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Formula Predictor Report - ARZ-1_119.lcd Page 10of 1

Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-1_119.lcd

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 40 O 2 0 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 3 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 -25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150

Event#: 1 MS(E+) Ret. Time : 3.000 -> 3.120 Scan# : 451 -> 469

3.000e5+
2.500e5+

2.000e57
270.0821
1.500e5+

1.000651 292.0632

5.00064] 271.0857 561.1393

| |
0
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0

Measured region for 270.0821 m/z
270.0821

100.0

50.0-

271.0857

I

0
260.6 2608 270.0 270.2 2704 2706 2708 271.0 271.2 2714 2716 271.8 2720 2722 2724

C13 H11 N5 S [M+H]+ : Predicted region for 270.0808 m/z
270.0808

100.0

50.01

“ ‘ 271.0833
‘\‘ ‘\ /\ 272.0787

/ I

04— ‘ ey ‘ ‘ ‘ — ‘ ‘ ‘ /- ‘
2606 2608 270.0 270.2 2704 2706 2708 271.0 271.2 2714 2716 271.8 2720 2722 2724

Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 67.39 C13H11N5S [M+H]+ 270.0821 270.0808 1.3 4.81 7448 11.0

Figure S1. Compound 2a HRMS report
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Figure S2. Compound 2a 'H-NMR spectrum
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NAME ARZ-1
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210129
Time 22.50
INSTRUM FOURIER300
PROBHD S mm DUL 13C-1
PULPROG zg
D 16384
SOLVENT DMSO
NS 16
Ds 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 27.5753
DW 81.920 usec
DE 6.50 usec
TE 421.7 K
D1 3.00000000 sec
TDO 1
CHANNEL f1

SFO1 300.1818537 MHz
NUC1 1H
Bl 13.00 usec
PLW1 10.00000000 W
F2 - Processing parameters
SI 65536
SF 300.1800000 MHz
WDW EM
SSB 0

0.30 Hz

0
PC 1.00
1
ppm
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Current Data Parameters
NAME ARZ-1
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210129
Time 22.52
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
TD 32768
SOLVENT DMSO
NS 2048
DS 4
SW! 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 423.6 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 ==
75.4878687 MHz
13C
15.00 usec
15.00000000 W
CHANNEL f2 =
300.1812007 MHz
1H
waltzlé
90.00 usec
10.00000000 W
0.20863999 W
0.10495000 W
F2 - Processing parameters
WSI 7
SF 75.4803210 MHz
WDW EM
SSB 0
T T T T T T T T T = o 1.00 #z
180 160 140 120 100 80 60 40 20 ppmec 1.40

Figure S3. Compound 2a BC-NMR spectrum



Formula Predictor Report - ARZ-2_120.lcd Page 10of 1

Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-2_120.Ilcd

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 40 O 2 0 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 3 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 10 DBE Range: 5.0 -25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150

Event#: 1 MS(E+) Ret. Time:3.173 Scan# : 477

4.500e57
4.000e57
3.500e57
3.000e57
2.500e57
2.000e57

333.11685

1.500e5 333.6701
1.000e5 284.0951

500004 423.1872 665.3322

\ |
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0

Measured region for 284.0951 m/z
284.0951

100.0

50.0-

285/1005

0
283.6  283.8 2840 284.2 2844 284.6 2848 2850 2852 2854 2856 2858 286.0 286.2 286.4

C14 H13 N5 S [M+H]+ : Predicted region for 284.0964 m/z
284.0964

100.0

50.0- “ ‘

285.0990
‘\‘ \ / ‘\ 286.0946
N \
0+ : L : : : coley : ‘ ‘ A ‘
2836 2838 284.0 2842 2844 2846 2848 2850 2852 2854 2856 2858 286.0 286.2 2864
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 56.74 C14H13N5S [M+H]+ 284.0951 284.0964 -1.3 -4.58 62.32 11.0

Figure S4. Compound 2b HRMS report
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Current Data Parameters
NAME ARZ-2
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210129
Time 23.52
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 28.408
DW 81.920 usec
DE 6.50 usec
TE 428.1 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
L LB 0.30 Hz
B 0
PC 1.00
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 7 6 5 4 3 2 1 ppm
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Current Data Parameters
NAME ARZ-2
EXPNO 2
PROCNO 1
F2 - Acquisition P meters
Date_ 20210129
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.7 58 Hz
AQ 0.6710886 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 426.9
D1 1.00000000
D11 0.03000000
D31 0.00001500
D32 0.89999998
D40 0.00093990
L4 23
LS 26
P32 90.00 usec
TDO 1
CHANNEL f1 = =
75.4878687 MHz
13C
1 00 sec
15.00000000 W
CHANNEL f2 ========
300.1812007
T T T T T T T T
180 160 140 120 100 80 60 40 20

Figure S6. Compound 2b *C-NMR spectrum




Formula Predictor Report - ARZ-3_121.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-3_121.lcd
Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 40 O 2 0 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 3 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 -25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time : 3.040 -> 3.160 Scan# : 457 -> 475
3.500e5
3.000e5
2.500e5
2.000e5 300.p919
1.500e5
1.000e5
301.0045 | | 3220736
5.000e4 621.1610
0l ; I ; ; ; ‘ ‘ ‘
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 300.0919 m/z
300.0919
100.0
50.0-
301.0945
G T T T T T T T T T T T T T : T T
299.6  299.8 300.0 300.2 3004 300.6 300.8 301.0 301.2 3014 3016 301.8 302.0 3022 3024
C14 H13 N5 O S [M+H]+ : Predicted region for 300.0914 m/z
300.0914
100.0
50.01 ‘ “
\
I
‘\ ‘ 301.0939
M
\‘ \‘ i 302.0897
01— : L : : : L : ‘ ‘ i ‘
299.6  299.8 300.0 300.2 3004 300.6 300.8 301.0 301.2 3014 3016 301.8 302.0 3022 3024
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 72.00 C14H13N50S [M+H]+ 300.0919 300.0914 0.5 1.67 7323 11.0

Figure S7. Compound 2¢ HRMS report
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Current Data Parameters

NAME ARZ-3
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210130
Time 0.54
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 31.5603
DW 81.920 usec
DE 6.50 usec
TE 429.2 K
D1 3.00000000 sec
TDO 1
CHANNEL f1 =
SFO1 300.1818537 MHz
NUC1 1H
Pl 13.00 usec
PLW1 10.00000000 W
F2 - Processing parameters
SI 65536
SF 300.1800000 MHz
WDW EM
SSB 0
J LB 0.30 Hz
B 0
PC 1.00
T T T T T T T T T T T T T T T T 1
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 ppm
9 o (1<) )
g o|of o [ o
S e N
3 1
Figure S8. Compound 2¢ 'H-NMR spectrum
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Current Data Parameters
NAME ARZ-3
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210130
Time 0.56
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
32768
SOLVENT DMSO
NS 2048
DS
SWH 24414.06
FIDRES 0.74505
aQ 0.671088
RG 501.1
DW 20.480
DE 6.50
TE 432.7
D1 1.00000000
D11 0.03000000
D31 0.00001500
D32 0.89999998
D40 0.00093990
L4 23
LS 26
P32 90.00 usec
TDO 1
== CHANNEL f1 = =
SFO1 75.4878687 MHz
NUCL 13¢
Pl 15.00 usec
PLW1 15.00000000 W
77777777 CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLWL3 0.10495000 W
F2 - Processing parameters
SF 75.4803210 MHz
WDW EM
ssB 0
T T T T T T T T T = Y 100 5z
180 160 140 120 100 80 60 40 20 ppmec 1.40

Figure S9. Compound 2¢ BC-NMR spectrum



Formula Predictor Report - ARZ-4_122.lcd Page 10of 1

Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-4_122.Icd

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 40 O 2 0 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 3 6 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 -25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150

Event#: 1 MS(E+) Ret. Time : 2.973 -> 3.080 Scan# : 447 -> 463

1.200e6
1.100e6
1.000e61
9.000e51
8.000e5 295.0768
7.000e5
6.000e5
5.000e5
4.000e5
3.000e5] 296.0793
2.000e5
1.000e54 317.0594

0

|
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0

Measured region for 295.0768 m/z
295.0768

100.0

50.0-

296.0793

/’\ 297.0747
\

0 ‘ |
2046 2948 2950 2952 2054 2056 2958 296.0 296.2 2964 206.6 296.8 297.0 2972 297.4

C14 H10 N6 S [M+H]+ : Predicted region for 295.0760 m/z
295.0760

100.0

50.01

“ ‘ 296.0785
‘\‘ \‘ /“\ 297.0742
01— ‘ L R ; ; ; A ; ‘ ‘ - ‘
2946 2948 2950 2952 2954 2956 2958 296.0 296.2 296.4 296.6 296.8 297.0 297.2 297.4
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 95.72 C14H10N6 S [M+H]+ 295.0768  295.0760 0.8 2.71) 100.00 13.0

Figure S10. Compound 2d HRMS report
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Current Data Parameters

NAME ARZ-4
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210130
Time 1.57
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 28.6744
DW 81.920 usec
DE 6.50 usec
TE 428.1 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
gﬂL SSB 0
LB 0.30 Hz
uL___JJ B 0
PC 1.00
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 7 6 3 1 ppm
of o Q O of ) o) I
= o J EREEE
- S . i i s S
3 1
Figure S11. Compound 2d 'H-NMR spectrum
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Current Data Parameters
NAME ARZ-4
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
e 20210130
1.59
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.7 58 Hz
aQ 0.6710886 sec
RG 501.187
Di
DE
TE
D1 1.00000000
D11 0.03000000
D31 0.00001500
D32 0.89999998
D40 0.00093990
L4 23
LS 26
P32 90.00 usec
TDO 1
CHANNEL f1 = =
75.4878687 MHz
13¢
15.00 usec
15.00000000 W
CHANNEL f2 ========
300.1812007 MHz
PLW13
F2 - Processing parameters
hﬂ”ﬁ”mwﬂm*”“mm*MQI 76
75.4803210 MHz
EM
0 .
T T T T T T T T T Y 100 5z
180 160 140 120 100 80 60 40 20 1.40

Figure S12. Compound 2d 3C-NMR spectrum



Formula Predictor Report - ARZ-5_123.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-5_123.lcd
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 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 3 6 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 -25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time:3.160 Scan# : 475
6.000e5
5.500e5-
5.000e5-
4.500e5-
4.000e5+
3.500e57 315.0673
3.000e5+
2.500e5+
2.000e5
1.500e5-
1.000e5-] 316.0751
5.000e4+
0
100.0 200.0 300.0 4000 500.0 600.0 700.0 800.0 900.0
Measured region for 315.0673 m/z
315.0673
100.0+
50.0-
316N51
G T T T T T T T T ‘ T T T T T A\ T T
3146 3148 3150 3152 3154 3156 3158 316.0 3162 3164 316.6 316.8 317.0 3172 3174

C13 H10 N6 02 S [M+H]+ : Predicted region for 315.0659 m/z

100.0

50.01

315.0659

316.0683

| / \\ 317.0642
| \ \
ol ; . ; ; ; ; A ; ‘ ‘ /- ‘
3146 3148 3150 3152 3154 3156 3158 316.0 3162 3164 316.6 316.8 317.0 3172 3174
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 64.79 C13H10N602S [M+H]+ 315.0673 315.0659 14 4.44, 70.89 12.0

Figure S13. Compound 2e HRMS report
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Current Data Parameters

NAME ARZ-5
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20210130
Time 2.59
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 42.6863
DW 81.920 usec
DE 6.50 usec
TE 428.0 K
D1 3.00000000 sec
TDO 1
CHANNEL f1 ==
300.1818537 MHz
1H
13.00 usec

10.00000000 W

F2 - Processing parameters

ST 65536
SF 300.1800000 MHz
WDW EM
1 0

44JL__~JU i 1B 0.30 Hz

GB 0
pC 1.00

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

1 13 12 11 10 9 7 6 5 4 3 2 1 ppm

T T

6 15 14
o o 9
< g 3
i - -

Figure S14. Compound 2e '"H-NMR spectrum
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Current Data Parameters
NAME ARZ-5
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210130
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 2gpg
32768
SOLVENT DMSO
NS 2048
DS
SWH 24414.0
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 428.1
D1 1.00000000
D11 0.03000000
D31 0.00001500
D32 0.89999998
D40 0.00093990
L4 23
LS 26
P32 90.00 usec
TDO 1
CHANNEL f1 = =
75.4878687 MHz
13C
15.00 usec
15.00000 ) W
CHANNEL f2 ========
300.1812007
T T T T T T T T T
180 160 140 120 100 80 60 40 20

Figure S15. Compound 2e *C-NMR spectrum



Formula Predictor Report - ARZ-6_124.lcd Page 10of 1

Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-6_124.lcd

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 40 O 2 0 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 1 Cl 1 0 0 Pd 2 0 0
N 3 3 6 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 -25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150

Event#: 1 MS(E+) Ret. Time:3.173 Scan# : 477

4.00085]
3.50085]
3.00085]
2:500e5 288.0721
2.00065]
1.50051
310.0560
1.000e51

5.000e4

0

100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0

Measured region for 288.0721 m/z
288.0721

100.0

50.0-

2890688

|
0
287.6 2878 288.0 288.2 2834 2886 288.8 2800 2802 2804 289.6 289.8 290.0 290.2 290.4

C13 H10 N5 F S [M+H]+ : Predicted region for 288.0714 m/z
288.0714

100.0

|
50.04 ‘ |

‘ | 289.0739
| \1 /\ 290.0693
01— , L LN ‘ , ‘ L , ; ; /- ;
287.6 287.8 288.0 2832 2884 2886 2888 289.0 289.2 2894 289.6 289.8 290.0 290.2 2904
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 67.92 C13H1ION5F S [M+H]+ 288.0721 288.0714 0.7 243 70.44 11.0

Figure S16. Compound 2f HRMS report
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Current Data Parameters

NAME ARZ-6
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210130
Time 4.01
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 37.2571
DW 81.920 usec
DE 6.50 usec
TE 425.3 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
/ N\ LB 0.30 Hz
B 0
PC 1.00
T T T T T T T T T T T
1 13 12 11 10 9 6 5 4 3 2 1 ppm

T T T

6 15 14
of of 9
i) o =t
i S i

ane ©
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Current Data Parameters
NAME ARZ-6
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210130
Time 4.03
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 29pg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
D¥
DE
TE
D1 1.00000000
D11 0.03000000
D31 0.00001500
D32 0.89999998
D40 0.00093990
L4 23
L5 2
P32 90.00 usec
TDO 1
CHANNEL f1 = -
75.4878687 MHz
13c
15.00 usec
15.00000000 W
CHANNEL f2 ========
300.1812007
T T T T T T
180 160 140 120 100 80 60

Figure S18. Compound 2f BC-NMR spectrum



Formula Predictor Report - ARZ-7_125.lcd Page 10of 1

Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-7_125.Icd

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 40 O 2 0 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 1 Cl 1 0 1 Pd 2 0 0
N 3 3 6 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0-25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150

Event#: 1 MS(E+) Ret. Time : 3.440 -> 3.453 Scan#:517 -> 519

3.500e57
3.000e57
2.500e57
2.000e5 304.0423
1.500e5
1.000e51 06.0385
326.0264
5.000e4+
ol : ‘ ‘ : — , , ,
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 304.0423 m/z
304.0423
100.0+
50.0+
306.0385
3050442
G T T T T T T T
303.5 304.0 304.5 305.0 305.5 306.0 306.5 307.0
C13 H10 N5 S CI [M+H]+ : Predicted region for 304.0418 m/z
304.0418
100.0+
50.01 ‘ ‘
‘ ‘ 306.0390
I l
I 305.0443 H
| 1
| \‘ \\ )‘ \ 307.0413
| / |
0 A ‘ L ; 1 ‘ A
303.5 304.0 304.5 305.0 305.5 306.0 306.5 307.0
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 79.56 C13H10N5SCl [M+H]+ 304.0423 304.0418 0.5 1.64 80.85 11.0

Figure S19. Compound 2g HRMS report



=
S T WO e 00O
« SO STaLm®E SO0
0 N Yoo~ o=n
. AN OO o®w TS
o~ D
p ao w o

£
X

Current Data Parameters

NAME ARZ-7
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210130
Time 5.03
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 31.4589
DW 81.920 usec
DE 6.50 usec
TE 425.8 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
L““"‘_____GB 0

PC 1.00

T
1

T T

6 15 14
| o o) EERE
< o S| EERE
i ol s A ool o

Figure S20. Compound 2g 'H-NMR spectrum
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Current Data Parameters
NAME ARZ-7
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
te. 20210130
5.05
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 29pg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
D¥
DE
TE
D1 1.
D11 0.03000000
D31 0.00001500
D32 0.89999998
D40 0.00093990
L4 23
L5 26
P32 90.00 usec
TDO 1
CHANNEL f1 = -
75.4878687 MHz
13c
15.00 usec
15.00000000 W
CHANNEL f2 ========
300.1812007 MHz
' sing parameters
76
75.4803210 MHz
EM
0
1.00 Hz
T T T T T T T 0
180 160 140 120 100 80 60 1.40

Figure S21. Compound 2g 3C-NMR spectrum




Formula Predictor Report - ARZ-8_126.lcd Page 10of 1

Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-8_126.lcd

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 40 O 2 0 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 1 Cl 1 0 1 Pd 2 0 0
N 3 3 6 P 3 0 0 Br 1 0 1 | 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0-25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150

Event#: 1 MS(E+) Ret. Time : 3.480 -> 3.587 Scan# : 523 -> 539

1.100e5-
1.000e5-
9.000e4+
8.000e4+
7.000e4+
6.000e4+
5.000e4+ 349.0912

4.000e4+ 347.9928
3.000e4+
2.000e4+
1.000e4

0 | (I
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0

Measured region for 347.9928 m/z

349.9912
100.0 347.9928

50.0-

0 ‘ ‘
3475 348.0 348.5 349.0 349.5 350.0 3505 351.0

C13 H10 N5 S Br [M+H]+ : Predicted region for 347.9913 m/z

100.0 347.9913 349.9893

| |
50.0- ‘ | ‘

Il 348.9938 i 350.9917

| | I |

0 IR A /A
3475 348.0 3485 349.0 349.5 350.0 350.5 351.0

Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 21.64 C13H10N5S Br [M+H]+ 347.9928 347.9913 1.5 431 2359 11.0

Figure S22. Compound 2h HRMS report




=)
I TO WOV ND DT
o~ he OEmINao®
n S ToEa®aR o
. NN coommowWww
o e
P ao @ ~

e

Hz

sec

usec
usec

sec

Current Data Parameters
NAME ARZ-8
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210130
Time 6.04
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg
TD 16384
SOLVENT DMSO
NS 16
DS 0
SWH 6103.516
FIDRES 0.372529
AQ 1.3421773
RG 34.8175
DW 81.920
DE 6.50
TE 427.0
D1 3.00000000
TDO 1

CHANNEL f
300.1818537

1H
13.00

usec

10.00000000 W

Hz

F2 - Processing parameters
SI 65536
SF 300.1800000 MHz
WDW EM
| VN I
LB 0.30
A J L k___A_GB 0
PC 1.00
T T T T T T T T T T T T T T T T 1
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 ppm
< o o 0| J
et o S EEREE
i d i o

Figure S23. Compound 2h 'H-NMR spectrum
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Current Data Parameters
NAME ARZ-8
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210130
Time 06
INSTRUM FOURIER300
PROBED 5 mm DUL 13C-1
PULPROG zgpg

32768
SOLVENT DMSO
NS 2048
DS
SWH 24414.0
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 426.9
D1 1.00000000
D11 0.03000000
D31 0.00001500
D32 0.89999998
D40 0.00093990
L4 23
L5 2
P32 90.00 usec
TDO 1
CHANNEL f1 = -~
75.4878687 MHz
13
15.00 usec
15.00000000 W
CHANNEL f2 ========
300.1812007
T T T T T T T T T
180 160 140 120 100 80 60 40 20

Figure S24. Compound 2h 3C-NMR spectrum



Formula Predictor Report - ARZ-9_127.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-9_127.Icd
Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 10 40 O 2 0 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 1 Cl 1 0 1 Pd 2 0 0
N 3 3 6 P 3 0 0 Br 1 0 1 | 3 0 0
Error Margin (ppm): 15 DBE Range: 8.0-25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time: 3.440 Scan#:517
4.500e5
4.000e5
3.500e5
3.000e5
2.500e5 298.1123
2.000e5
1.500e5
1.000e5 299.1184 320.0906 617.0022
5.000e44
01— 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 298.1123 m/z
298.1123
100.0
50.0-
299.1184
G T T T T T T T T A T T T T T ‘ T T
297.6  297.8 298.0 298.2 2984 2986 298.8 299.0 299.2 2994 299.6 299.8 300.0 300.2 3004

C15 H15 N5 S [M+H]+ : Predicted region for 298.1121 m/z

298.1121

100.0

50.0- ‘ “

“ ‘ 299.1147
i
I\ I 300.1105
I i
297.6 297.8 298.0 2982 2984 298.6 298.8 299.0 299.2 2994 299.6 299.8 300.0 300.2 3004
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 87.13 C15H15N5S [M+H]+ 298.1123  298.1121 0.2 0.67 87.13 11.0

Figure S25. Compound 21 HRMS report
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Current Data Parameters

NAME
EXPNO
PROCNO

F2 - Acqu
Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

F2 - Proc

16

15

14

13

12

11

10

00
.03
12
39
.94

2.46

1
1
1
1
0

ARZ-9
1
1

isition Parameters
20210129
15.40
FOURIER300
5 mm DUL 13C-1

zg
16384
DMSO
16
0
6103.516 Hz
0.372529 Hz
1.3421773 sec
44.7972
81.920 usec
6.50 usec
412.1 K
3.00000000 sec
1

CHANNEL f1 ==
300.1818537 MHz
1H
13.00 usec

10.00000000 W

essing parameters
65536
300.1800000 MHz
EM
0
0.30 Hz
0
1.00

Figure S27. Compound 2i *C-NMR spectrum
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Current Data Parameters
NAME ARZ-9
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210129
Time 15.42
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 2g9pg
32768
SOLVENT DMSO
NS 4096
DS 4
SWH 24414.063 Hz
FIDRES 0.7 58 Hz
AQ 0.6710886 sec
RG 501.187
i
DE
TE
D1 1.00000000
D11 0.03000000
D31 0.00001500
D32 0.89999998
D40 0.00093990
L4 23
LS 26
P32 90.00 usec
TDO 1
CHANNEL f1 = =
75.4878687 MHz
13C
1 00 sec
15.00000000 W
CHANNEL f2 ========
300.1812007
T T T T T T T T T
180 160 140 120 100 80 60 40 20




Formula Predictor Report - ARZ-11_128.Icd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-11_128.Icd
Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 9 40 O 2 0 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 2 Cl 1 0 1 Pd 2 0 0
N 3 3 6 P 3 0 0 Br 1 0 1 | 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0-25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time : 3.133 -> 3.293 Scan# : 471 -> 495
1.100e6-
1.000e6-
9.000e5+
8.000e5
7. 3
000e5 306.0623
6.000e5
5.000e5
4.000e5 328.0449
3.000e5
307.0653
2.000e5+
1.000e5+
0l . L ; ; ; ‘ ‘ ‘
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0
Measured region for 306.0623 m/z
306.0623
100.0
50.0-
307.0653
G T T T \‘ T T T T T T T T T ‘ T T
305.6 3058 306.0 306.2 3064 306.6 306.8 307.0 307.2 3074 307.6 307.8 308.0 308.2 3084
C13 H9 N5 F2 S [M+H]+ : Predicted region for 306.0619 m/z
306.0619
100.0
50.0- | ‘
f
It
“ “ 307.0644
J‘ w\ /\\ 308.0598
IR I
0 ; ~ ; ; ; ; e ‘ ‘ ‘ AN ‘
305.6 3058 306.0 306.2 3064 306.6 306.8 307.0 3072 3074 307.6 307.8 308.0 3082 3084
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 92.03 C13HIN5F2S [M+H]+ 306.0623 306.0619 0.4 131 9275 11.0

Figure S28. Compound 2j HRMS report



12.6510
9.2297
9.2261
8.1171
8.0522
8.0294
8.0226
7.9997
7.9928
7.9708
7.9672
.3949
7.3865
7.3640
7.3555
7.3471
7.3246
7.3161
7.2882
7.2795
7.2109
7.2036
7.1833
7.1750
7.1562
7.1471

Current Data Parameters

NAME ARZ-11
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters

Date_ 20210129

Time 17.41

INSTRUM FOURIER300

PROBHD 5 mm DUL 13C-1

PULPROG zg

TD 16384

SOLVENT DMSO

NS 16

DS 0

SWH 6103.516 Hz

FIDRES 0.372529 Hz

AQ 1.3421773 sec

RG 38.1878

DW 81.920 usec

DE 6.50 usec

TE 420.6 K

D1 3.00000000 sec

TDO 1
CHANNEL f1 =

SFO1 300.1818537 MHz

NUC1 1H

Pl 13.00 usec

PLW1 10.00000000 W

F2 - Processing parameters

ST 65536
SF 300.1800000 MHz
WowW EM
SSB 0
A ) 1B 0.30 Hz
GB 0
BC 1.00
T T T T T T T T T T T T T T T T 1
16 15 14 13 12 11 10 B 8 7 6 5 4 3 2 1 ppm
o o AT AR AN
b g g EEEER
4 J [N I I I
Fi S29.C d 2j 'TH-NMR
igure S29. Compound 2j 'H- spectrum
IIFET58Y 820509 L852898088 4
B e D B BRUKER
SE82335588 3008800000 nH23:832:2 R (:ﬁ.::"::‘-;)
Current Data Parameters
NAME ARZ-11
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210129
Time 17.42
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063 Hz
FIDRES 0.745058 Hz
AQ 0.6710886 sec
RG 501.18
DW 20.480 usec
DE 6.50 usec
TE 420.7
D1 1.00000000 sec
D11 0.03000000 sec
D31 0.00001500 sec
D32 0.89999998 sec
D40 0.00093990 sec
L4 23
LS 26
P32 90.00 usec
TDO 1
== CHANNEL f1l =: =
SFO1 75.4878687 MHz
NUC1 13C
Pl 15.00 usec
PLW1 15.00000000 W
77777777 CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.20863999 W
PLW13 0.10495000 W
F2 sing parameters
WA A 2
SF 75.4803210 MHz
WDW EM
SSB 0
T T T T T T T T T = Y .00 52
180 160 140 120 100 80 60 40 20 ppmec 1.40

Figure S30. Compound 2j '*C-NMR spectrum



Formula Predictor Report - ARZ-12_129.Icd

Data File: C:\LabSolutions\Data\Analiz\derya\ARZ-12_129.Icd

Page 10of 1

Elmt  Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 9 40 O 2 0 4 S 2 1 2 Ru 2 0 0 H
C 4 10 40 F 1 0 2 Cl 1 0 2 Pd 2 0 0
N 3 3 6 P 3 0 0 Br 1 0 1 | 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0-25.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time:3.747 Scan# : 563
3.500e5
3.000e54
2.500e5
2.000e5] 338.0024
340.0019
1.500e5
1.000e5 341.0023 ‘ 359.9847
5 000641 243.b641 ‘ ‘ 361.9877
0-— 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 338.0024 m/z
338.0024
100.0
340.p019
50.0-
341.0023
339ﬁ037 /‘3 342ﬁoo1
G T T \‘ T T T \\ T T
337.5 338.0 338.5 339.0 339.5 340.0 340.5 341.0 341.5 342.0
C13 H9 N5 S CI2 [M+H]+ : Predicted region for 338.0028 m/z
338.0028
100.0
340.0000
\"
50.01 ‘ ‘H
\
| |
‘ \ 339.0053 ‘ ‘ 341.9972
| [l
| | | I
0 - T X T e T T T n
3375 338.0 338.5 339.0 339.5 340.0 340.5 341.0 341.5 342.0
Rank Score Formula (M) lon Meas. m/z  Pred. m/z| Df. (mDa) Df. (ppm) Iso DBE
1 89.11 C13HI9N5S CI2 [M+H]+ 338.0024 338.0028 -0.4 -1.18  89.51 11.0

Figure S31. Compound 2k HRMS report
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Current Data Parameters

NAME
EXPNO
PROCNO

ARZ-12
1
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

F2 - Proc

T

1 13 12 11 10

T T
6 15 14
o
<
A

Figure S32. Compound 2k 'H-NMR spectrum
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Current Data Parameters
NAME ARZ-12
2

PROCNO 1

20210130

7.06
FOURIER300

5 mm DUL 13C-1

zg
16384
DMSO
16
0
6103.516 Hz
0.372529 Hz
1.3421773 sec
34.7433
81.920 usec
6.50 usec
419.6 K
3.00000000 sec
1

CHANNEL f1 ==
300.1818537 MHz
1H
13.00 usec

10.00000000 W

essing parameters
65536
300.1800000 MHz
EM
0
0.30 Hz
0
1.00

F2 - Acquisition Parameters
te.

20210130

7.08
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 29pg
32768
SOLVENT DMSO
NS 2048
DS 4
SWH 24414.063
FIDRES 0.745058
AQ 0.6710886
RG 501.187
DW
DE
TE
D1 1.
D11 0.03000000
D31 0.00001500
D32 0.89999998
D40 0.00093990
L4 23
L5 26
P32 90.00
TDO 1
CHANNEL f1 =
75.4878687
13c

15.0
15.00000000

300.1812007

PLW13

EM

T T T T T
180 160 140 120 100 80 60 40 20

Figure S33. Compound 2k 3C-NMR spectrum
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F2 - Processing parameters
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75.4803210 MHz

Hz
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Figure S34: The 2D (A) and 3D (B) interacting modes of letrozole (colored with orange) in the

active region the human aromatase (PDB ID: 3EQM). The 2D (C) and 3D (D) interacting modes
of safinamide (colored with green) in the active region the MAO-B (PDB ID: 2V57).



