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Supplementary Information

1H-NMR and *3C-NMR Data for Compounds 16b, 16¢c, 18b, 18c, 2 and 3

Compound 16b
CMM-42a-i-in DMSO
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CMM-42a-i-in DMSO
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NAME CMM-42a-i-in DMSO 220218
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220222

Time 11.58
INSTRUM spect
PROBHD 5 mm PATXI 1H/
PULPROG Jjmod

™D 65536
SOLVENT DMSO

NS 881

DS 4

SWH 36057.691 Hz
FIDRES 0.550197 Hz
AQ 0.9087659 sec
RG 2050

DW 13.867 usec
DE 6.50 usec
TE 301.5 K
CNST2 145.0000000
CNST11 1.0000000

D1 2.00000000 sec
D20 0.00689655 sec
TDO 1

CHANNEL f1 =
150.9178988 MHz
13C
11.80 usec
23.60 usec
202.10000610 W

CHANNEL f2 =

600.1324005 MHz
CPDPRG[2 waltzlé
PCPD2 70.00 usec
PLW2 13.69999981 W
PLW12 0.17449000 W
F2 - Processing parameters
SI 32768
SF 150.9028090 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40



Compound 16b

LC-MS
ACQ-QDA#KAD4455 12-Mar-2021 10:36:36
2021Mar12_42ai Sb (2,30.00 ) 1: Scan ES+
100 218.05 TIC
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218.05
X
218.
218.
305.09
202.
202
.15 258.0
0- TP DO N— J T S T ——— Time
2.00 4.00 12.00

MS


Patrick Woster
Compound 16b


Compound 16b

2021Mar12_42ai 2177 (6.524) Cm (2165:2183) 1: Scan ES+
100~ 218.0494 1.33e8
133443584
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27754604 25893780
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Em OWEI“"3 Compound 16b o
Default Individual Report

SAMPLE INFORMATION

Sample Name: 42ai Acquired By: System

Sample Type: Unknown Sample Set N\ame CMM210108 42 analogs

Vial: 1:A,6 Acq. Method Set:  Default

Injection #: 1 Processing Methoc Default

Injection Volume: 5.00 ul Channel Name: PDA Max Plot 190.0 - 800.0

Run Time: 12.0 Minutes Proc. Chnl. Descr.. PDA MaxPlot (190.0 nm to 800.0

Date Acquired: 10/6/2022 8:35:24 AM EDT
Date Processed: 10/6/2022 9:44:26 AM EDT
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0.00‘ ‘1.‘00‘ ‘2.‘00‘ ‘3.‘00‘ ‘4.‘00‘ ‘5.‘00‘ ‘6.‘00‘ ‘7.‘00‘ ‘8.‘00‘ ‘9.‘00‘ ‘10‘.0(‘) | ‘11‘.00‘ | ‘12.00
Minutes
RT Area % Area| Height
116.491 577324 3.92 | 338388
216.620114135264 | 96.08 | 2384331
PDA Result Table
Purity1 Purity1 Match1 Match1 Match1
Name | RT Angle | Threshold | Spect. Name | Angle | Threshold
6.491 0.759 0.777
6.620 6.725 4,005
Reported by User: System Project Name: CMM
Report Method: Default Individual Report Date Printed:
Report Method IL 1756 10/6/2022

Page: 1 of 1 9:45:11 AM US/Easterr
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Compound 16c¢

CMM-42j-i-in DMSO
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Current Data Parameters

NAME CMM-423j-i-in DMSO

EXPNO 11

PROCNO 1

F2 - Acquisition Parameters

Date_ 20220222

Time 12.29

INSTRUM spect

PROBHD 5 mm PATXI 1H/

PULPROG zg30

TD 65536

SOLVENT DMSO

NS 16

DS 2

SWH 8417.509 Hz

FIDRES 0.128441 Hz

AQ 3.8928385 sec

RG 40.3

bW 59.400 usec

DE 6.50 usec

TE 300.4 K

D1 1.00000000 sec

TDO 1

CHANNEL f1
600.1337060 MHz
1H

7.90
13.69999981 W

F2 - Processing parameters

SI 65536
SF 600.1300177 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

Current Data Parameters

NAME CMM-42j-i-in DMSO
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20220222
Time 12.38
INSTRUM spect
PROBHD 5 mm PATXI 1H/
PULPROG jmod
TD 65536
SOLVENT DMSO
NS 156
DS 4
SWH 36057.691 Hz
FIDRES 0.550197 Hz
AQ 0.9087659 sec
RG 2050
DW 13.867 usec
DE 6.50 usec
TE 301.1 K
CNST2 145.0000000
CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec
TDO 1
CHANNEL f1
150.9178988 MHz
13C
11.80 usec

23.60 usec
202.10000610 W

== CHANNEL f2 = =
SFO2 600.1324005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 70.00 usec
PLW2 13.69999981 W
PLW12 0.17449000 W
F2 - Processing parameters
SI 32768
SF 150.9028090 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40



Compound 16c¢

LC-MS
ACQ-QDA#KAD4455 12-Mar-2021 09:58:34
2021Mar12_42ji Sb (2,30.00 ) 1: Scan ES+
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Compound 16 ¢
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Fm OWEF‘"3 Compound 16c¢ o
Default Individual Report

SAMPLE INFORMATION

Sample Name: 42j i Acquired By: System

Sample Type: Unknown Sample Set Name CMM221005 42 analogs

Vial: 1:A,3 Acq. Method Set:  Default

Injection #: 1 Processing Methoc Default

Injection Volume: 5.00 ul Channel Name: PDA Max Plot 190.0 - 800.0

Run Time: 12.0 Minutes Proc. Chnl. Descr.. PDA MaxPlot (190.0 nm to 800.0

Date Acquired: 10/5/2022 2:08:31 PM EDT
Date Processed: 10/5/2022 2:22:05 PM EDT

0.90- b
] op
] (<)
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0.70-
0.60-
_, 050~
< ]
0.40-
0.30
0.20
o/ L
0.00-
0.00‘ ‘1.‘00‘ ‘2.‘00‘ ‘3.‘00‘ ‘4.‘00‘ ‘5.‘00‘ ‘6.‘00‘ ‘7.‘00‘ ‘8.‘00‘ ‘9.‘00‘ ‘10‘.0(‘) | ‘11‘.00‘ | ‘12.00
Minutes
RT Area % Area | Height
116.831 1501833 | 100.00 | 927736
PDA Result Table
Purity1 Purity1 Match1 Match1 Match1
Name | RT Angle | Threshold | Spect. Name | Angle | Threshold
6.831 1.435 0.466
Reported by User: System Project Name: CMM
Report Method: Default Individual Report Date Printed:
Report Method IL 1756 10/5/2022

Page: 1 of 1 2:23:18 PM US/Eastem
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Compound 18b

CMM-42a-iii-in DMSO
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NAME CMM-42a-iii-in DMSO
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20220217

Time 14.34
INSTRUM spect
PROBHD 5 mm PATXI 1H/
PULPROG zg30

D 65536
SOLVENT DMSO

NS 8

DS 2

SWH 8417.509 Hz
FIDRES 0.128441 Hz
AQ 3.8928385 sec
RG 40.3

DW 59.400 usec
DE 6.50 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1

= CHANNEL f1
SFO1 600.1337060 MHz
NUC1 1H
Pl 7.90 usec
PLW1 13.69999981 W
F2 - Processing parameters
SI 65536
SF 600.1300052 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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NAME CMM-42a-iii-in DMSO
EXPNO 333
PROCNO 1
F2 - Acquisition Parameters
Date_ 20220316
Time 11.49
INSTRUM spect
PROBHD 5 mm PATXI 1H/
PULPROG jmod
D 65536
SOLVENT DMSO
NS 515
DS 4
SWH 36057.691 Hz
FIDRES 0.550197 Hz
AQ 0.9087659 sec
RG 2050
DW 13.867 usec
DE 6.50 usec
TE 301.1 K
CNST2 145.0000000
CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec
TDO 1
= CHANNEL f1
150.9178988 MHz
13C
11.80 usec
23.60 usec
202.10000610 W

= CHANNEL f2
SFO2 600.1324005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 70.00 usec
PLW2 13.69999981 W
PLW12 0.17449000 W
F2 - Processing parameters
SI 32768
SF 150.9028869 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40



Compound 18b

LC-MS
ACQ-QDA#KAD4455 12-Mar-2021 10:49:17
2021Mar12_42aiii Sb (2,30.00 ) 2: Scan ES-
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Compound 18b

MS
2021Mar12_42aiii 2864 (8.585) Cm (2860:2870) 2: Scan ES-
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Empower”3 Compound 18b
SOFTWARE

Default Individual Report

SAMPLE INFORMATION
Sample Name: 42aii Acquired By: System
Sample Type: Unknown Sample Set N\ame CMM210108 42 analogs 42aii
Vial: 1:A,7 Acq. Method Set:  Default
Injection #: 1 Processing Methoc Default
Injection Volume: 5.00 ul Channel Name: PDA Max Plot 190.0 - 800.0
Run Time: 12.0 Minutes Proc. Chnl. Descr.. PDA MaxPlot (190.0 nm to 800.0

Date Acquired: 10/6/2022 9:51:55 AM EDT
Date Processed: 10/6/2022 10:05:02 AM EDT

250 $
| )
4 op
2.0(%7
150°
>
< -
100-
1 o
! 3
0.5(%7 o
000 J /
000‘ ‘1.‘00‘ ‘2‘00‘ ‘3.‘00‘ 4.‘00‘ ‘5.‘00‘ ‘6.‘00‘ ‘7.‘00‘ ‘8.‘00‘ ‘9.‘00‘ ‘10‘.0(‘) | ‘11‘.00‘ | ‘12.00
Minutes
RT Area % Area| Height
113.557 (5878715 94.01|2434338
2(5.090| 374643 5.99 20002
PDA Result Table
Purity1 Purity1 Match1 Match1 Match1
Name | RT Angle | Threshold | Spect. Name | Angle | Threshold

3.557 3.629 3.002

5090 | 24.589 33.076

Reported by User: System

Report Method: Default Individual Report

Report Method IL 1756
Page: 1 of 1

Project Name: CMM
Date Printed:

10/6/2022

10:05:54 AM US/Eastern
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Compound 18c
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Current Data Parameters
NAME CMM-427j-iii-in DMS(
EXPNO 33
PROCNO 1
F2 - Acquisition Parameters
Date_ 20220316
Time 12.22
INSTRUM spect
PROBHD 5 mm PATXI 1H/
PULPROG jmod
Compound 18c ™ 65536
SOLVENT DMSO
NS 493
DS 4
SWH 36057.691 Hz
FIDRES 0.550197 Hz
1 AQ 0.9087659 sec
1 2 RG 2050
Dw 13.867 usec
DE 6.50 usec
TE 301.5 K
CNST2 145.0000000
CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec
TDO 1
CHANNEL f1 -
9 150.9178988 MHz
5 13C
10 11.80 usec
23.60 usec
6 4 202.10000610 W
CHANNEL f2 :
600.1324005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 70.00 usec
PLW2 13.69999981 W
PLW12 0.17449000 W
F2 - Processing parameters
SI 32768
SF 150.9028895 MHz
WDW EM
SSB 0
T T T T T T T T T T T éB 1-08 Hz
180 160 140 120 100 80 60 40 20 0 ppm & 1.40



Compound 18c

LC-MS
ACQ-QDA#KAD4455 12-Mar-2021 10:11:14
2021Mar12_42jii Sb (2,30.00) 1: Scan ES+
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Compound 18c

MS
2021Mar12_42jii 1797 (5.385) Cm (1796:1804) 1: Scan ES+
100- 202.1431_ 3.68e7
36846252
174.1322
22522652
| Iy
403.3251
8677661
04.2255
256.1649 2661042
1783111
0 |"1|L 'l"'l'|""'|"l"|"l'l"|""'|""'|'"'T""|"l"|""|'"'|""|'"'|""l'"'|""|""1""|""|""|""|""|""|m/Z
100 15 200 250 300 350 400 450 500 550 600 650 700 750
2021Mar12_42jii 1043 (3.125) Cm (1034:1106) 1: Scan ES+
199.1419 5.36e7
100+ - 216.1487
53557276 | 47805132
°\°_
174.1322 238.0575
8020722 8231918
O AR AR AR B 'I‘'"I"'‘I""I""I""I"''l'"'I'‘"I''"I"‘'I'"'I"''l'“'I"''l'"'I""I""I""I""I""l""lm/Z
100 150 200 250 300 350 400 450 500 550 600 650 700 750
2021Mar12_42jii 85 (0.253) Cm (81:88) 1: Scan ES+
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Empower”3 Compound 18c
SOFTWARE

Default Individual Report

SAMPLE INFORMATION
Sample Name: 42j iii Acquired By: System
Sample Type: Unknown Sample Set N\ame CMM210107_42 analogs
Vial: 1:A5 Acq. Method Set:  Default
Injection #: 1 Processing Methoc Default
Injection Volume: 5.00 ul Channel Name: PDA Max Plot 190.0 - 800.0
Run Time: 12.0 Minutes Proc. Chnl. Descr.. PDA MaxPlot (190.0 nm to 800.0

Date Acquired: 2/3/2021 12:01:30 PM EST
Date Processed: 10/6/2022 8:15:52 AM EDT

] g
2.50+ q
il P~_
| o
2.00+
1.50
5 |
2 |
1.00
0.50+
0.00 —
[ [ ‘ [ [ ‘ [ [ ‘ [ [ ‘ [ [ ‘ [ [ ‘ [ [ ‘ [ [ ‘ [ [ ‘ [ [ ‘ [ [ [ ‘ [ [ [
0.00 1.00 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00
Minutes
RT Area % Area| Height
113.729 (19637019 100.00 | 2504119
PDA Result Table
Purity1 Purity1 Match1 Match1 Match1
Name | RT Angle | Threshold | Spect. Name | Angle | Threshold
3.729 4.102 5.813

Reported by User: System

Report Method: Default Individual Report
Report Method IL 1756

Page: 1 of 1

Project Name: CMM
Date Printed:
10/6/2022

8:16:50 AM US/Eastern
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Compound 2

CMM-42a-pure—in DMSO
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Current Data Parameters
\ V \J/ / \ / v | NAME CMM-42a-pure-in DMSO
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20220218
Time 10.18
Compound 2 INSTRUM spect
PROBHD 5 mm PATXI 1H/
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8417.509 Hz
h h FIDRES 0.128441 Hz
AQ 3.8928385 sec
RG 161
DW 59.400 usec
DE 6.50 usec
TE 300.3 K
C.D:0S D1 1.00000000 sec
e a TDO 1
= CHANNEL f1
600.1337060 MHz
1H
¢ 7.90 usec
13.69999981 W
f
F2 - Processing parameters
SI 65536
SF 600.1300050 MHz
WDW EM
SSB 0
LB 0.30 Hz
b d g GB 0
J } PC 1.00
J\L_J e
[ T T T T T T T T T T
12 11 10 9 8 7 4 3 2 ppm
(=31 < (=2} (=[] o -
3o 3 [S oo (@ |&
o o o (3115 o 2]
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AT [ coos| V|
Current Data Parameters
NAME CMM-42a-pure-in DMSO
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Compound 2 Date_ 20220218
Time 11.31
INSTRUM spect
PROBHD 5 mm PATXI 1H/
PULPROG jmod
TD 65536
SOLVENT DMSO
NS 1402
DS 4
SWH 36057.691 Hz
FIDRES 0.550197 Hz
AQ 0.9087659 sec
RG 2050
DwW 13.867 usec
DE 6.50 usec
TE 301.4 K
CNST2 145.0000000
CNST11 1.0000000
D1 2.00000000 sec
D20 0.00689655 sec
17 TDO 1
10,9 .
CHANNEL f1 = =
150.9178988 MHz
13C
11.80 usec
23.60 usec
202.10000610 W
16
CHANNEL f2 =
600.1324005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 70.00 usec
PLW2 13.69999981 W
PLW12 0.17449000 W
F2 - Processing parameters
SI 32768
SF 150.9028901 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
1 | [ | T T | T Fe 140
180 160 140 120 100 60 40 20




Compound 2

LC-MS
ACQ-QDA#KAD4455 12-Mar-2021 11:01:58
2021Mar12_42a_pure Sb (2,30.00 ) 2: Scan ES-
100 265.47 TIC
5.97e6
265.27|265.47
297.38
297.2
265.17
339.40
239.06 S+139
311.49
B X 311.14
297.28
297.0 |
297.08 311.89
362.7 311.09 543 08
213.91 143‘,12249.36W ||n
239.26 325.19 146.02
i l 1 |
2.00 4.00 6.00 8.00 10.00 12.00
2021Mar12_42a_pure Sb (2,30.00 ) 1: Scan ES+
100 326.29 TIC
1.38e9
326.29
826.19
326.29
326.09
199.04
344110 §326.29
e 99.04
199'14\199.14
260.;97
O—“‘JMQ—?— L T Y t—————— Time
2.00 4.00 6.00 8.00 10.00 12.00
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MS Compound 2
2021Mar12_42a_pure 2637 (7.904) Cm (2628:2639) 2: Scan ES-
100- 265.3687 _ 5.43e5
] 543432
LIS 297.2819
181796
116.9114
32785 298.2824;40056
O- Pt R T e e IRARRSRARRE RARRS RARE P T P T T T e T T T ™ m/z
100 1 50 200 250 300 350 400 450 500 550 600 650 700 750
2021Mar12_42a_pure 1561 (4.677) Cm (1560:1567) 1: Scan ES+
100- 326.1939 8.85e7
] 88537088
] 358.2070
< 44245504
- 359.2075
10027712
O T LR SRR RARN l""l'l"'l""l""l""I""I""l"”l‘"'I""l""l""l""l """" T m/z
100 1 50 200 250 300 350 400 450 500 550 600 650 700 750
2021Mar12_42a_pure 1437 (4.306) Cm (1436:1440) 1: Scan ES+
100+ 344.2013 _ 7.40e7
| 74040936
<]
] 326.1939 |345.3017
13333914  [15808717
] { 366.2103;2594035
Ot IRRRAN LR T IRERASRARE |/|||||||||||| """""""" 1 m/z
100 1 50 200 250 300 350 400 450 500 550 600 650 700 750
2021Mar12_42a_pure 1089 (3.263) Cm (1086:1098) 1: Scan ES+
100~ 199.1419 _ 3.94e7
{ 39366656 | 316.1487
27474000
<]
1 174.1322
6949160 238.1575
3736360
O AR AN RN AR IRARANRARE RN ARAE RN LA ERAAN SRS RRRLY SRS RARLS SRS RAARS SAARE RAARN LA RN AR T m/z
100 1 50 200 250 300 350 400 450 500 550 600 650 700 750
2021Mar12_42a_pure 86 (0.256) Cm (82:87) 1: Scan ES+
] 32873472 | 27120640
53 238.0575
1 174.1322 9609675
5500672
305.1852
1 1002520
O """"" IR AR B l""I"A"l""I'"'I"'“I""I""I""I""I""[""I""I'"'I""I""I""I""I""l """" I""Irn/Z
100 150 200 250 300 350 400 450 500 550 600 650 700 750
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Empower”3
SOFTWARE

Compound 2

Default Individual Report

Date Acquired:
Date Processed:

3/1/2021 2:11:46 PM EST
10/6/2022 8:06:48 AM EDT

SAMPLE INFORMATION
Sample Name: 42a Acquired By: System
Sample Type: Unknown Sample Set N\ame CMM210107_42 analogs
Vial: 1:A4 Acq. Method Set:  Default
Injection #: 1 Processing Methoc Default
Injection Volume: 5.00 ul Channel Name: PDA Max Plot 190.0 - 800.0
Run Time: 12.0 Minutes Proc. Chnl. Descr.. PDA MaxPlot (190.0 nm to 800.0

250 %
| e
200
] <
1 N~
1.50- ©
. N~ <
: 8
] (@)
1.00-|
| N
i <
1 N
0.50
0.00‘ ‘1.‘00‘ ‘2.‘00‘ ‘3.‘00‘ ‘4.‘00‘ ‘5.‘00‘ ‘6.‘00‘ ‘7.‘00‘ ‘8.00‘ ‘9.‘00‘ ‘10‘.0(‘) | ‘11‘.00‘ | ‘12.00
Minutes
RT Area % Area| Height
1]10.667 | 1591450 8.57 11107687
2(4.674| 2308564 | 12.43|1206308
3(4.982114318658 | 77.07 2426136
417.142 359628 1.94 | 348184
PDA Result Table
Purity1 Purity1 Match1 Match1 Match1
Name | RT Angle | Threshold | Spect. Name | Angle | Threshold
0.667 | 45991 90.000
Reported by User: System Project Name: CMM

Report Method: Default Individual Report
Report Method IL 1756

Page: 1 of 2

Date Printed:
10/6/2022
8:08:47 AM US/Eastern



Patrick Woster
Compound 2


PDA Result Table

Name | RT Purity1 Purity1 Match1 Match1 Match1
Angle | Threshold | Spect. Name | Angle | Threshold
4.674 1.834 1.373
4.982 1.824 3177
7142 | 13.590 9.673

Reported by User: System
Report Method: Default Individual Report
Report Method IL 1756

Page: 2 of 2

Project Name: CMM
Date Printed:
10/6/2022

8:08:47 AM US/Eastern



Compound 3

CMM-42j-pure-in DMS0-220218

<)
BRUKER
(<)

oo}
N O MANOWWWUN @ [~ N ™M o) © <
— TN O N—AO NN N N Q@ O
. @ 00 W W NNN n n ~n oM
o e aaa [ Laonno
— NN~~~ < <t NN — — Current Data Parameters
NAME CMM-42j-pure-in DMSO-220218
EXPNO 11
PROCNO 1
F2 - Acquisition Parameters
Date_ 202 1
INSTRUM
PROBH
PULPROG
w
Compound 3 [
NS
DS
d c SWH
a FIDRES
e
f SN OHNTYP
H a
i 7777777 CHANNEL f1 =:
h d SFO1 600.1337060
22 NUC1
Pl 9
PLW1 13.69999981
F2 - Processing parameters
SI 65536
h SF 600.1300050 MHz
WDW
SSB
c LB
GB
PC
C2Ds0S
b
i eg f
T T T T T T T T T T T
13 12 11 10 9 8 7 5 3 2 0 ppm
~ [Ve] wns o™
S.r rs. 8|5 3 g& (3 (8
- ~ollo o ol o w©
CMM-42j-pure-in DMS0-220218 M
8 ® ow Non Ty o
8 8 R3 8428 938 3 o o ggo
2 ® ! idE ASE . S 3 8883
S o4 8% gagnne 3 : LoRe BRUKER
& 8 9% ERRERE 3 o o S
— — - - e — wn hhal N CN
Current Data Parameters
NAME CMM-42j-pure-in DMSO-22
D, EXPNO 33
Cz sOS PROCNO 1
F2 - Acquisition Parameters
20220218
13.31
Compound 3 spect
S mm PATXI 1H/
jmod
65536
DMSO
2224
4
36057.691 H
0.550197
0.9087659
2050
13.867 usec
.50 usec
01.3 K
145.0000000
1.0000000
2.00000000 sec
0.00689655 sec
1
CHANNEL f1
150.9178988 MHz
13C
1.80
23.60
202.10000610 W
CHANNEL f2 ========
600.1324005 MHz
H
waltzl6
10 PCPD2 70.00 usec
16 9 PLW2 13.69999981 W
PLW12 0.17449000 W
F2 Processing parameters
SI 2768
150.9028907 MHz
EM
0
1.00 Hz
0
1.40
15

T \ \
180 160 140

T T
120 100

60

40 20

ppm



Compound 3

LC-MS
ACQ-QDA#KAD4455 12-Mar-2021 10:23:55
2021Mar12_42j Sb (2,30.00 ) 2: Scan ES-
100 311.39 TIC
311.29 1.68e7
311.20_1314/20
3111.29
c
311.29
311.29
. 297.18\|‘311_3g 131130
311.39
207.384 | |
- 311.19
311.19
311.29
477.05 , i
249|.46
0 et
2.00 4.00 6.00 8.00 10.00 12.00
2021Mar12_42j Sb (2,30.00 ) 1: Scan ES+
100 296.18 TIC
295.98.] 296.08 1.40e9
206.08
296.08
314.19
296,18
S
314.29
3140
241.06
227.15
388.32 206 28 |
188.04
l | 139.22
0 ———— Time
2.00 4.00 6.00 8.00 10.00 12.00
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Compound 3
MS

0-
100

125

150 175 200 225

2021Mar12_42j 2870 (8.603) Cm (2866:2901) 2: Scan ES-
100- 311.2877 1.66e6
] 1663602
B 312.3882
326138
G-""P"'I"'W'“'I'”'I""W"'I"”I""I‘dﬂ|'"'I”"I"'W""I"”I""Imu
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500
2021Mar12_42j 2706 (8.111) Cm (2703:2721) 2: Scan ES-
100+ 297.2819 8.40e5
] 840249
< 298.1823
] 179794
1116.9114
| 37486
Ot T T T e e T T ) MYZ
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500
2021Mar12_42j 2600 (7.793) Cm (2592:2628) 2: Scan ES-
100+ 297.2819_ 9.63e5
] 962503
= 298.2824
] 205383
G-"%ﬂ""l'”'I""l”"I""W"'l"'W""I‘”'I""I”"I"'W""l"”l""lmh
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500
2021Mar12_42j 1502 (4.501) Cm (1496:1531) 1: Scan ES+
100- 296.1815_ 9.92e7
] 99164728
2 328.1947
] 30619562
C-""I'”'I""I"'W‘"'I""I'”'l""I"'W""I""I”"I"“I"”l"“l""”nh
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500
2021Mar12_42j 1380 (4.135) Cm (1378:1392) 1: Scan ES+
100+ 314.1889 8.57e7
] 85668664
<]
296.0814
7809639
0 ""I”"I""N"'I"‘W""I'”'l"'ﬂﬁ"'l"”l""l”"I""W"'l"”l""lmh
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500
2021Mar12_42j 86 (0.256) Cm (80:88) 1: Scan ES+
100- 314.2890 9.27¢6
] 9272007
388.3192
= s61 0670 225:1815(315.2804 39 20;‘2833;;’3196
0670 2708373 | 2024441 * >, :
st 9004185161487 700633 1478877 | 1092814 437.2383%02-1%%4
627691 528248

m/z

2560 275 300 325 350 375 400 425 450 475 500
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Empower” 3 Compound 3 .
Default Individual Report

SAMPLE INFORMATION

Sample Name: 42j Acquired By: System

Sample Type: Unknown Sample Set N\ame CMM210107_42 analogs

Vial: 1:A4 Acq. Method Set:  Default

Injection #: 1 Processing Methoc Default

Injection Volume: 5.00 ul Channel Name: PDA Max Plot 190.0 - 800.0

Run Time: 12.0 Minutes Proc. Chnl. Descr.. PDA MaxPlot (190.0 nm to 800.0

Date Acquired: 2/4/2021 11:26:35 AM EST
Date Processed: 10/6/2022 8:10:59 AM EDT

2.2&: X o
] W O
2.00 4 @
] <
1.80-]
1.60
1.40
 1.20°
< ]
1.00
0.80
0.60
0.40
0.20 /AL'A
0.00-]
0.00‘ ‘1.‘00‘ ‘2.‘00‘ ‘3.‘00‘ ‘4.‘00‘ ‘5.‘00‘ ‘6.‘00‘ ‘7.‘00‘ ‘8.‘00‘ ‘9.‘00‘ ‘10{06‘ ‘11‘.00“ ‘12.00
Minutes
RT Area % Area| Height
114.522 6715472 | 48.67 2060098
2(4.900|7081426| 51.33]|1658818
PDA Result Table
Name | RT Purity1 Purity1 Match1 Match1 Match1

Angle | Threshold | Spect. Name | Angle | Threshold

4.522 2517 2.091

4900 | 1135 1.025
Reported by User: System Project Name: CMM
Report Method: Default Individual Report Date Printed:
Report Method IL 1756 10/6/2022

Page: 1 of 1 8:11:55 AM US/Easterr
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