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Supplementary Data:
Figure S1. HRMS of 3a:

Date File: C:\LabSolutions\Data'Analiz\derya'\COMP-1_53.Icd

Emt | Val Min Mzx Emt WVal| Mif Max Emt | Val Min Max Emt Val| Min Max Use Adduct
H 1 10 40 ] z 1 7 5 2 2 3 Ru z o 0 H
C 4 10 40 F 1 0 0 Cl 1 0 1] Pd z o 0
M 3 2 7 P 3 0 0 Br 1 0 1 | 3 o 0

Error Margin {ppm}: 10 DEE Range: 10.0-25.0 Electran lons: both

HC Ratio: unlimited Apply M Rule: yes Use M3n Info: yes
Maw Isotopes: 3 Isotope BRI (%) 1.00 lsotope Res: 5000
MSn Iso RI (%): 10.00 M5n Logic Maode: AMD Max Results: 150

Event#: 1 MS[E+] Ret. Time:3.467 Scan# - 321
3.300e5
3.000eH
2.300=5
2 05 3670370
1.500eH
1.000e5
5.000=

~100.0 200.0 2000 400.0 500.0 B00.0 700.0 B00.0 500.0

Meaasured region for 267.0370 miz

367.0370
100.04
50,04
3630443 gﬁshgﬁi
e ' T v T | T T
3663 367.0 1.3 368.0 3883 365.0 369.5 370.0
C14 H14 W4 02 53 [M+H]+ : Predicted region for 367.0352 miz
367.0352
100.04
50,04 ‘
15 3
] l e 3850322
66T 367.0 L3 368.0 3BE3 3650 3635 370.0
Rank  Score Formula (M) lon Meas.mfz  Pred. miz Df (mDa) Df (ppm) lso  DBE

38.88{ C14 H14 N4 02 33 [M+HH 387.03700 387.0352 1.8 490 83.02f 100
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Figure S2. HRMS of 3b:

Dtz File: C\LabSolutions\Datz\AnalizbdenyaCOMP-2_103.lcd

Eimt | Val Min_ Max Eimt | Val | Min_Max Eimt | Val Min Max Bmt | Val Min Max Use Adduct
H 1 10 40 [=] 2 3 s 2 1 3 Au 2 a 0 H
[ 4 10 40 F 1 0 Cl 1 0 o Pd 2 a 0
M 3 z 7 P 3 0 Br 1 0 o | 3 a 0
Error Margin (ppm): 3 D2E Range: 5.0-23.0 Electron lons: both
HC Ratio: unmited Apphy M Rule: yes Use M3n Info: yes
Max |sotopes: 3 Isotope BRI (35): 1.00 |zotope Res: 5000
M3n kso R {3%): 10.00 MSn Logic Mode: AND Max Results: 130
Events: 1 MS{F+) Ret Time: 3550 Scan#: 523
B0t
400=6
200=5
D00t
1 381513
B.000e5
£.000=5
4.000=
=] aga uop | 3820542
2.000=5
ol T T 4 T v T Ly T
100.0 200.0 300.0 400.0 000 ED0.0 700.0 B00.0 S00.0
Measured region for 381.0513 m=z
1000 331.0513
50.04
282 0542
- 363 0433
o . i m . fT\ . o
330.53 331.0 381.5 3820 3825 383.0 383.5 384.0
C13H18 N4 02 53 [WMHH]+ : Predicted region for 381.0508 miz
331.0508
100.04
50.04
L 383 0420
I]..-..-.....1....1A.1....1..m.......-..""'"..-
330.53 331.0 381.5 3820 3825 383.0 383.5 384.0
Rank Score Fomula (M) | lom Meas. miz  Pred. miz  DF (mba)  DE (pp) Ilso  DBE
1 8822 CISHIE N4 0253 | [M=H}R 331.0513  381.0508 0.5 1.31] B85l 10.0
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Figure S3. HRMS of 3c:

Diata File: C:iLabSolutions'DatalAnaliz\derya\ COMP-4_102 Icd

Errar Margin (ppm): 10 DBE Range: 10.0-25.0 El=ctran lons: both
HC Ratio: unlimibed Apply M Rule: yex Use MSn Info: yes
Max Isotopes: 2 Isatope BRI (%) 1.00 Isciope Res: 9000
MEn Isa BRI (%): 10.00 MEn Lagic Mode: AND Max Results: 150
Ewvent#: 1 ME[E+) Ret Time: 3.747 Scané : 563
3. 000mE
2. 500mE
2.000m5
381.p525
1.500=5
1. 000 mE
5.000=4] &2 0567
I v T T T T T T
100.0 200.0 S00.0 400.0 S500.0 £00.0 F00.0 2000 5040.0
Measwred region for 3810523 miz
381.0525
100.0n
5004
JE25ET
333“-1?3
380.5 381.0 3B1.5 3820 g2 S 383.0 383.5 384.0
C15 H18 N4 02 S3 [M+H]+ : Pradicted region for 381.0508 méz
3810508
100,04
S0.04
382.0533
A83.04ED
[ m 2
0 t T f T f T y
380.5 381.0 3E1.5 3820 A2 5 383.0 383.5 840
Fonmula lom | Moz, Pred. miz_Df. Df.
1| 5295 C1SH16 N4 02 &3 [M+H]= 3E1.082 381.0508 2.1 551 8242
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Figure S4. HRMS of 3d:

Data File: C:\LabSolutions'\Data'Analiz\denyaCOMP-5_2_178.lced

Errar Margin (ppm): & DBEE Ramge: 5.0-20.0 Elzctran lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSni Info: yes
Max Isciopes: 3 Isotope BI [3): 1.00 Isoicpe Res: 8000
MSn Iso Rl (%): 10.00 MEn Lagic Mode: AMD Max Results: 150
Evanis: 1 MS/E+) Bei Tme: 2813 Scand : 383
2.000=54
1.800=5
1.800=5
1.400m5
1 A0S 333 pESD
1,000 =S
8.000=44
8.000e44
4 000 =4 F57.0518 § 356.070%
2.000=44
c T L] T T L T T L]
100.0 200.0 0.0 400.0 500.0 E00.0 J00.0 200.0 S00.0
Measur=d region for 3950658 miz
3950653
1000
5004
dzaNTls ae7hs1E
I— —T —Tt —T T T T —T T —r— —
355.0 3055 396.0 3965 397.0 357.5 358.0
C16 H18 N4 02 53 [M+H]+ : Predicted regiaon for 385.0865 miz
3950665
100,04
50,04
3500630
A9T.06837
c 1 T T T I_m r_ ¥ L L]
395.0 3055 396.0 3965 397.0 357.5 25E.0
Rank  Soore_Fomulks lon Mens miz  Pred. miz  DF. D k=0 DBE
1 4837 C18H1E N4 02 &3 [M+H]= 355.0658 3950665 -0.5 -152 4608 0.0
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Figure S5. HRMS of 3e:

Dtz File: C:\LabSolutions'\Data\Analiz\deny2COMP-E_108.lcd

Eimt  Val  Min_ Max U Adduct
Fu 2 O o H
Pd 2 o o
I 3 O o
Errar Margin (ppm): & 1 5.0-250 El=ctron lons: both
HC Rato: unlimibed Apply N Rule: yes Use= MSn Info: yes
Max Isoiopes: 3 Isatope BRI [%): 1.00 Izotope Res: 3000
MEn =z BRI (%): 10.00 MEn Lagic Mode: AMD Max Results: 150
Event®: 1 MS(E+) Bei Tme: 3.747 Scan# : 563

9. 000e5

8.000eH

7.000e3

8. 000=5

5.000e5 I85.peas

4.000e=5

3.000m5

2.000=5 a7 oeqq | 396.0884

1.000e5H

c T T T T T T T L]
10010 200.0 300.0 4000 5.0 E00.0 TO0.0 8000 S0d.0

Meazun=d region for 385 0665 miz

385 0665
100,07
S0uln
386 paad
35?/.“311
o &
—_—_—t V77— ——
3850 3955 J96.0 J96.5 397.0 397.5 398.0

G168 H18 M4 02 53 [M+H]+ : Predicted region for 335.0865 m'z

A9E.0EES
10004
S0u04
356.0850
397.0637
0 A A
or T T T T T T L ¥
355.0 3555 560 356.5 357.0 357.5 35E.0

1| 85.40 C18 H1E N4 02 53 [M=H]= 385.0685  385.04665 0.0 0.00 BS540 10,0
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Figure S6. HRMS of 3f:

Uksen Acdchoct
H
Errar Margin (ppm): & DBE Range: 5.0 -25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use= MSn Info: yes
Max lsctopes: 3 Isatope BRI (38): 1.00 Izotope Res: 9000
MEn Iz R (%): 10.00 MEn Logic Mode: AMD Max Results: 150
Ever#: 1 MS[E+) Bet Time: 4160 Scand : 623
2.000m54
80005
70005
8.000m5y
5.000=54 421.0E21
4,005
30005
2.000e5 432 0E3E | 423.0B20
1.000mE
I: T T T T T T T T T
100.0 200.0 00.0 400.0 500.0 E00.0 J00.0 200.0 S00.0
Mezsured region for 421.0831 miz
421.0821
100.07
5004
472 DEIE 423 0820
o } F A &
H—_————rt—————7—————r————T —T— T
421.0 421.5 422.0 42325 423.0 423.5 424.0 4245
C18 H2D M4 02 53 [M+H]+ : Predicted region for 421.0821 m/z
421.0821
100.04
S0.04
4220847
4230758
': L] r ¥ L4 r m T L "h_ T
421.0 421.5 422.0 4215 423.0 4235 424.0 424 5
Rank  Soom_ Fonmuls lkon Mens miz Pred. miz DF. IDf. ko DBE
1 B7.90 C18 H20 N4 02 &3 [M+-H]= 421.0621] 42710831 -0.0 000 B7.90 1.0
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Figure S7. HRMS of 3g:

Data File: C:\LabSolutionsiDatalAnaliz\derya W COMP-E_108.Icd

Errar Margin (ppm): & : 5.0-25.0 El=ctran lons: both
HC Ratio: unlimit=d Apply M Rule: yes Usze MEn Info: yes
Max Isoiopes: 3 Isotope Bl [36): 1.00 Izodope Res: 3000

MEn s Rl (%) 10.00 MEn Logic Mode: AMD Mzx Results: 150

Evartd: 1 MS/E+) Reil Time: 3853 Scand: 575

B0000.04
550000
S0000.04
450000+
A0000.H
35000.04
300000
25000.04
200000
150000 4180357
1000004

£000.H
o .
100.9 200.0 0.0 400.0 500.0 E00.0 700.0 8000 500

Measuned region for 4150357 miz
415.0357

1000

50Uy

135 4150 4455 216.0 2155 2170 4175 418.0

e}

C18 H14 N4 02 53 [M+H]# - Predictad region for 415.0352 m/=z
415.0352

10004

S04

416.0877

415.0 4955 £16.0 4155 £17.0 4175 418.0

e 5
ey
-
(&)

Rank  Soore Fonmuls lon. Ao miz  Pred. miz Df Df. =0 DBE
1 0.00 C18 H14 N4 02 53 [M+-H]= 4150357 418.0352 0.5 1.20 0.00 140
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Figure S8. HRMS of 3h:

[rata File: C:\LabSolutions\Data\Analiz\d esyalCOMP-8_108.lcd

2 -]
0 o
08 o

El=ctran lons: both

Errar Margin (ppm]: 5 DBE Range: 5.0-25.0
HC Ratio: unlimibed Apply N Rule: yes
Max Isoiopes: 3 Isatop= Rl (%): 1.00
MEn Izo BRI (%) 10.00 MEn Lagic Mode: AND

Use= MSn Info: yes
Isctope Res: 9000
Max Resubs: 150

Ewent#: 1 ME(E+) Ret Time : 4027 -» 45680 Scand : 605 -» 885

S0000.H
55000,
so000.0]
45000.04
40000.04
35000.04
30000-H 425.pE05
25000,
20000.H
15000.H
10000,

S000.04
o

1 1 1
100.0 2000 300.0 200.0 500.0 B00.0 7000 B00.0 S00.0

Measwred region for 4250509 miz

429.0805
100

S0un

n -
Ir——— 7%
428.5 428.0 4285 430.0

£158 H18 M4 02 53 [M+H]* : Predictad region for 425.0508 méz

4290508
100

S

430.0534
4310484

4285 4250 4265 430.0 4305 2310 2313 a3

Bank  Scorm Formuls lon
1 0.0 C18 H1E N4 02 53 [M+H]+= 4230809 42500504 0.1 0.25 0.00

Mexs miz  Pred. miz Df. IDf. k=0
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Figure S9. HRMS of 3i:

Data File: ClLabSolutions'Dats'dnalzidenaW2OMP-10_111.bed

Eimt WVal Min Mzx HBmt Val| Min Mzx Emt | Val Mn Max Bmt Val Mo Max Use Addusct
H 1 10 40 o 2 i 3 5 z 1 3 Ru 2 o 0 H
C 4 0 40 F 1 0 0 Cl a 0 Pd 2 0 0
M 3 3 7 P 3 i 0 Br a 0 | 3 0 ]

Error Margin (ppm): 3 DBE Rangs: 5.0-200 Electron lons:  bath

HC Ratio: unlimited FAppfy N Rule: yes Use M3n Info: yes
Max Isotopes: 3 lsotope RI (%) 1.00 sotope Res: 3000
MSn Iso R (%): 10.00 M5n Logic Mode: AND Max Results: 130
Eventt: 1 MS(E+) Ret Time: 3.307 -> 3.840 Scang : 337 -= 577
1.600=3
1.400e37
1.200e34
B 4430445
£.000=4+
£.000=44
4.000=44
445 04532
200024
'y i
100.0 200.0 0.0 4pb.0 500.0 E00.0 700.0 500.0 500.0
Messured region for 4430448 miz
4450448
1040.04
30.04
MSWT\EE
4445 4450 445.5 4450 4485 4470 4475 443.0
215 H16 M4 03 53 [MHH]+ : Predicied region for 445.0457 miz
4430457
1040.0H
3004
‘ l 445.0483
447.0434
4425 4430 445.3 4460 4455 447.0 447.3 443.0

Rank Scome

Formula (M) hon Meas. mfz  Pred. miz  Df. DF. Iso  DBE
1 &737 C1SHIEN4 03 53 [M+H]+ 445 0445 243045 -0.8 -1.800 6373 140
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Figure S10. HRMS of 3j:

Dista File: CALabSolutions\Datz\AnalzidenaCOMP-11_1 lcd

Eimt Val Min Mzx Bmt Val Min Mzx FEmt | Val Mn Mzx Bmt Val M Max Use Adduct
H 1 3 40 0 2 0 4 5 2z ¥ 3 Ru 2 o ] H
c 4 3 30 F 1 0 ] Cl 1 a 1 Pd 2 + 0
M 3 o & P 3 0 ] Er 1 a 0 | 3 o 0
Error Margin (ppm): 5 DBE Range- 5.0-17.0 Electron lons:  bath
C Ratio: unlimited Apoly N Rule: yes Use MSn Info: yes
Max lsotopes: 3 Izatops RI (%) 1.00 sotope Res: S000
MSn Iso RI(3%): 10.00 M3n Logic Mode: AND Mz Results: 200
Event# 1 MS(E+) Ret Time:3.227->3.3%3 Scan# . 435 - 501
1.100e3
1.000e5
5004
£ 00t
7.0
£.00H=4
500D 443 k=78
4 =44
o0 450.3535
20004 ’
1.000=4
~100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0
Mezsured region for 448 5576 miz
443 5576
100.04
50.04
4504938
o T T 'IT' T T T T
4485 248.0 448.5 430.0 450.5 451.0 431.5 452.0
18 H13 M4 02 53 CI [M#H]+ - Predicted region for 443.5862 miz
443 8562
100.0
50,04 | 4309334
‘ I 4489988 I
} l J 451.8857
“4485 | a480 4485 4500 450.5 4510 4515 4520

Rank Scoe Fomula

hony
1 30591 CIEH12 N2 0253 [M+H]+

a4EBOTE 448595962
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"HNMR of Compound 3a-3;j:

Figure S11. '"HNMR 3a:

Parameters

COMP-1
EXPNO 1
PROCHGO 1
F2 - Acquisition Parameters
Date_ 20211002

F2 — Processing parame

sSI 65536

SF 300.1799984 MHz
WDW EM

SsB [i}

LB 0.30 Hz
GB Q

BC 1.00

T T T T T T

16 15 14 13 12 11 10 9 8 7 6 5 4
£ COHI
P lelei o

Figure S12. "THNMR 3b:

A e T R

S C VAV

—10.77

nt Data Paramsters
COMP-3

Fz
Date_
Time
INSTRUM
FROEBHD
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Figure S13. '"HNMR 3c:

10.77
1.17
1.15

Parameters
col

[
300.179

T T T T T T
16 15 14 13 12 11 10 9 8 7 6 5

I

Figure S14. '"THNMR 3d:

w
[

616~

s
=

@
mm
nooo

usec
usec
K
sec

CH

MHz

use
10.00000000 W

o

F2 - Processing parameters

51 65536
SF 300.1800000 MH=
WDW EM
S55B 0
LB 0.30 H=z
GB ]
P 1.00
: “ | 1
T T T T T T T T T T T T T T T T T T T T
16 15 14 13 12 11 10 9 8 r i 6 5 4 2 1 0 1 -2 ppm
= ro[ﬁ [l L | ) ) L B
@ = @Q Q== Qe
o == | Niolo [=11=1
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Figure S15. 'THNMR 3e:

.00

-

—10.

Current Data Parameters
NAME COMP -6
EXPNO 1
FPROCNO 1

F2 — Acguisition Parameters
Date_ 20210920
Time 1.21
INSTRUM FOURIER300
FROBHD 5 mm DUL 13C-1
PULPROG

SOLVENT
NS

F2 - Processing parameters
ST 65536
SF 300.1800000 MH=z
WDW EM
S5B a
Le 0.30 Hz
GB 1]
PC 1.00

T T T T T T T T
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 o -1 -2 ppm

Figure S16. 'THNMR 3f:

Current Data Parameters
AM C

o 1
ROCNO 1

FZ - Rcguisition

DMSO

16

0
6103.516 Hz

0.372529% Hz
1.3421773 sec
32.3108
1.920 usec
6.50 usec
2895.9 K
3.00000000 sec

CHANNEL f1
300.1818537 MH=z
1H

13.00 usec
10.00000000 W

rocessing parameters
65536

300.1800000 MHz
EM

o
0.30 H=z
o

1.00

-
w
-
N
-
-
-
=)
©
m_
~
o
3
S
w
M_
-
o

-1 ppm

0
013
4.03

0

0
044
4.04
1.06
5.00
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Figure S17. '"THNMR 3g:

—10.78
_—4.87

1

Current
HNAME
EXPNO
PROCNO

F2 - Acquisition Pa
Date 2021
2

PULPROG

TD
SOLVENT
E]

10.00000000 W

F2 - Processing parameters
sSI 65536
SF 300.1800000 MHz
WDW EM
S5B o
LB 0.30 Hz
GB o
BC 1.00

T
13 12 11 10 9 8 7 6 5 3 -1 ppm
g|& &35S % g
Figure S18. '"HNMR 3h:

| Current Data Parameters

NAME CoOMP-9

EXPNO 1

PROCNO 1
F2 - Acquisition Parameters

1
F2 — Processing parameters

5T 65536
SF .1800000 MH=z

WDW EM

SSB a
LB 0.30 Hz

GB o

PC 1.00

L al :
T T T T T T T T T T
13 12 9 6 5 4 2 ppm
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Figure S19. 'HNMR 3i:

711

L il

—_—4.8

Current Data Parameters

NAME COMP-3
EXFNO 1
PROCHNO 1
F2 - Acquisition Parameters
Date_ 20210921
Time 0.30
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
ns

Ds

SWH

FIDRES

a0

RG

oW

DE

TE 283,39
D1 3.00000000 sec
DO 1

= CHANNEL =
SFOl 300.1818537 MHz

NUC1 1H

Pl 13,00 usec
PLW1 10.00000000 W
F2 - Processing parameters
ST 65536

SF 300.1800000 MHz
WDW EM
SSB a

LB 0.30 Hz
GB a

C 1.00

sﬁﬁé

11 10 9
sl
~l el

Figure S20. 'HNMR 3j:

—10.78

1 Al

—4q.88

Current Data Parameters
HAME COMP-11
EXPNO 1
PROCNC 1

F2Z - Acquisition Parameters
Date_ 20210921
Tims 4.37
INSTRUM FOURIER300
PROBHD 5 mm DU 13c-1
PULPROG =g

TD 16384
SOLVENT

CHANNEL £
300.18

usec
10.000 W
F2 - Processing parameters
51 65536
SE ).1800000 MHz
WDW EM
SsB [i}
LB 0.30 Hz
GB [3}
@ 1.00

| s

1.96 =
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Figure S21. '*CNMR-3a:

fren

COMP-1 2 1 C:\Bruker\TopSpind.1.3\data\examdata

14

— 1927535
—— 1699873
— 1652987
—— 1489330
—— 1380854
— 1340364

1278957
=" 1288705
—— 1238086
— 1165381
—— 418171
— 288585
— 148576

8 10 12

4

2

1]

T T
250 200 150 100 50 0 [ppm]

Figure S22. *CNMR-3b:

COMP-3 2 1 C:\Bruker\TopSpind.1.3\data\examdata L2

— 192.7749
— 1652842
—— 138.0961
— 1341172

128.9881

126.7974
—— 1246483

T T T . . : . . . . : . . . . : . T T T . . . . . . . . : T
250 200 150 100 50 0 [ppm]
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Figure $23. '*CNMR-3c:

COMP-4 2 1 C:\Bruker\TopSpind.1.3\data\examdata E
2 =
TS ] L W
\ N R B Sl B )
zslo I I ‘ ‘ 2(;0 ‘ ‘ ‘ ‘ 1;0 ‘ ‘ ‘ ‘ 1(;0 ‘ I I I 5‘0 ‘ (; ‘ ‘ [ppml]

Figure S24. *CNMR-3e:

COMP-6 3 1 C!\Bruker\TopSpind.1.3\data\examdata L E
\ I IR e Le

T T T T T
250 200 150 100 50 0 [ppm]
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Figure S25. '*CNMR-3f:

COMP-7 3 1 C:\Bruker\TopSpind.1.3\data\examdata

— 1928045

—— 1692274
— 1652850

— 1380951
— 1340873

1272878
=" 1268805
—— 1238032
— 1165572

W@WM

fren

T T T T T T
250 200

Figure S26. '*CNMR-3g:

T
150

T T T T T T
100 50

—
tppm]

COMP-8 2 1 C:\Bruker\TopSpind.1.3\data\examdata

— 1925713

1653224
—C 1652964

14 [ren

T T T T T T
250 200

T
150

T T T T T
100 50

T T
[ppm]
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Figure S27. '*CNMR-3h:

COMP-9 7 1 C:\Bruker\TopSpind.1.3\data\examdata [ E
L=
2 Ebrd ﬁgq';- T . - 3
P E AR
| Vool SN e i
=
T T T T T T T T T T T T T T i i " T i T '
250 200 150 100 50 0 [ppm]
Figure $28. '*CNMR-3i:
COMP-10 11 1 C:\BrukerTopSpind.1.3\data\examdata : E

— 1926206

_—166.0541
- 1652942
—— 1550766
—— 1512956
38.1122
342951
34.0663
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Figure S29. *CNMR-3;
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Figure S30. IR spectrum of 3a:
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Figure S31. IR spectrum of 3b:
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Figure S32. IR spectrum of 3c:
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Figure S33. IR spectrum of 3d:
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Figure S34. IR spectrum of 3e:
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Figure S35. IR spectrum of 3f:
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Figure S36. IR spectrum of 3g:
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Figure S37. IR spectrum of 3h:
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Figure S38. IR spectrum of 3i:
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Figure S39. IR spectrum of 3j:
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Figure S40. 'HNMR of 2a:

13,2786

Current Data Parameters

=

Figure S41. "THNMR of 2b:
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Figure S42. '"HNMR of 2c:
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Figure S43. '"THNMR of 2d:
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Figure S44. '"THNMR of 2e:
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Figure S45. "HNMR of 2f:
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Figure S46. 'THNMR of 2g:
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Figure S47. 'HNMR of 2h:
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Figure S48. 'THNMR of 2i:
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Figure S49. '"HNMR of 2j:
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