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Figure S1. IR spectrum of compound 3a
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Figure S2. 'H NMR spectrum of compound 3a
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Figure S3. *3C NMR spectrum of compound 3a

CON1
Agilent Technologies

Sample Name:
con1

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

sample directory:
CON1_20190127_01

Fidrile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 27 2019

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 1.550 sec

Width 21141.6 Hz

64 repetitions
OBSERVE €13, 100.6243292 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 33 min
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40 20 0 ppm
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Figure S4. HRMS spectrum of compound 3a

Formula Predictor Report - CON-1_2.lcd Page 1of 1

Data File: C:\LabSolutions\Data\Analiz\AOzdeminCON-1_2.Icd

Eimt  Val. Min Max Eimt Val. Min Max Elmt Val. Min_ Max Eimt  Val. Min Max Use Adduct
H 1 0 30 (o} 2 1 4 S 2 0 2 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 1 4 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 10 DBE Range: 10.0 - 20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time:7.173->7.720 Scan#: 1077 -> 1159

50000.0+
45000.04
40000.04
35000.0
30000.0
25000.0
20000.04 347.1864
15000.04
10000.0
5000.04
0

P L | . P
100.0  200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 347.1864 m/z
347.1864

100.04

I\

3468 347.0 347.2 3474 347.6 3478 348.0 3482 3484 348.6 348.8 349.0 349.2 3494 3496

C21 H22 N4 O [M+H]+ : Predicted region for 347.1866 m/z

347.1866
100.0q
50.04
348.1896
346.8 347.0 3472 3474 3476 3478 3480 3482 3484 3486 3488 349.0 349.2 3494 3496
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 51.62 C21H22N4 0O [M+H]+ 347.1864 347.1866 -0.2 -0.58 51.62 13.0
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Figure S5. IR spectrum of compound 3b
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Figure S6. *H NMR spectrum of compound 3b
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Figure S7. **C NMR spectrum of compound 3b

coNz

Sample Name:
conz
Data Collected on:
mercury400-mercury400
Archive directory:
/home/vnmrl/vnmrsys/data
sample directory:
CON2_20190127_01
FidFile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 27 2019

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Acg. time 1.550 sec
Width 21141.6 Hz

64 repetitions
OBSERVE €13, 100.6243292 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 33 min

Agilent Technologies
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120 100
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Figure S8. HRMS spectrum of compound 3b

Formula Predictor Report - CON-2_6.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminCON-2_6.Icd
Eimt  Val. Min Max Eimt Val. Min Max Elmt Val. Min_ Max Eimt Val. Min Max Use Adduct
H 1 0 30 (o} 2 1 4 S 2 0 2 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 1 4 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 10 DBE Range: 10.0 - 20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time: 6.413 Scan# : 963

50000.0
45000.04
40000.04
35000.04
30000.0
25000.0
20000.0
15000.04
10000.04

5000.0§

363.1824

100.0 200.0  300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 363.1824 m/z

100.04

363.1824

362.8 3630 3632 363.4 363.6 363.8 364.0 364.2 364.4 364.6 364.8

365.0 3652 3654 3656

C21 H22 N4 O2 [M+H]+ : Predicted region for 363.1816 m/z

363.1816
100.0q
50.04
364.1846
362.8 363.0 3632 3634 363.6 363.8 364.0 364.2 3644 364.6 3648 3650 3652 3654 365.6
Rank Score Formula (M) lon Meas. m/z Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C21H22 N4 02 [M+H]+ 363.1824 363.1816 0.8 2.20 0.00 13.0
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Figure S9. IR spectrum of compound 3c
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Figure S10. *H NMR spectrum of compound 3c
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Figure S11. *3C NMR spectrum of compound 3c

Agilent Technologies

CON3

Sample Name:
con3
Data Collected on:
mercury400-mercury400
Archive directory:
/home /vnmrl/vomrsys/data
sample directory:
CON3_20190128_01
Fidrile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 27 2019

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Acg. time 1.550 sec
Width 21141.6 Hz

64 repetitions
OBSERVE €13, 100.6243292 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 33 min

T U R L e e

40 20 0 ppm

T T T

80 60
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Figure S12. HRMS spectrum of compound 3c

Formula Predictor Report - CON-3_7.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminCON-3_7.Icd
Eimt  Val. Min Max Eimt Val. Min Max Elmt Val. Min_ Max Eimt Val. Min Max Use Adduct
H 1 0 30 (o} 2 1 4 S 2 0 2 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 1 4 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 10 DBE Range: 10.0 - 20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time : 6.400 -> 6.840 Scan# : 961 -> 1027

55000.0-
50000.0
45000.0+
40000.04
35000.04
30000.0+
25000.0
20000.0
15000.0+
10000.04

5000.04

361.2031

100.0 200.0  300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 361.2031 m/z

361.2031
100.04

362/3\064
|

360.8 361.0 3612 361.4 361.6 361.8 3620 362.2 3624 362.6 362.8 363.0 363.2 363.4 363.6

C22 H24 N4 O [M+H]+ : Predicted region for 361.2023 m/z

361.2023
100.0q
50.04
362.2053
360.8 361.0 3612 3614 361.6 361.8 362.0 3622 3624 3626 3628 363.0 363.2 3634 363.6
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 57.85 C22H24N4 O [M+H]+ 361.2031 361.2023 0.8 221 59.65 13.0
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Figure S13. IR spectrum of compound 3d
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Figure S14. *H NMR spectrum of compound 3d
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Figure S15. *3C NMR spectrum of compound 3d

Agilent Technologies

CoNd4

Sample Name:
cona
Data Collected on:
mercury400-mercury400
Archive directory:
/home/vnmrl/vnmrsys/data
sample directory:
CON4_20190127_01
Fidrile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 27 2019

Temp. 25.0 C / 298.1 X
Operator: vamrl

Acq. time 1.550 sec
Width 21141.6 Hz

64 repetitions
OBSERVE €13, 100.6243292 MHz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 33 min
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Figure S16. HRMS spectrum of compound 3d

Formula Predictor Report - CON-5_7.lcd Page 1of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminCON-5_7.Icd
Eimt  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 S 2 0 0 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 1 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0 - 17.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time: 5.227 Scan# : 785

80000.0
70000.04
60000.0
50000.04
40000.04
30000.0
20000.0 376.2119

189.p990
10000.04

100.0 200.0  300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 376.2148 m/z

376.2119
100.04

3758 376.0 3762 376.4 376.6 3768 377.0 3772 377.4 3776 3778 3780 3782 378.4 3786

€22 H25 N5 O [M+H]+ : Predicted region for 376.2132 m/z

376.2132
100.0q
50.04
377.2161
3758 376.0 3762 3764 376.6 3768 377.0 3772 3774 3776 377.8 378.0 3782 3784 3786
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C22 H25N50 [M+H]+ 376.2148 376.2132 1.6 4.25 0.00 13.0

S16



Figure S17. IR spectrum of compound 3e
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Figure S18. *H NMR spectrum of compound 3e
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Figure S19. **C NMR spectrum of compound 3e

CON5
Agilent Technologies

Sample Name:
cons

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

sample directory:
CONS_20190128_01

Fidrile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 28 2019

Temp. 25.0 C / 298.1 X
Operator: vamrl

Relax. delay 1.000 sec
Pulse 45.0 degree
Acg. time 1.550 sec

Width 21141.6 Hz

64 repetitions
OBSERVE €13, 100.6243580 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 44 min

T T T T T

80 60 40 20 0 ppm

180 160 140 120 100
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Figure S20. HRMS spectrum of compound 3e

Formula Predictor Report - CON-7_8.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminCON-7_8.lcd
Eimt  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 S 2 0 1 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 1 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0 - 17.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time: 6.133

Scan# : 921

50000.01
45000.04
40000.04
35000.0
30000.0
25000.0
20000.04
15000.04
10000.0

5000.04

356./1071

100.0 200.0  300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 356.1071 m/z

356.1071
100.0q
50.04
0 T T T T T T T T
356.0 356.5 357.0 357.5 358.0 358.5 359.0 359.5
C18 H17 N3 O3 S [M+H]+ : Predicted region for 356.1063 m/z
356.1063
100.0q
50.01
357.1093
358.1059
0 ; : : ; A : . .
356.0 356.5 357.0 357.5 358.0 358.5 359.0 359.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C18 H17N3 03 S [M+H]+ 356.1071 356.1063 0.8 2.25 0.00 12.0

S19



Figure S21. IR spectrum of compound 3f
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Figure S22. *H NMR spectrum of compound 3f
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Figure S23. **C NMR spectrum of compound 3f

CON6

Sample Name:
cone

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

sample directory:
CON6_20190127_01

Fidrile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 27 2019

Temp. 30.0 C / 303.1 X
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degree
Acg. time 1.550 sec

Width 21141.6 Hz

64 repetitions
OBSERVE €13, 100.6243826 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 44 min

Agilent Technologies

L

T T T T T UL

180 160 140 120 100
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Figure S24. HRMS spectrum of compound 3f

Formula Predictor Report - CON-8_9.lcd Page 1of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminCON-8_9.Icd
Eimt  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 S 2 1 1 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 1 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 8.0 - 17.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time: 6.253 Scan# : 939

80000.0
70000.04
60000.0
50000.04
40000.04
30000.0
20000.0
10000.04

370.1202

100.0

200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 370.1202 m/z

370.1202
100.0q
50.04
0 T T T T T T T T
370.0 370.5 371.0 3715 372.0 372.5 373.0 373.5
C19 H19 N3 O3 S [M+H]+ : Predicted region for 370.1220 m/z
370.1220
100.0q
50.04
371.1249
372.1218
0 T T T T T T T T
370.0 370.5 371.0 3715 372.0 372.5 373.0 373.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C19H19N3 03 S [M+H]+ 370.1202 370.1220 -1.8 -4.86 0.00 12.0
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Figure S25. IR spectrum of compound 3g
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Figure S26. *H NMR spectrum of compound 3g
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Figure S27. **C NMR spectrum of compound 3g

Agilent Technologies

CON?

Sample Name:
con?
Data Collected on:
mercury400-mercury400
Archive directory:
/home /vnmrl/vomrsys/data
sample directory:
CON7_20190128_01
Fidrile: current

Pulse Sequence: CARBON (s2pul)

Solvent: dmso
Data collected on: Jan 27 2019

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Width 21141.6 Hz
64 repetitions
OBSERVE €13, 100.6243292 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 33 min

T T T T
80 60 40

L0 e

140 120 100

L e LI

180 160

S24

B s

20 0 ppm



Figure S28. HRMS spectrum of compound 3g

Formula Predictor Report - CON-9_8.lcd Page 1of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminCON-9_8.Icd
Eimt  Val. Min Max Eimt Val. Min Max Elmt Val. Min_ Max Eimt  Val. Min Max Use Adduct
H 1 0 30 (o} 2 1 4 S 2 0 2 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 1 4 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 10 DBE Range: 10.0 - 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
Max Results: 500

MSn Iso RI (%): 10.00 MSn Logic Mode: AND

Event#: 1 MS(E+) Ret. Time : 6.493 -> 6.827 Scan# : 975 -> 1025

70000.0-

60000.0-

50000.0-

40000.0

377.]1982

30000.0

20000.04

10000.09

100.0 200.0 300.0 400.0 500.0 600.0  700.0

800.0  900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 377.1982 m/z

377.1982
100.04

378/2031

3768 377.0 3772 3774 371.6 3778 378.0

378.2 3784 378.6 3788 379.0 379.2 379.4 379.6

C22 H24 N4 O2 [M+H]+ : Predicted region for 377.1972 m/z

377.1972
100.04

378.2002

N

376.8 377.0 3772 3774 377.6 3778 3780 3782 3784 3786 3788 379.0 379.2 3794 379.6
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 69.48 C22 H24 N4 02 [M+H]+ 377.1982 377.1972 1.0 2.65 7247 13.0

S25



Figure S29. IR spectrum of compound 3h
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Figure S30. *H NMR spectrum of compound 3h
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Figure S31. *3C NMR spectrum of compound 3h

CONB
Agilent Technologies

Sample Name:
cong

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

sample directory:
CONB_20190128_01

Fidrile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 28 2019

Temp. 25.0 C / 298.1 X
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degree
Acg. time 1.550 sec

Width 21141.6 Hz

64 repetitions

OBSERVE €13, 100.6243580 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 44 min

. IMM | | |

T T T T T

40 20 0 ppm

T T mmme T W}

180 160 140 120 100 80 60
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Figure S32. HRMS spectrum of compound 3h

Formula Predictor Report - CON-12_11.Icd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminCON-12_11.lcd
Eimt  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 S 2 0 1 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 1 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 - 20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time: 5.427 Scan#: 815

50000.0
45000.04
40000.04
35000.04
30000.0
25000.01
20000.01
15000.04
10000.04

5000.0§

407.2046

100.0

200.0

300.0  400.0

500.0

600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 407.2071 m/z

100.04

407.2046

406.8  407.0 407.2 407.4 407.6 407.8 4080 408.2 408.4

4086 408.8 409.0 409.2 409.4 409.6

C23 H26 N4 O3 [M+H]+ : Predicted region for 407.2078 m/z

100.04

407.2078

408.2108

AN\

4068 407.0 407.2 407.4 407.6 407.8 408.0 408.2 408.4

408.6 408.8 409.0 409.2 409.4 409.6

Rank Score Formula (M)

lon

Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE

1 0.00 C23 H26 N4 O3

M+H]+

407.2071  407.2078

S28
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Figure S33. IR spectrum of compound 3i
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Figure S34. *H NMR spectrum of compound 3i
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Figure S35. 3C NMR spectrum of compound 3i

CON10

Agilent Technologies

Sample Name:
coN10

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

sample directory:
CON10_20190128_01

Fidrile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 28 2019

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degree
Acg. time 1.550 sec

Width 21141.6 Hz

1000 repetitions
OBSERVE €13, 100.6243580 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 44 min

T T T T

60 40 20 0 ppm

T T T T

180 160 140 120 100 80
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Figure S36. HRMS spectrum of compound 3i

Formula Predictor Report - CON-15_13.Icd Page 1of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminCON-15_13.lcd
Eimt  Val. Min Max Eimt Val. Min_ Max Elmt Val. Min_ Max Eimt  Val. Min Max Use Adduct
H 1 0 30 (o} 2 0 4 S 2 0 2 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 1 Pd 2 0 0
N 3 1 6 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 10.0 - 20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time : 6.920

Scan# : 1039

80000.04
70000.04
60000.04
50000.04
40000.01
30000.04
20000.04

10000.0

331.

100.0 200.0  300.0 400.0  500.0

600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 331.1538 m/z

100.04

331.1538

330.8 331.0 3312 3314 331.6 331.8 3320 3322 3324 3326 3328 333.0 3332 3334 3336

C20 H18 N4 O [M+H]+ : Predicted region for 331.1553 m/z

100.04

331.1553

332.1583

L\

330.8 331.0 3312 3314 331.6 331.8 3320 3322 3324 3326 3328 333.0 333.2 3334 3336

Rank Score Formula (M)

1 0.00 C20H18N4 O

lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
[M+H]+ 331.1538 331.1553 -1.5 -4.53 0.00 14.0
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Figure S37. IR spectrum of compound 3;j
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Figure S38. *H NMR spectrum of compound 3j

11 10 9 ‘

Figure S39. **C NMR spectrum of compound 3;j

CoN11

Agilent Technologies

Sample Name:
coN11

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

sample directory:
CON11_20190128_01

Fidrile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 28 2019

Temp. 25.0 C / 298.1 K
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degree
Acg. time 1.550 sec

Width 21141.6 Hz

704 repetitions
OBSERVE €13, 100.6243567 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 44 min

} lJu JJ |

T T T T T (o U

60 40 20 0 ppm

T

|

180 160 140 120 100 80
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Figure S40. HRMS spectrum of compound 3j

Formula Predictor Report - CON-16_14.Icd Page 1of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminCON-16_14.lcd
Eimt  Val. Min Max Eimt Val. Min Max Elmt Val. Min_ Max Eimt  Val. Min Max Use Adduct
H 1 0 30 (o} 2 1 4 S 2 0 2 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 1 Pd 2 0 0
N 3 1 6 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 10.0 - 20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time : 6.227 -> 6.240 - 6.453 -> 6.680 Scan# : 935 -> 937 - 969 -> 1003

45000.01
40000.04
35000.04
30000.04
25000.04
20000.04 347./1505
15000.0
10000.0

5000.04

348.1436

100.0 200.0  300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 347.1505 m/z
347.1505

100.04

348.11436

346.8 3470 3472 3474 3476 347.8 348.0 3482 3484 3486 348.8 349.0 3492 3494 3496

C20 H18 N4 O2 [M+H]+ : Predicted region for 347.1503 m/z

347.1503
100.0q
50.04
348.1532
T T T T T T T T T T T T /l\v T T
346.8 347.0 3472 3474 3476 3478 348.0 3482 3484 3486 3488 349.0 3492 3494 349.6
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 38.14 C20H18 N4 02 [M+H]+ 347.1505 347.1503 0.2 0.58 38.14 14.0
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Figure S41. IR spectrum of compound 4a
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Figure S42. *H NMR spectrum of compound 4a
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Figure S43. 3C NMR spectrum of compound 4a

KON-1

Sample Name:
KON-1

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

sample directory:
KON-1_20190128_01

FidFile: CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 28 2019

Temp. 25.0 C / 298.1 X
Operator: vamrl

Relax. delay 1.000 sec
Pulse 45.0 degree
Acg. time 1.550 sec

Width 21141.6 Hz

1512 repetitions
OBSERVE €13, 100.6243292 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 6 min

L

L

Agilent Technologies

" )

L

LB i L e e

LI e T T L0 e mma

180 160 140
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Figure S44. HRMS spectrum of compound 4a

Formula Predictor Report - KON-1_17.lcd Page 1of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminKON-1_17.lcd
Eimt  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 S 2 0 1 Ru 2 0 0 H

C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0

N 3 1 5 P 3 0 0 Br 1 0 1 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 - 15.0 Electron lons: both

HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes

Max Isotopes: 3
MSn Iso RI (%): 10.00

Isotope RI (%): 1.00
MSn Logic Mode: AND

Isotope Res: 9000

Max Results: 500

Event#: 1 MS(E+) Ret. Time: 6.893 Scan# : 1035
40000.04
35000.0
30000.0
25000.07
20000.0
15000.04
215.7954 L i
10000.04 -
406.0097 | 4030204
5000.0
100.0 200.0  300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 403.0204 m/z
405.0088
100.0-
403.0204 406.0097
50.0
o . : . -
402.5 403.0 403.5 404.0 404.5 405.0 405.5 406.0
C17 H15 N4 O S Br [M+H]+ : Predicted region for 403.0223 m/z
— 03,0223 405.0203
50.0
404.0251 406.0230
402.5 403.0 403.5 404.0 404.5 405.0 405.5 406.0
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 14.06 C17H15N40 S Br M+H]+ 403.0204  403.0223 1.9 471 1550 120
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Figure S45. IR spectrum of compound 4b
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Figure S46. *H NMR spectrum of compound 4b

0.85 -
0.97 -~
1.01

Figure S47. **C NMR spectrum of compound 4b

KON-2

Sample Name:
KON-2

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

sample directory:
KON-2_20190128_01

FidFile: CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 28 2019

Temp. 25.0 C / 298.1 X
Operator: vamrl

Acq. time 1.304 sec
Width 25125.6 Hz

2000 repetitions
OBSERVE €13, 100.6243292 MHz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 20 min

1.00 -

Agilent Technologies

220 200
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Figure S48. HRMS spectrum of compound 4b

Formula Predictor Report - KON-2_18.lcd Page 1of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminKON-2_18.lcd
Eimt  Val. Min Max Eimt Val. Min_ Max Elmt Val. Min_Max Eimt  Val. Min Max Use Adduct
H 1 0 30 (o} 2 0 4 S 2 0 1 Ru 2 0 0 H
C 4 15 25 F 1 0 3 Cl 1 0 0 Pd 2 0 0
N 3 1 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 - 15.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time: 7.013 Scan# : 1053

1.100e5-
1.000e5+
9.000e4
8.000e4
7.000e4
6.000e4+
5.000e4
4.000e4+
3.000e4
2.000e4
1.000e4+

393.p989

394.0903
304.8850

100.0 200.0  300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 393.0989 m/z

393.0989
100.0q
50.04
3940903
0 T T T T T T T T
393.0 393.5 394.0 394.5 395.0 395.5 396.0 396.5
C18 H15N4 O F3 S [M+H]+ : Predicted region for 393.0991 m/z
393.0991
100.0q
50.04
394.1020
395.0984
0 T T et T T /]\ T T T
393.0 393.5 394.0 394.5 395.0 395.5 396.0 396.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C18 HISN4O F3 S [M+H]+ 393.0989 393.0991 -0.2 -0.51 0.00 12.0
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Figure S49. IR spectrum of compound 4c
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Figure S50. *H NMR spectrum of compound 4c

Figure S51. *3C NMR spectrum of compound 4c

KON3

Sample Name:
XoN3

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

sample directory:
KON3_20190129_01

Fidrile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 29 2019

Temp. 25.0 C / 298.1 X
Operator: vamrl

Acq. time 1.550 sec
Width 21141.6 Hz

64 repetitions
OBSERVE €13, 100.6243573 MHz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 30 min

L " " ¢A; ;_.w:h“ "

1.00
0.87

Agilent Technologies

T

T

180 160 140 120 100

T T T T

80

S42

LI e

60

40

20

0 ppm



Figure S52. HRMS spectrum of compound 4c

Formula Predictor Report - KON-3_19.lcd Page 1of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminKON-3_19.lcd
Eimt  Val. Min Max Eimt Val. Min_ Max Elmt Val. Min_Max Eimt  Val. Min Max Use Adduct
H 1 0 30 (o} 2 0 4 S 2 0 1 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 1 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 - 15.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time: 6.320 Scan# : 949

1.800e5
1.600e5
1.400e5]
1.200e5 3501063
1.000e5
8.000e41
6.000e4
4.000e4 351.1022 | | 372.0828

2.000e4+

100.0 200.0  300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 350.1063 m/z

350.1063
100.0q
50.04
351/1022
0 T T T T T T T T
350.0 350.5 351.0 351.5 352.0 352.5 353.0 353.5
C18 H15 N5 O S [M+H]+ : Predicted region for 350.1070 m/z
350.1070
100.0q
50.04
351.1097
352.1063
0 T T T T T T T T
350.0 350.5 351.0 351.5 352.0 352.5 353.0 353.5
Rank Score Formula (M) lon Meas.m/z Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C18 HI5N50 S [M+H]+ 350.1063 350.1070 -0.7 -2.00 0.00 14.0
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Figure S53. IR spectrum of compound 4d
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Figure S54. *H NMR spectrum of compound 4d
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Figure S55. *C NMR spectrum of compound 4d

KON-4

Sample Name:
KON-4

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmrl/vnmrsys/data

sample directory:
KON-4_20190129_01

Fidrile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 29 2019

Temp. 25.0 C / 298.1 X
Operator: vnmrl

Relax. delay 1.000 sec
Pulse 45.0 degree
Acg. time 1.550 sec

Width 21141.6 Hz

64 repetitions
OBSERVE €13, 100.6243292 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 44 min

Agilent Technologies
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Figure S56. HRMS spectrum of compound 4d

Formula Predictor Report - KON-4_20.lcd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminKON-4_20.lcd
Eimt  Val. Min Max Eimt Val. Min_ Max Elmt Val. Min_ Max Eimt Val. Min Max Use Adduct
H 1 0 30 (o} 2 0 4 S 2 0 2 Ru 2 0 0 H
C 4 15 25 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 1 5 P 3 0 0 Br 1 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: 5.0 - 15.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time: 7.000 Scan#: 1051

1.000e5]
9.000e41
8.000e4
7.000e44
6.000e4
5.000e41
4.000e4
3.000e4] 472.11452

2.000e47 454.1277 | | 4731327
1.000e4]

100.0 200.0 300.0 400.0 500.0 600.0  700.0

800.0  900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 472.1452 m/z

472.1452
100.0q
50.01 4731327
0 T T T T T T T T
472.0 472.5 473.0 473.5 474.0 474.5 475.0 475.5
C22 H25 N5 03 S2 [M+H]+ : Predicted region for 472.1472 m/z
4721472
100.0q
50.04
473.1499
474.1460
0 T T T T T /’\ T —A T
472.0 472.5 473.0 473.5 474.0 474.5 475.0 475.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C22 H25N5 03 S2 [M+H]+ 472.1452 472.1472 -2.0 -4.24 0.00 13.0
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Figure S57. IR spectrum of compound 4e
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Figure S58. *H NMR spectrum of compound 4e

//_
o /

PR = E

1 A | I

b\ S | A AN

—— T : e : e o
a 10 2 . ey e s 2 4 iHem
P N s s 2 = g onom e o
£ 3 8 8 & § 233843 8 2
s A “ = B S R A s o

Figure S59. **C NMR spectrum of compound 4e

Agilent Technologies

KON-5.

Sample Name:
KON-5

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmr1l/vnmrsys/data

sample directory:
KON-5_20190129_01

FidFile: CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 29 2019

Temp. 25.0 C / 298.1 X
Operator: vamrl

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.550 sec
Width 21141.6 Hz
700 repetitions
OBSERVE C13, 100.6243292 MHz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 0.5 Hz
FT size 65536
Total time 30 min

!
L L e

T T
20 0 ppm

T T T
80 60 40

T

120 100

L e e T T

180 160 140
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Figure S60. HRMS spectrum of compound 4e

Formula Predictor Report - KON-5_2.lcd

Data File: C:\LabSolutions\Data\Analiz\mdaltintop\KON-5_2.lcd

Eimt Val. Min Max

Eimt  Val.

Min Max Elmt Val.

Min_Max

Elmt Val. Min Max

Page 10of 1

Use Adduct

H 1 10 40 o
C 4 10 40 F
N 3 2 6 P

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

2
1
3

1 2 S 2 0
0 0 Cl 1 0
0 0 Br 1 0

DBE Range: 5.0 - 25.0
Apply N Rule: yes
Isotope RI (%): 1.00

MSn Logic Mode: AND

1 Ru 2 0 0
0 Pd 2 0 0
0 | 3 0 0

both
yes
9000
200

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

H

Event#: 1 MS(E+) Ret. Time: 2.133 Scan#: 321

5.000e5
4.500e5
4.000e57
3.500e57
3.000e5
2.500e57
2.000e5
1.500e51
1.000e57
5.000e4

391.[1334

392.1356
413.1186

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 391.1334 m/z
391.1334

100.04

392.1356

y A A A

391.0 391.5 392.0 3925 393.0 393.5 394.0 394.5
C20 H18 N6 O S [M+H]+ : Predicted region for 391.1336 m/z
391.1336
100.0-
50.0-
392.1362
393.1333
391.0 391.5 392.0 3925 393.0 393.5 394.0 394.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 88.29 C20H18N6O S [M+H]+ 391.1334  391.1336 0.2 051 8829 150
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Figure S61. IR spectrum of compound 4f
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Figure S62. *H NMR spectrum of compound 4f
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Figure S63. **C NMR spectrum of compound 4f

Agilent Technologies

KON-6

Sample Name:
KON-6
Data Collected on:
mercury400-mercury400
Archive directory:
/home/vnmrl/vnmrsys/data
sample directory:
KON-6_20190308_01
FidFile: CARBON_02

Pulse Sequence: CARBON (s2pul)

Solvent: dmso
Data collected on: Mar 8 2019

Temp. 25.0 C / 298.1 X
Operator: vamrl

Relax. delay 1.000 sec
Pulse 45.0 degree
Acg. time 1.304 sec
Width 25125.6 Hz

2000 repetitions
OBSERVE €13, 100.6243774 Mz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continucusly on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 1 hr,

20 min
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Figure S64. HRMS spectrum of compound 4f

Formula Predictor Report - KON-6_58.Icd Page 10of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminKON-6_58.lcd
Eimt Val. Min Max Eimt Val. Min Max Elmt Val. Min_Max Eimt Val. Min Max Use Adduct
H 1 10 40 (o} 2 1 5 S 2 1 2 Ru 2 0 0 H
C 4 18 30 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 4 7 P 3 0 0 Br 1 0 1 | 3 0 0
Error Margin (ppm): 20 DBE Range: 10.0 -21.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 2.200 -> 2.453 Scan# : 331 -> 369
1.200e54
1.100e5-
1.000e5
9.000e4
8.000e4] 369.0998
7.000e4
6.000e4
5.000e4+
4.000e4 391.0857
3.000e4
2.000e4
1.000e4
T T . T 1 I L |l L T T T T T T T T T T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 369.0998 m/z
369.0998
100.0
50.04
370.”037
0 : : - : : : : :
369.0 369.5 370.0 370.5 371.0 371.5 372.0 372.5
C18 H16 N4 O3 S [M+H]+ : Predicted region for 369.1016 m/z
369.1016
100.04
50.01
370.1044
371.1011
0 , . v , i\ : : :
369.0 369.5 370.0 370.5 371.0 371.5 372.0 372.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C18 H1I6 N4 O3 S [M+H]+ 369.0998  369.1016 -1.8 -4.88 000 13.0
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Figure S65. IR spectrum of compound 4g
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Figure S66. *H NMR spectrum of compound 4g
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Data Collected on:
mercury400-mercuryd00
Archive directory:
/home /vnmr1/vnmrsys/data
sample directory:
KON-7_20190308_01
FidFile: CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collocted on: Mar 8 2019

Temp. 25.0 C / 298.1 K
Operator: vamrl

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.304 sec

Width 25125.6 Hz

2000 repetitions
OBSERVE C13, 100.6243781 MHz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 20 min

ppm

o0
z.oo{m
-
b 85-{

Agilent Technologies
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Figure S68. HRMS spectrum of compound 4g

Formula Predictor Report - KON-7_59.Icd Page 1of 1
Data File: C:\LabSolutions\Data\Analiz\AOzdeminKON-7_59.lcd
Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min_Max Eimt  Val. Min Max Use Adduct
H 1 10 40 (o} 2 1 5 S 2 1 2 Ru 2 0 0 H
C 4 18 30 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 4 7 P 3 0 0 Br 1 0 1 | 3 0 0
Error Margin (ppm): 20 DBE Range: 13.0 -21.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 3.733 -> 3.867 Scan# : 561 -> 581
70000.0+
60000.0-
50000.0
431.[1554
40000.04
30000.04
20000.01
10000.04 l
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 431.1554 m/z
431.1554
100.0
50.04
432“592
0 T T T T T T T T
431.0 431.5 432.0 432.5 433.0 433.5 434.0 434.5
C24 H22 N4 02 S [M+H]+ : Predicted region for 431.1536 m/z
431.1536
100.04
50.01
432.1566
433.1543
0 . . , , B/ — -
431.0 431.5 432.0 432.5 433.0 433.5 434.0 434.5
Rank Score Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 0.00 C24 H22N4 02 S [M+H]+ 431.1554  431.1536 1.8 417 000 16.0
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