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1H-NMR and  13C-NMR Data for Compounds 16b, 16c, 18b, 18c, 2 and 3 
 
Compound 16b 

 
 
 
 
 
 
 
 
 
 
 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

a 

b 

c 

d e 

f 

g 

f 

c 

a 

e 

g 

d 
b 

h 

h 

Compound 16b

Electronic Supplementary Material (ESI) for Chemical Science.
This journal is © The Royal Society of Chemistry 2023



 
  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

1 

2 
3 4 5 

6 
7 

8 9 10 

11 

12 

13 

1 

2 

9 

7 

8 

5 

3 
4 

6 

13 

12 

10 

11 

Compound 16b



LC-MS 

MS 

Patrick Woster
Compound 16b



 

Patrick Woster
Compound 16b



Default Individual Report 

Project Name:    CMMReported by User:  System
Report Method:  Default Individual Report Date Printed:

1756 10/6/2022Report Method ID
9:45:11 AM US/EasternPage: 1 of 1

S A M P L E      I N F O R M A T I O N
SystemAcquired By: 42aiSample Name:
CMM210108_42 analogsSample Set Name UnknownSample Type:

 1:A,6Vial: Acq. Method Set: Default
 1Injection #: Processing Method Default
 5.00 ulInjection Volume: 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

 10/6/2022 8:35:24 AM EDTDate Acquired:
Date Processed:  10/6/2022 9:44:26 AM EDT

6.
49

1
6.

62
0

AU

0.00

0.50

1.00

1.50

2.00

2.50

Minutes
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

1

2

RT Area % Area Height

6.491

6.620

577324

14135264

3.92

96.08

338388

2384331

1

2

Name RT Purity1
Angle

Purity1
Threshold

Match1
Spect. Name

Match1
Angle

Match1
Threshold

6.491

6.620

0.759

6.725

0.777

4.005

PDA Result Table

Patrick Woster
Compound 16b



Compound 16c 

 
 

 
  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

a 

b 

c 

d 
e 

f 

g 

e 

c 

a 

e 

g 

d,f b 
h 

h 

Compound 16c

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

1 

2 
3 4 

5 
6 

7 
8 9 10 

11 

12 

1 

2 

9 

7 

8 

5 

3 

4 

6 

12 

10 

11 

Compound 16c



LC-MS 

 

Patrick Woster
Compound 16c



 

Patrick Woster
Compound 16 c



Default Individual Report 

Project Name:    CMMReported by User:  System
Report Method:  Default Individual Report Date Printed:

1756 10/5/2022Report Method ID
2:23:18 PM US/EasternPage: 1 of 1

S A M P L E      I N F O R M A T I O N
SystemAcquired By: 42j_iSample Name:
CMM221005_42 analogsSample Set Name UnknownSample Type:

 1:A,3Vial: Acq. Method Set: Default
 1Injection #: Processing Method Default
 5.00 ulInjection Volume: 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

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

6.
83

1

AU

0.00

0.10

0.20

0.30

0.40

0.50

0.60

0.70

0.80

0.90

Minutes
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

1

RT Area % Area Height

6.831 1501833 100.00 927736

1

Name RT Purity1
Angle

Purity1
Threshold

Match1
Spect. Name

Match1
Angle

Match1
Threshold

6.831 1.435 0.466

PDA Result Table

Patrick Woster
Compound 16c



Compound 18b 
 

 
 

 
  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

a 

b c 

d 

e 

c 

a e 

d b 

Compound 18b

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

1 

2 3 
4 

5 
6 

7 
8 

9 
10 

11 

12 

1 
2 7 8 

5 

4 

6 

12 

10,9 

11 

Compound 18b



LC-MS 

 

Patrick Woster
Compound 18b



MS 

 

Patrick Woster
Compound 18b



Default Individual Report 

Project Name:    CMMReported by User:  System
Report Method:  Default Individual Report Date Printed:

1756 10/6/2022Report Method ID
10:05:54 AM US/EasternPage: 1 of 1

S A M P L E      I N F O R M A T I O N
SystemAcquired By: 42aiiSample Name:
CMM210108_42 analogs_42aiiSample Set Name UnknownSample Type:

 1:A,7Vial: Acq. Method Set: Default
 1Injection #: Processing Method Default
 5.00 ulInjection Volume: 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

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

3.
55

7

5.
09

0

AU

0.00

0.50

1.00

1.50

2.00

2.50

Minutes
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

1

2

RT Area % Area Height

3.557

5.090

5878715

374643

94.01

5.99

2434338

20002

1

2

Name RT Purity1
Angle

Purity1
Threshold

Match1
Spect. Name

Match1
Angle

Match1
Threshold

3.557

5.090

3.629

24.589

3.002

33.076

PDA Result Table

Patrick Woster
Compound 18b



Compound 18c 

 
 

 
  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

  

C2D6OS 

a 

b 
c 

d 

e 

c 

a 

e 

d b 

Compound 18c

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

1 

2 
3 

4 
5 

6 
7 8 

9 

10 

11 

1 2 

5 

4 6 

9 

10 

11 

Compound 18c



LC-MS 

 

Patrick Woster
Compound 18c



MS 

 

Patrick Woster
Compound 18c



Default Individual Report 

Project Name:    CMMReported by User:  System
Report Method:  Default Individual Report Date Printed:

1756 10/6/2022Report Method ID
8:16:50 AM US/EasternPage: 1 of 1

S A M P L E      I N F O R M A T I O N
SystemAcquired By: 42j_ii iSample Name:
CMM210107_42 analogsSample Set Name UnknownSample Type:

 1:A,5Vial: Acq. Method Set: Default
 1Injection #: Processing Method Default
 5.00 ulInjection Volume: 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

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

3.
72

9

AU

0.00

0.50

1.00

1.50

2.00

2.50

Minutes
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

1

RT Area % Area Height

3.729 19637019 100.00 2504119

1

Name RT Purity1
Angle

Purity1
Threshold

Match1
Spect. Name

Match1
Angle

Match1
Threshold

3.729 4.102 5.813

PDA Result Table

Patrick Woster
Compound 18c



Compound 2 

 
 

 
  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

a 

b c 

d 

e 

f 

g 

h 
h 

f 

c 

a e 

g d b 

Compound 2

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

1 

2 3 4 
5 
6 

7 8 

9 

10 

11 

12 

13 
14 

15 16 

1 

2 
12 

7 
13 

8 

5 

3 

4 

6 

17 

14 

15 

11 

16 

10,9 
17 

Compound 2



LC-MS 

 

Patrick Woster
Compound 2



MS 

 

Patrick Woster
Compound 2



Default Individual Report 

Project Name:    CMMReported by User:  System
Report Method:  Default Individual Report Date Printed:

1756 10/6/2022Report Method ID
8:08:47 AM US/EasternPage: 1 of 2

S A M P L E      I N F O R M A T I O N
SystemAcquired By: 42aSample Name:
CMM210107_42 analogsSample Set Name UnknownSample Type:

 1:A,4Vial: Acq. Method Set: Default
 1Injection #: Processing Method Default
 5.00 ulInjection Volume: 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

 3/1/2021 2:11:46 PM ESTDate Acquired:
Date Processed:  10/6/2022 8:06:48 AM EDT

0.
66

7 4.
67

4
4.

98
2

7.
14

2

AU

0.00

0.50

1.00

1.50

2.00

2.50

Minutes
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

1

2

3

4

RT Area % Area Height

0.667

4.674

4.982

7.142

1591450

2308564

14318658

359628

8.57

12.43

77.07

1.94

1107687

1206308

2426136

348184

1

Name RT Purity1
Angle

Purity1
Threshold

Match1
Spect. Name

Match1
Angle

Match1
Threshold

0.667 45.991 90.000

PDA Result Table

Patrick Woster
Compound 2



Project Name:    CMMReported by User:  System
Report Method:  Default Individual Report Date Printed:

1756 10/6/2022Report Method ID
8:08:47 AM US/EasternPage: 2 of 2

2

3

4

Name RT Purity1
Angle

Purity1
Threshold

Match1
Spect. Name

Match1
Angle

Match1
Threshold

4.674

4.982

7.142

1.834

1.824

13.590

1.373

3.177

9.673

PDA Result Table



Compound 3 

 
 

 
 

 

 

 

 

 

  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

a 

b 

c d 

e 
f 

g 

c 

a 

e g f 
b 

h 

h d 
i 

i 

Compound 3

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

C2D6OS 

1 

2 3 4 
5 

6 
7 8 

9 

10 

11 

12 

14 

4 

12 

7 
8 

5 

3 

4 

6 

9 16 

13 

14 15 

16 

10 

15 

13 

11 

2 

1 

Compound 3



LC-MS 

 

Patrick Woster
Compound 3



MS 

 

Patrick Woster
Compound 3



Default Individual Report 

Project Name:    CMMReported by User:  System
Report Method:  Default Individual Report Date Printed:

1756 10/6/2022Report Method ID
8:11:55 AM US/EasternPage: 1 of 1

S A M P L E      I N F O R M A T I O N
SystemAcquired By: 42jSample Name:
CMM210107_42 analogsSample Set Name UnknownSample Type:

 1:A,4Vial: Acq. Method Set: Default
 1Injection #: Processing Method Default
 5.00 ulInjection Volume: 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

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

4.
52

2
4.

90
0

AU

0.00

0.20

0.40

0.60

0.80

1.00

1.20

1.40

1.60

1.80

2.00

2.20

Minutes
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

1

2

RT Area % Area Height

4.522

4.900

6715472

7081426

48.67

51.33

2060098

1658818

1

2

Name RT Purity1
Angle

Purity1
Threshold

Match1
Spect. Name

Match1
Angle

Match1
Threshold

4.522

4.900

2.517

1.135

2.091

1.025

PDA Result Table

Patrick Woster
Compound 3


