 sec.
8.46781

RG

ow 81.920 usec

DE 6.50 usec

TE 3586 K

o1 3.00000000 sec

TDO g
CHANNEL f1
300.1818537

1H

P1 13.00 usec

PLW1  10.00000000 W

F2 - Processing parameters
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Figure S57. 'H-NMR spectra of compound 41
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Current Data Parameters
a NAME  AL-12 - Kopya
EXPNO 2
o PROCNO 1
= .
O F2 - Acquisition Parameters
0~ Date_ 20230331
Time 21.36
INSTRUM _ FOURIER300
ROBHD_ 5 mm DUL 13C-1
PULPROG zgpg
SOLVENT DMSO
NS
DS
SWH 24414.062 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
DwW 20.480 usec
DE 6.50 usec
TE 3584 K
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D3z 0.89999998 sec
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Figure S58. 3C-NMR spectra of compound 41
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Data File: C:\LabSolutions\Data\Analiz\Serkan\AL-12_208.lcd

Elmt  Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Elmt  Val. Min Max Use Adduct
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B 3 0 0 F 1 0 0 Br 1 0 0
Cc 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 S 2 o 2 Pd 2 0 0
Error Margin (ppm). 5 DBE Range: 5.0-25.0 Electron lons: odd
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
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Figure S59. HRMS spectra of compound 41
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Figure S60. HPLC chromatogram of compound 41
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Figure S61. FTIR spectra of compound 4m
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Figure S62. 'H-NMR spectra of compound 4m
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Figure S63. 3C-NMR spectra of compound 4m
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Eimt  Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Eimt  Val. Min Max Use Adduct
H 1 0 38 (o] 2 0 6 cl 1 0 0 I 3 0 0 H
B 3 0 0 F 1 0 0 Br 1 0 0
Cc 4 0 32 P 3 0 0 Ru 2 0 0
N 3 0 5 S 2 0 2 Pd 2 0 0
Error Margin (ppm): 5 DBE Range: 5.0-25.0 Electron lons: odd
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Figure S64. HRMS spectra of compound 4m
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Figure S65. HPLC chromatogram of compound 4m
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Figure S66. FTIR spectra of compound 4n
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Figure S67. 'H-NMR spectra of compound 4n
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Figure S68. 3C-NMR spectra of compound 4n
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Page 10of 1

Elmt Val. Min Max Elmt  Val. Min Max Elmt  Val. Min Max Elmt  Val. Min Max Use Adduct
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Figure S69. HRMS spectra of compound 4n
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Figure S70. HPLC chromatogram of compound 4n



