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Compound: 4
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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Nucleus: 1H
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.0
(ppm)

Compound: 5a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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(ppm)

Compound: 5a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.0
(ppm)

Compound: 5b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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Compound: 5b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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f1 (ppm)

Compound: 6a
Nucleus: 1H
Solvent: DMSO
Frequency: 400.14
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f1 (мд)

Compound: 6a
Nucleus: 1H
Solvent: DMSO
Frequency: 400.14
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Compound: 6a
Nucleus: 13C
Solvent: DMSO
Frequency: 100.61
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Compound: 6b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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f1 (мд)

Compound: 6b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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f1 (ppm)

Compound: 6b
Nucleus: 13C
Solvent: DMSO
Frequency: 75.47
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S16

1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
f1 (ppm)

Compound: 8a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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S17

0.850.901.801.902.052.103.503.553.603.653.703.754.204.254.305.005.056.156.207.107.157.658.258.35
f1 (ppm)

Compound: 8a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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f1 (ppm)

Compound: 8a
Nucleus: 13C
Solvent: DMSO
Frequency: 75.47
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S19

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
(ppm)

Compound: 9a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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0.00.10.20.80.91.21.31.51.92.03.33.43.63.73.83.96.17.17.4
(ppm)

Compound: 9a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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S21
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(ppm)

Compound: 9a
Nucleus: 13C
Solvent: DMSO
Frequency: 75.47
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S22

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
(ppm)

Compound: 9b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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S23

0.10.80.91.11.21.31.51.81.92.02.12.22.33.23.33.43.63.73.83.96.17.17.4
(ppm)

Compound: 9b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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S24

1.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

Compound: 10a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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S26

0.851.851.901.952.002.053.503.553.603.653.706.006.056.107.057.107.65
f1 (ppm)

Compound: 10a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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S27

102030405060708090100110120130140150160
f1 (ppm)

Compound: 10a
Nucleus: 13C
Solvent: DMSO
Frequency: 75.47
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S29

1.01.52.02.53.03.54.04.55.05.56.06.57.07.5
(ppm)

Compound: 10b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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S30

0.800.850.901.851.952.002.052.103.403.453.553.603.653.706.056.107.107.65
(ppm)

Compound: 10b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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S31

1520253035404550556065707580859095100105110115120125130135140145150155160165
(ppm)

Compound: 10b
Nucleus: 13C
Solvent: DMSO
Frequency: 75.47
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S32

1.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

Compound: 12a
Nuclide: 1H
Solvent: DMSO
Frequency: 300.13
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S34

0.80.91.81.92.32.43.23.53.63.73.94.95.05.16.06.17.1
f1 (мд)

Compound: 12a
Nuclide: 1H
Solvent: DMSO
Frequency: 300.13

3.
02

0.
96

3.
02

1.
05

1.
02

1.
06

1.
02

0.
97

0.
82

1.
00

0.
88

0.
93

6.72

6.72

1.08 13.73

8.30

6.55

13.73

6.66

4.86

8.30

5.25

4.80

11.89

3.11

11.89

4.02

5.19

3.85

3.35

6.55

6.55

5.68

5.68

1.24

1.24

1.24

25
0.

30
25

7.
25

26
3.

74

54
7.

92
55

4.
57

55
5.

65
55

9.
68

56
0.

70
56

2.
16

68
8.

92
69

3.
75

69
5.

58
70

0.
43

70
2.

65
70

7.
54

70
9.

32

94
0.

07
94

5.
26

94
8.

51
95

0.
39

95
3.

53
95

8.
58

10
53

.1
2

10
57

.1
3

10
65

.0
0

10
69

.0
3

10
92

.8
2

10
95

.9
2

11
04

.6
9

11
07

.8
2

11
72

.4
6

11
75

.9
0

11
77

.6
6

11
79

.4
1

11
81

.1
3

15
13

.3
1

18
05

.4
5

18
12

.0
2

18
18

.5
4

18
27

.1
8

21
23

.7
7

21
29

.4
8

21
35

.1
2

22
95

.8
3

22
97

.0
7

O

N

N

CH3

OH

N

NH

O

CH3

CH3

CH3



S35

1520253035404550556065707580859095100105110115120125130135140145150155160165
f1 (ppm)

Compound: 12a
Nuclide: 13C
Solvent: DMSO
Frequency: 75.47
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S36

0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

Compound: 12b
Nuclide: 1H
Solvent: DMSO
Frequency: 300.13
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S37

0.80.91.81.92.22.32.43.23.33.53.63.73.94.05.05.15.26.06.17.17.67.7
f1 (мд)

Compound: 12b
Nuclide: 1H
Solvent: DMSO
Frequency: 300.13
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S38

2030405060708090100110120130140150160
f1 (ppm)

Compound: 12b
Nuclide: 13C
Solvent: DMSO
Frequency: 75.47
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(ppm)

Compound: 13b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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(ppm)

Compound: 13b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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(ppm)

Compound: 14a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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(ppm)

Compound: 14a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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S43
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f1 (ppm)

Compound: 14a
Nucleus: 13C
Solvent: DMSO
Frequency: 75.47
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1.01.52.02.53.03.54.04.55.05.56.06.57.07.5
(ppm)

Compound: 14b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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0.80.91.12.12.22.32.72.83.53.63.73.94.95.05.15.25.35.46.16.27.17.27.6
(ppm)

Compound: 14b
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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S46

1520253035404550556065707580859095100105110115120125130135140145150155160165
f1 (ppm)

Compound: 14b
Nucleus: 13C
Solvent: DMSO
Frequency: 75.47
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S47

0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
(ppm)

Compound: 16a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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0.91.01.81.92.32.42.52.63.43.53.63.73.84.84.95.05.16.07.07.17.67.7
(ppm)

Compound: 16a
Nucleus: 1H
Solvent: DMSO
Frequency: 300.13
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f1 (ppm)

Compound: 16a
Nuclide: 13C
Solvent: DMSO
Frequency: 75.47
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S50

1.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

Compound: 16b
Nuclide: 1H
Solvent: DMSO
Frequency: 300.13

3.
00

6.
02

18
.0

2

2.
02

1.
00

3.
01

1.
01

2.
04

2.
00

2.
00

1.
02

1.
04

1.
07

1.
00

0.
89

1.
00

0.
93

1.
01

0.
83

0.
85

0.
88

0.
95

0.
97

0.
99

1.
20

1.
24

1.
26

1.
28

1.
30

1.
46

1.
49

1.
51

1.
53

1.
55

1.
75

1.
76

1.
77

1.
79

1.
81

1.
82

1.
85

1.
85

2.
25

2.
27

2.
29

2.
32

2.
34

2.
40

2.
42

2.
45

2.
47

2.
49

2.
50

 D
M

SO
2.

50
 D

M
SO

2.
51

 D
M

SO
2.

51
 D

M
SO

2.
52

 D
M

SO
2.

53
2.

56
2.

58
2.

60
2.

63
3.

25
3.

25
3.

27
3.

28
3.

29
3.

30
3.

31
 H

D
O

3.
32

 H
D

O
3.

47
3.

55
3.

56
3.

65
3.

66
3.

78
3.

79
3.

80

4.
99

6.
02

6.
04

6.
04

6.
06

7.
06

7.
08

7.
10

7.
66

7.
66

O

N

N

CH3

OH

N

NH

O
CH3

CH3

CH3

0.85

0.97

0.97

1.22 - 1.30

1.22 - 1.30

1.22 - 1.30

1.22 - 1.30

1.22 - 1.30

1.22 - 1.30

1.22 - 1.30

1.22 - 1.30

1.22 - 1.30

1.46 - 1.56
1.79

1.85

2.29
2.46, 2.57

2.46, 2.57 3.45
3.24 - 3.31

3.79

3.54
3.68

4.99

6.04

7.08
7.66



S51

0.91.01.82.32.42.52.63.43.53.63.73.84.95.05.16.06.17.17.67.7
f1 (мд)

Compound: 16b
Nuclide: 1H
Solvent: DMSO
Frequency: 300.13
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f1 (мд)

Compound: 16b
Nuclide: 13C
Solvent: DMSO
Frequency: 75.47
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S53

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (мд)

Compound: 12b + boron-containing impurity
Nuclide: 1H
Solvent: DMSO
Frequency: 300.13
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S54

1.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (мд)

Compound: 16a + [TBA]+
Nuclide: 1H
Solvent: DMSO
Frequency: 300.13
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0.80.91.01.21.31.51.61.82.32.42.52.63.23.33.43.53.63.73.84.84.95.05.16.06.17.17.6
f1 (мд)

Compound: 16a + [TBA]+
Nuclide: 1H
Solvent: DMSO
Frequency: 300.13
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f2 (ppm)
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S63

HPLC-chromatogram and HRMS spectrum of 6b

Display Report
Analysis Info
Analysis Name
Method 
Sample Name 
Comment

Acquisition Date  11/22/2019 1:51:15 PM
D:\Data\OS-35 (OS-T12N3)_11_01_3045.d
la_2.2.m
OS-35 (OS-T12N3)

Operator     BDAL@DE
Instrument  compact 8255754.20088

Acquisition Parameter
Source Type
Focus
Scan Begin
Scan End

ESI 
Active
50 m/z
3000 m/z

Ion Polarity
Set Capillary
Set End Plate Offset
Set Charging Voltage
Set Corona

Positive
4500 V
-500 V
2000 V
0 nA

Set Nebulizer 
Set Dry Heater 
Set Dry Gas
Set Divert Valve
Set APCI Heater

0.4 Bar
180 \C
6.0 l/min
Source
0 \C



S64

HPLC-chromatogram and HRMS spectrum of 8a

Display Report
Analysis Info
Analysis Name
Method 
Sample Name 
Comment

Acquisition Date  3/19/2019 6:34:34 PM
D:\Data\OS-12 (OS_dCMeC10NHAc)_33_01_2480.d
la_2.2.m
OS-12 (OS_dCMeC10NHAc)

Operator     BDAL@DE
Instrument  compact 8255754.20088

Acquisition Parameter
Source Type
Focus
Scan Begin
Scan End

ESI 
Active
50 m/z
3000 m/z

Ion Polarity
Set Capillary
Set End Plate Offset
Set Charging Voltage
Set Corona

Positive
4500 V
-500 V
2000 V
0 nA

Set Nebulizer 
Set Dry Heater 
Set Dry Gas
Set Divert Valve
Set APCI Heater

0.4 Bar
180 \C
6.0 l/min
Source
0 \C



S65

HPLC-chromatogram and HRMS spectrum of 10a

Display Report
Analysis Info
Analysis Name
Method 
Sample Name 
Comment

Acquisition Date  4/30/2019 5:27:14 PM
D:\Data\OS-18 (OS-T'NH2-3)_4_01_2571.d
la_2.2.m
OS-18 (OS-T'NH2-3)

Operator     BDAL@DE
Instrument  compact 8255754.20088

Acquisition Parameter
Source Type
Focus
Scan Begin
Scan End

ESI 
Active
50 m/z
3000 m/z

Ion Polarity
Set Capillary
Set End Plate Offset
Set Charging Voltage
Set Corona

Positive
4500 V
-500 V
2000 V
0 nA

Set Nebulizer 
Set Dry Heater 
Set Dry Gas
Set Divert Valve
Set APCI Heater

0.4 Bar
180 \C
6.0 l/min
Source
0 \C



S66

HPLC-chromatogram and HRMS spectrum of 10b

Display Report
Analysis Info
Analysis Name
Method 
Sample Name 
Comment

Acquisition Date  11/28/2019 4:29:04 PM
D:\Data\OS-38 (OS_T'12NH2)_43_01_3072.d
la_2.2_small.m
OS-38 (OS_T'12NH2)

Operator     BDAL@DE
Instrument  compact 8255754.20088

Acquisition Parameter
Source Type
Focus
Scan Begin
Scan End

ESI 
Active
50 m/z
3000 m/z

Ion Polarity
Set Capillary
Set End Plate Offset
Set Charging Voltage
Set Corona

Positive
4500 V
-500 V
2000 V
0 nA

Set Nebulizer 
Set Dry Heater 
Set Dry Gas
Set Divert Valve
Set APCI Heater

0.4 Bar
180 \C
6.0 l/min
Source
0 \C



S67

HPLC-chromatogram and HRMS spectrum of 12b

Display Report
Analysis Info
Analysis Name
Method 
Sample Name 
Comment

Acquisition Date  7/16/2020 4:03:36 PM
D:\Data\OS-48 (OS_T'12NMe2)_1_01_3364.d
la_2.2_small.m
OS-48 (OS_T'12NMe2)

Operator     BDAL@DE
Instrument  compact 8255754.20088

Acquisition Parameter
Source Type
Focus
Scan Begin
Scan End

ESI 
Active
50 m/z
3000 m/z

Ion Polarity
Set Capillary
Set End Plate Offset
Set Charging Voltage
Set Corona

Positive
4500 V
-500 V
2000 V
0 nA

Set Nebulizer 
Set Dry Heater 
Set Dry Gas
Set Divert Valve
Set APCI Heater

0.4 Bar
180 \C
6.0 l/min
Source
0 \C



S68

HPLC-chromatogram and HRMS spectrum of 14a

Display Report
Analysis Info
Analysis Name
Method 
Sample Name 
Comment

Acquisition Date  7/16/2020 4:37:50 PM
D:\Data\OS-50 (OS_T'NHEt_new)_3_01_3367.d
la_2.2_small.m
OS-50 (OS_T'NHEt_new)

Operator     BDAL@DE
Instrument  compact 8255754.20088

Acquisition Parameter
Source Type
Focus
Scan Begin
Scan End

ESI 
Active
50 m/z
3000 m/z

Ion Polarity
Set Capillary
Set End Plate Offset
Set Charging Voltage
Set Corona

Positive
4500 V
-500 V
2000 V
0 nA

Set Nebulizer 
Set Dry Heater 
Set Dry Gas
Set Divert Valve
Set APCI Heater

0.4 Bar
180 \C
6.0 l/min
Source
0 \C



S69

HPLC-chromatogram and HRMS spectrum of 14b

Display Report
Analysis Info
Analysis Name
Method 
Sample Name 
Comment

Acquisition Date  7/9/2019 8:15:15 PM
D:\Data\OS-19 (OS_T'12NHEt)_14_01_2625.d
la_2.2.m
OS-19 (OS_T'12NHEt)

Operator     BDAL@DE
Instrument  compact 8255754.20088

Acquisition Parameter
Source Type
Focus
Scan Begin
Scan End

ESI 
Active
50 m/z
3000 m/z

Ion Polarity
Set Capillary
Set End Plate Offset
Set Charging Voltage
Set Corona

Positive
4500 V
-500 V
2000 V
0 nA

Set Nebulizer 
Set Dry Heater 
Set Dry Gas
Set Divert Valve
Set APCI Heater

0.4 Bar
180 \C
6.0 l/min
Source
0 \C



S70

HPLC-chromatogram and HRMS spectrum of 16a

Display Report
Analysis Info
Analysis Name
Method 
Sample Name 
Comment

Acquisition Date  11/17/2020 6:20:50 PM
D:\Data\OS-67 (10Et2 16.11)_11_01_3694.d
la_2.2.m
OS-67 (10Et2 16.11)

Operator     BDAL@DE
Instrument  compact 8255754.20088

Acquisition Parameter
Source Type
Focus
Scan Begin
Scan End

ESI 
Active
50 m/z
3000 m/z

Ion Polarity
Set Capillary
Set End Plate Offset
Set Charging Voltage
Set Corona

Positive
4500 V
-500 V
2000 V
0 nA

Set Nebulizer 
Set Dry Heater 
Set Dry Gas
Set Divert Valve
Set APCI Heater

0.4 Bar
180 \C
6.0 l/min
Source
0 \C
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HPLC-chromatogram and HRMS spectrum of 16b

Display Report
Analysis Info
Analysis Name
Method 
Sample Name 
Comment

Acquisition Date  7/16/2020 4:15:12 PM
D:\Data\OS-49 (OS_T'12NEt2)_2_01_3365.d
la_2.2_small.m
OS-49 (OS_T'12NEt2)

Operator     BDAL@DE
Instrument  compact 8255754.20088

Acquisition Parameter
Source Type
Focus
Scan Begin
Scan End

ESI 
Active
50 m/z
3000 m/z

Ion Polarity
Set Capillary
Set End Plate Offset
Set Charging Voltage
Set Corona

Positive
4500 V
-500 V
2000 V
0 nA
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