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Parameter Value
1 Title Feb25-2020.30.fid
2 Comment 2 Grunwald GRU142B
3 Origin Bruker BioSpin GmbH
4 Solvent DMSO
5 Temperature 300.0
6 Pulse Sequence zg30
7 Experiment 1D @)
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 HO O/\
9 Number of Scans 32
10 Receiver Gain 45 HO
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2076.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Feb25-2020.31.fid
2 Comment 2 Grunwald GRU1428
3 Origin Bruker BioSpin GmbH
4 Solvent DMSO
5 Temperature 300.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Number of Scans 1024
10 Receiver Gain 2300 HO
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3934.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Feb25-2020.20.fid

2 Comment 2 Grunwald GRU142A

3 Origin Bruker BioSpin GmbH

4 Solvent DMSO

5 Temperature 296.0

6 Pulse Sequence zg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 32

10 Receiver Gain 81

11 Relaxation Delay 2.0000

12 Pulse Width 11.2300

13 Spectrometer Frequency 500.16

14 Spectral Width 10330.6

15 Lowest Frequency -2076.6

16 Nucleus 1H

17 Acquired Size 16384

18 Spectral Size 65536
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Parameter Value
1 Title Feb25-2020.21.fid
2 Comment 2 Grunwald GRU142A
3 Origin Bruker BioSpin GmbH
4 Solvent DMSO
5 Temperature 296.0
6 Pulse Sequence Zgpg30 HO
7 Experiment 1D O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Number of Scans 1024
10 Receiver Gain 2300 OH
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3934.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Feb18-2020.330.fid
2 Comment 02 Grunwald GRU143
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0
6 Pulse Sequence zg30 (@]
7 Experiment 1D -
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806
9 Number of Scans 16 W/\O
10 Receiver Gain 50
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1545.3
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Feb18-2020.331.fid

2 Comment 02 Grunwald GRU143

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 298.0

6 Pulse Sequence Zgpg30

7 Experiment 1D ~

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806 O

9 Number of Scans 512 /\/\/\/\/\O

10 Receiver Gain 205

11 Relaxation Delay 2.0000

12 Pulse Width 10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width 24038.5

15 Lowest Frequency -1957.4

16 Nucleus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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Parameter Value
1 Title Dec2-2019.420.fid
2 Comment 02 Grunwald GRU145
3 Origin Bruker BioSpin GmbH (@]
4 Solvent [sh]wk]
5 Temperature 208.0 O/
6 Pulse Sequence zg30
7 Experiment 1D A/\/\AA}A
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806 O
9 Number of Scans 16
10 Receiver Gain 69
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1545.6
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Decl2-2019.421.fid O
2 Comment 02 Grunwald GRU145
3 Origin Bruker BioSpin GmbH O/
4 Solvent CDCl3
5 Temperature 298.0 N\/\/\/\/\O
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
9 Number of Scans 512
10 Receiver Gain 205
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1957.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

@ s oW oL

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Dec02-2019.430.fid

02 Grunwald GRU147

Bruker BioSpin GmbH

CDCI3

298.0

2930

1D

5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

16

69
1.0000
13.7000

13 Spectrometer Frequency 400.10

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

8012.8
-1545.8
1H
32768
63536
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Parameter Value

1 Title Decl2-2019.431.fid

2 Comment 02 Grunwald GRU147 o)

3 Origin Bruker BioSpin GmbH -

4 Solvent cpcl3 @]

5 Temperature 298.0

6 Pulse Sequence zgpg30 /\/\/\/\M/\O

7 Experiment 1D

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

9 Number of Scans 512

10 Receiver Gain 205

11 Relaxation Delay 2.0000

12 Pulse Width 10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width 24038.5

15 Lowest Frequency -1958.0

16 Nucleus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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Parameter Value
1 Title Dec03-2019.450.fid
2 Comment 02 Grunwald GRU149
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0 0]
6 Pulse Sequence zg30 \\/\\/\/\/\/O /\
7 Experiment 1D (0]
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
/WWO
9 Number of Scans 16
10 Receiver Gain 32
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1544.3
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Decl3-2019.451.fid

2 Comment 02 Grunwald GRU149

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 298.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

512

205
2.0000
10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

24038.5
-1957.3
13C
32768
65536
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Parameter Value
1 Title Dec03-2019.460.fid
2 Comment 02 Grunwald GRU151
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence zg30 o)
7 Experiment 1D o
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806 \/WW\/ O/\
9 Number of Scans 16 /\/\/\/\\/\\/\
10 Receiver Gain 32 0
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1544.7
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Decl3-2019.461.fid
2 Comment 02 Grunwald GRU151
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 0O
5 Temperature 298.0
6 Pulse Sequence zgpg30 \/W\/\/\/O O/\
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806 /\‘/\/\‘/\‘/\‘/\O
9 Number of Scans 512
10 Receiver Gain 205
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1957.4
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Dec3-2019.470.fid
2 Comment 02 Grunwald GRU153
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0
6 Pulse Sequence zg30 o
7 Bxperiment P A e e e T R N
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806 (@]
PV e T
9 Number of Scans 16 O
10 Receiver Gain 81
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width a012.8
15 Lowest Frequency -1545.0
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Decl3-2019.471.fid
2 Comment 02 Grunwald GRU153 @]
3 Origin Bruker BioSpin GmbH
4 Solvent coci3 RV e N Y Y o
5 Temperature 298.0
6 Pulse Sequence zgpg30 /W\‘/W\/\O
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
9 Number of Scans 512
10 Receiver Gain 205
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1958.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Decl11-2019.90.fid
2 Comment 2 Grunwald GRU-155
3 Origin Bruker BioSpin GmbH 0
4 Solvent [sh]wk]
5 Temperature 296.0 \/\/\/\/\/O ~
6 Pulse Sequence zg30 o
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
SN0
9 Number of Scans 32
10 Receiver Gain 51
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Dec11-2019.91.fid
2 Comment 2 Grunwald GRU-155
3 Origin Bruker BioSpin GmbH (@)
4 Solvent CDCl3
\/\/\/\/\/O -~
5 Temperature 296.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
SN0
9 Number of Scans 1024
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Decl11-2019.100.fid
2 Comment 2 Grunwald GRU-157 O
3 Origin Bruker BioSpin GmbH
4 Solvent cod3 SN0 o~
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 A N N N P A Y
9 Number of Scans 32
10 Receiver Gain 123
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.7
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Decl11-2019.101.fid
2 Comment 2 Grunwald GRU-157
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D (@)
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
NSNS0 -
o]
9 Number of Scans 1024
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000 \/\/\/\/\/\/O
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Feb20-2020.460.fid
2 Comment 02 Grunwald GRU159
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0
6 Pulse Sequence zg30
7 Experiment 1D o
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806 W\/\\/\/\/\/O O/
9 Number of Scans 16
10 Receiver Gain 56
11 Relaxation Delay 1.0000 o)
12 Pulse Width 13.7000 NPV W N g W
13 Spectrometer Frequency 400.10
14 Spectral Width a012.8
15 Lowest Frequency -1544.2
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Feb20-2020.461.fid

2 Comment 02 Grunwald GRU159

3 Origin Bruker BioSpin GmbH

4 Solvent cpcl3 (@]

5 Temperature 298.0 ‘\/\/\/\/\/\/\/O _

6 Pulse Sequence Zgpg30 o)

7 Experiment 1D

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

9 Number of Scans 512 \/\/\/\/\/\/\/O

10 Receiver Gain 205

11 Relaxation Delay 2.0000

12 Pulse Width 10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width 24038.5

15 Lowest Frequency -1957.4

16 Nucleus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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Parameter Value
1 Title Feb17-2020.106.fid
2 Comment 02 Grunwald GRU161
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0 O
6 Pulse Sequence zg30
7 Experiment 1D \/’\\/\/\/\/O O/\
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806
PRV Ve Y
9 Number of Scans 16 o
10 Receiver Gain 32 WW\\/O
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1544.6
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Feb17-2020.107.fid
2 Comment 02 Grunwald GRU161 0O
3 Origin Bruker BioSpin GmbH
4 Solvent cpcl3 \/\/\/\/\/O OA\
5 Temperature 298.0
6 Pulse Sequence zgpg30 P N N N
7 Experiment 1D O
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806 \/\/W\./O
9 Number of Scans 512
10 Receiver Gain 205
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1956.7
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Feb21-2020.230.fid
2 Comment 02 Grunwald GRU163
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0 O
6 Pulse Sequence zg30 vvvw\/o P
7 Experiment 1D O
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806
/\M/\\/\\/\O
9 Number of Scans 16 \/\\/\/\\/\\/\\/O
10 Receiver Gain 32
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width a012.8
15 Lowest Frequency -1544.1
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Feb21-2020.231.fid
2 Comment 02 Grunwald GRU163
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0 0O
6 Pulse Sequence Zgpg30
7 Experiment 1D \/WW‘\/O O/\
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
SN TN TN TN
9 Number of Scans 512 O
10 Receiver Gain 205.3 \/\/\/\/\/\/O
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1959.2
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C14CO2Et
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Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

@ s U AWM e

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Feb18-2020.320.fid

02 Grunwald GRU165

Bruker BioSpin GmbH

[sh]wk]

208.0

zg30

1D

5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

16

32
1.0000
13.7000

13 Spectrometer Frequency 400.10

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

a012.8
-1544.5
1H
32768
63536

192
1579
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Parameter Value

1 Title Feb18-2020.321.fid

2 Comment 02 Grunwald GRU165

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 298.0

6 Pulse Sequence Zgpg30

7 Experiment 1D \\NW\\/\\/\\/O

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

512

205
2.0000
10.0000

13 Spectrometer Frequency 100.62

3197
3037
2978
2974
2972
2970
2967
2961
2958
29.44
29.41
2937
26.13
26.10
2272

1442

1412

|

14 Spectral Width 24038.5
15 Lowest Frequency -1956.4
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Feb18-2020.310.fid
2 Comment 02 Grunwald GRU144
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence zg30
7 Experiment 1D OH
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
P e e Ve
9 Number of Scans 16 o
10 Receiver Gain 61
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1545.0
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Feb18-2020.311.fid
2 Comment 02 Grunwald GRU144
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D OH
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
P N N g
9 Number of Scans 512 o
10 Receiver Gain 205
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1958.5
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Nov27-2019.630.fid
2 Comment 02 Grunwald GRU146
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence zg30
7 Experiment 1D O
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
OH
9 Number of Scans 16
10 Receiver Gain 183 W\/\O
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1546.1
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Nov28-2019.341.fid
2 Comment 02 Grunwald GRU146
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
OH
9 Number of Scans 512
10 Receiver Gain 205 NN
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1958.5
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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4-C14CO2H

34

4-C14CO2H

11.78

Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

@ s oW oL

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Nov25-2019.510.fid

02 Grunwald GRU148

Bruker BioSpin GmbH

CDCI3

298.0

2930

1D

5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

16

205
1.0000
13.7000

13 Spectrometer Frequency 400.10

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

8012.8
-1545.4
1H
32768
63536
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Parameter Value
1 Title Nov29-2019.511.fid
2 Comment 02 Grunwald GRU148
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

512

205
2.0000
10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

24038.5
-1958.1
13C
32768
65536
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Parameter Value
1 Title Nov26-2019.820.fid
2 Comment 02 Grunwald GRU150.FK
3 Origin Bruker BioSpin GmbH
4 Solvent cnal3 @]
5 Temperature 298.0 o)
6 Pulse Sequence 2930 I P VN N OH
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806 /\/\/\/\/\o
9 Number of Scans 16
10 Receiver Gain 161
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1544.5
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Nov26-2019.821.fid
2 Comment 02 Grunwald GRU150.FK
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence Zgpg30
7 Experiment 1D O
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806 \/\/\/\/\/O
CH
9 Number of Scans 512 NN NN
10 Receiver Gain 205 @]
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1958.2
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Nov27-2019.610.fid
2 Comment 02 Grunwald GRU152
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0 @]
6 Pulse Sequence zg30
7 Experiment 1D \\/\\/\/\/\/\/O OH
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
/\\/\\/\/\/\/\O
9 Number of Scans 16
10 Receiver Gain 161
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1545.5
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
i
|
[l i ﬁ m '
| ——
T T S T
oo o o o g —
Qe e - N -
— = <r < <™ ©
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
.0 85 8.0 75 7.0 6.5 6.0 55 5.0 4.5 4.0 35 30 25 2.0 15 1.0

o /ppm



3,4-C12CO2H

39

B 5 3 2 &
g g g GRS
[ ||
Parameter Value

1 Title Nov27-2019.611.fid

2 Comment 02 Grunwald GRU152

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 298.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

512

205
2.0000
10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

24038.5
-1958.2
13C
32768
65536

—114.64
—111.93

6932
<6908
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2602
2598
2270
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Parameter Value
1 Title Nov259-2019.40.fid
2 Comment 2 Grunwald GRU-154-FK-323K
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 316.2
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans

10 Receiver Gain

11 Relaxation Delay

12 Pulse Width

32

203
2.0000
11.2300

13 Spectrometer Frequency 500.16

14 Spectral Width

15 Lowest Frequency

16 Nucleus
17 Acquired Size
18 Spectral Size

10330.6
-2098.7
1H
16384
63536

4.07
4.06
4.06
4.05
4.04
4.03
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Parameter Value

1 Title Nov29-2019.41.fid

2 Comment 2 Grunwald GRU-154-FK-323K o

3 Origin Bruker BioSpin GmbH \/\/W\/\/\/O
4 Solvent CDCl3 CH
5 Temperature 316.1

6 Pulse Sequence zapa30 /\/W\/W\O

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 1024

10 Receiver Gain 1820

11 Relaxation Delay 2.0000

12 Pulse Width 10.2000

13 Spectrometer Frequency 125.78

14 Spectral Width 32804.7

15 Lowest Frequency -3857.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Nov28-2019.330.fid
2 Comment 02 Grunwald GRU156
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0
6 Pulse Sequence zg30 O
7 Experiment 1D O
8 Prabe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 2108618/ 0806 I N OH
9 Number of Scans 16
10 Receiver Gain 69
11 Relaxation Delay 1.0000 \/\/\\/\\/\\/O
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1546.4
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Nov28-2019.331.fid

2 Comment 02 Grunwald GRU156

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 298.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

512

205
2.0000
10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

24038.5
-1957.9
13C
32768
65536

_-108.18
~107.53
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3,5-C12CO2H
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Parameter Value
1 Title Feb06-2020.480.fid
2 Comment 2 Grunwald GRU158
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0
6 Pulse Sequence zg30
7 Experiment 1D o
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z862701/ 0034 W\/W\VO OH
9 Number of Scans 16
10 Receiver Gain 101
11 Relaxation Delay 1.0000 O
i I P VI N
12 Pulse Width 11.0500
13 Spectrometer Frequency 300.13
14 Spectral Width 6188.1
15 Lowest Frequency -1247.9
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Feb06-2020.481.fid
2 Comment 2 Grunwald GRU158
3 Origin Bruker BioSpin GmbH \/\/\/\/\/\/O
4 Solvent cocl3 OH
5 Temperature 298.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe S mm PABBO BB-1H/ D Z-GRD 2862701/ 0034 A N N N P G
9 Number of Scans 512
10 Receiver Gain 2050
11 Relaxation Delay 2.0000
12 Pulse Width 11.7500
13 Spectrometer Frequency 75.48
14 Spectral Width 18028.8
15 Lowest Frequency -1468.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,5-C14CO2H
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Parameter Value
1 Title Feb20-2020.470.fid
2 Comment 02 Grunwald GRU160
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0 0
6 Pulse Sequence zg30
7 Experiment 1D \\/‘\/x\/\\/\\/\/\/o
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806 OH
9 Number of Scans 16
10 Receiver Gain 3z \M/W\/\/O
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width a012.8
15 Lowest Frequency -1544.2
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Feb20-2020.471.fid O
2 Comment 02 Grunwald GRU160 IV S Ve Ve OH
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence 2gpg30 \/\/\/\/\/\/\/O
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
9 Number of Scans 512
10 Receiver Gain 205
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1958.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C10CO2H
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Parameter

Title
Comment
Origin

1

2

3

4 Solvent
5 Temperature

6 Pulse Sequence
7 Experiment

8 Probe

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Nov29-2019.400.fid
02 Grunwald GRU162
Bruker BioSpin GmbH
[sh]wk]

208.0

zg30

1D

5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

16

69
1.0000
13.7000

13 Spectrometer Frequency 400.10

4.08
4.04
4.03
4.03
4.02
4.00

%

OH

14 Spectral Width 8012.8
15 Lowest Frequency -1545.9
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Decl3-2019.131.fid
2 Comment 2 Grunwald GRU-162 O
3 Origin Bruker BioSpin GmbH
4 Solvent coai3 DN P Y OH
5 Temperature 296.0
6 Pulse Sequence zgpg30 /\/\/‘\/‘\/\o
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 WW\/O
9 Number of Scans 1024
10 Receiver Gain 2300
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3870.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Apro6-2020.262.fid
2 Comment 02 Grunwald GRU164.n
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 0
5 Temperature 298.0
6 Pulse Sequence zg30 \/\W\/\\/\/O
7 Experiment 1D OH
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806 /\/WW
o]
9 Number of Scans 48 W\/\/\\/\/O
10 Receiver Gain 32
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1545.1
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Apr06-2020.263.fid
2 Comment 02 Grunwald GRU164.n
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D AP NP P PGP OH
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
/\/\/\/\/\/\O
9 Number of Scans 2048
10 Receiver Gain 205 \/\/‘\/\/\/\/o
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1959.2
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Nov29-2019.410.fid
2 Comment 02 Grunwald GRU166
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0 (@]
6 Pulse Sequence zg30 O
7 Experiment 1D N N VP N OH
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806
VY e VT

9 Number of Scans 16
10 Receiver Gain 81 \/\/\/\/\/\/\/O
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width a012.8
15 Lowest Frequency -1546.1
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Decl2-2019.170.fid
2 Comment 2 Grunwald GRU-166 \/\/W\/\/\/O OH
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3 P e e
5 Temperature 296.0 O
6 Pulse Sequence Zgpg30 \/W\/W\/O
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Number of Scans 740
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Decl0-2019.490.fid
2 Comment 02 Grunwald GRU169
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806 O
9 Number of Scans 16 O/\/W\/\
10 Receiver Gain 69
11 Relaxation Delay 1.0000 NH»
12 Pulse Width 13.7000 Ho
13 Spectrometer Frequency 400.10
14 Spectral Width a012.8
15 Lowest Frequency -1544.2
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 63536
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Parameter Value

1 Title Decl0-2019.491.fid

2 Comment 02 Grunwald GRU169

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 298.0

6 Pulse Sequence Zgpg30 0]

7 Experiment 1D

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806 0O Y Ve N

9 Number of Scans 512 HO NH2

10 Receiver Gain 205

11 Relaxation Delay 2.0000

12 Pulse Width 10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width 24038.5

15 Lowest Frequency -1958.6

16 Nucleus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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Parameter Value
1 Title Jan15-2020.150.fid
2 Comment 02 Grunwald GRU170
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806
9 Number of Scans 16
10 Receiver Gain 32
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1542.7
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Decl17-2019.211.fid

2 Comment 02 Grunwald GRU170.U

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 298.0

6 Pulse Sequence Zgpg30

7 Experiment 1D O

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806 /W\/\/\/\

0

9 Number of Scans 512 NH?

10 Receiver Gain 205 HO

11 Relaxation Delay 2.0000

12 Pulse Width 10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width 24038.5

15 Lowest Frequency -1958.5

16 Nucleus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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Parameter Value

1 Title Jan28-2020.350.fid
2 Comment 02 Grunwald GRU172
3 Origin Bruker BioSpin GmbH
4 Solvent [sh]wk]
5 Temperature 208.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806
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9 Number of Scans 16
10 Receiver Gain 91 OM/\/\/\AA
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000 HO NHZ
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1544.3
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value e}
1 Title Jan28-2020.351.fid
2 Comment 02 Grunwald GRU172 I X T g gl N
3 Origin Bruker BioSpin GmbH NH)
4 Solvent cDCl3 :
5 Temperature 298.0 HO
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
9 Number of Scans 512
10 Receiver Gain 205
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1958.5
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Decl12-2019.510.fid

2 Comment 02 Grunwald GRU171

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 298.0

6 Pulse Sequence zg30

7 Experiment 1D

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

16

61
1.0000
13.7000

13 Spectrometer Frequency 400.10

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

8012.8
-1544.0
1H
32768
63536
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Parameter

1 Title Decl12-2019.511.fid

2 Comment 02 Grunwald GRU171

3 Origin Bruker BioSpin GmbH o]

4 Solvent CDCI3

5 Temperature 208.0 O

6 Pulse Sequence Zgpg30 HN 0O

7 Experiment 1D HO

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

512

205
2.0000
10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width 24038.5
15 Lowest Frequency -1958.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
]
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Parameter Value
1 Title Feb06-2020.500.fid
2 Comment 2 Grunwald GRU176
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence zg30 o)
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z862701/ 0034 O
9 Number of Scans 16 HO AN ©
10 Receiver Gain 128 O
11 Relaxation Delay 1.0000
12 Pulse Width 11.0500 \K
13 Spectrometer Frequency 300.13
14 Spectral Width 5188.1
15 Lowest Frequency -1245.9
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Feb06-2020.501.fid
2 Comment 2 Grunwald GRU176
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 298.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z862701/ 0034
9 Number of Scans 512
10 Receiver Gain 2300
11 Relaxation Delay 2.0000
12 Pulse Width 11.7500
13 Spectrometer Frequency 75.48
14 Spectral Width 18028.8
15 Lowest Frequency -1468.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Feb17-2020.400.fid O
2 Comment 02 Grunwald GRU177.A
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 o}
5 Temperature 298.0 HN (@]
6 Pulse Sequence 2030 HO
7 BExperiment 1D 0
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806 \’<
9 Number of Scans 16
10 Receiver Gain 32
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1544.7
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Feb17-2020.401.fid O

2 Comment 02 Grunwald GRU177.A

3 Origin Bruker BioSpin GmbH 0

4 Solvent CDCI3

5 Temperature 298.0 HN @)

6 Pulse Sequence Zgpg30 HO

7 Experiment 1D

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

512

205
2.0000
10.0000

13 Spectrometer Frequency 100.62

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

24038.5
-1958.4
13C
32768
65536
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Parameter Value
1 Title Jul21-2020.40.fid
2 Comment 2 Grunwald GRU207
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 (0]
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 OC10H21
9 Number of Scans 64 o HN \fo
10 Receiver Gain 114
11 Relaxation Delay 2.0000 o]
12 Pulse Width 11.2300 \K
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Jul21-2020.41.fid
2 Comment 2 Grunwald GRU207
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 o)
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe S mm PABBO BB-1H/ D Z-GRD 2800701/ 0072 o OC1oH21
HN @]
9 Mumber of Scans 2048 O Y
10 Receiver Gain 2580 (@]
11 Relaxation Delay 2.0000 \K
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Jul21-2020.50.fid
2 Comment 2 Grunwald GRUZ208
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 O
5 Temperature 296.0
6 Pulse Sequence zg30 O OC12H25
7 BExperiment 1D HN o
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Number of Scans 64 O
10 Receiver Gain 101
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Jul21-2020.51.fid
2 Comment 2 Grunwald GRU208
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3 (@]
5 Temperature 296.0
6 Pulse .Sequence Zgpg30 @) OC12H25
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O HN )
9 Number of Scans 2048 @
10 Receiver Gain 2580 \|<
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Jul21-2020.60.fid
2 Comment 2 Grunwald GRUZ209
3 Origin Bruker BioSpin GmbH O
4 Solvent CDCl3
5 Temperature 296.0 O 0014H29
6 Pulse Sequence zg30 HN o
7 BExperiment 1D (@]
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
[ j 0o

9 Number of Scans 64 \|<
10 Receiver Gain a0
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Jul21-2020.61.fid
2 Comment 2 Grunwald GRU209
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 o
5 Temperature 296.0
6 Pulse Sequence zgpg30 ) OC‘MH?Q
7 Experiment 1D HN @)
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
O
9 Number of Scans 2048
10 Receiver Gain 2580 \ﬁ
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Oct02-2020.20.fid
2 Comment 2 Turkanovic TURQOT
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072

9 Number of Scans 32 HN Q0
10 Receiver Gain 35 o \I&
11 Relaxation Delay 2.0000 0
12 Pulse Width 11.2300 C10H21O 7<
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2091.8
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536 |
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Parameter Value

1 Tite Octd2-2020.21.fid

2 Comment 2 Turkanovic TUROODT

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

2048
2850
2.0000
10,2000

13 Spectrometer Frequency 125.73

14 Spectral Width

15 Lowest Frequency

16 Mudeus
17 Acquired Size
18 Spectral Size

32894.7
-3873.0
13C
32758
65538

— 79,90
—F8.32
—B5.63
5445

37.78

C1oH210

—1412

170 160

150 140 130 120 110

90 80 70 60 50 40
O/ ppm

20

10

-10
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4-C1oTyrCioBoc
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Parameter Value
1 Title Oct02-2020.30.fid
2 Comment 2 Turkanovic TUROOS
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072
9 Number of Scans 32
10 Receiver Gain 64
11 Relaxation Delay 2.0000
12 Pulse Width 11,2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6 CyyHy50
15 Lowest Frequency -2092.3
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
. |
| 1
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|
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o coo P @ oo @
o (o e Netl o o oo —
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Parameter Value
1 Tite QOctd2-2020.31.fid
2 Comment 2 Turkanovic TUROODE
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 300.0 O
& Pulse Sequence zgpg3d
7 Experiment D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072 0 OC1gH>4
HN_ O
9 Number of Scans 2048 0 \f
10 Receiver Gain 2580 O
11 Relaxation Delay 2.0000 CyoH50 \K
12 Pulse Width 10,2000
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3873.0
16 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
I
I
|
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170 160 150 140 130 120 110 100 90 80 70 60 a0 40 30 20 10 0 -10
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4-C14TyrCioBoc
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Parameter Value
1 Title Oct02-2020.40.fid
2 Comment 2 Turkanovic TUROOS
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D O
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072
0] OCgHy4
9 Number of Scans 32
10 Receiver Gain 20 0 HN \fo
11 Relaxation Delay 2.0000
12 Pulse Width 11,2300 'C H O 0
13 Spectrometer Frequency 500.16 141129 7<
14 Spectral Width 10330.6
15 Lowest Frequency -2092.7
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
il t i |
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i ! 1l o
II I ylli_
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o [SRTe Ry o © [Tolis] [Tp] o =f 8 o 2]
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Parameter Value
1 Tite Octd2-2020.41.fid
2 Comment 2 Turkanovic TURODS
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
& Pulse Sequence zgpg30 Q
7 Experiment D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O OC1oH21
9 Number of Scans 2048 o) HN O
10 Receiver Gain 2530
11 Relaxation Delay 2.0000 CoHaeO O
12 Pulse Width 10,2000 141125
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3873.0
16 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
I
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| | | | I I ! | |
L1 | | Lo |
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170 160 150 140 130 120 110 100 a0 80 70 60 50 40 30 20 10 0 -10
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Parameter Value

1 Title Oct01-2020.40.fid

2 Comment 2 Turkanovic TRU-004

3 Origin Bruker BioSpin GmbH

4 Solvent CcDCl3

5 Temperature 296.0

6 Pulse Sequence zg30

7 Experiment 1D

38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072

9 Number of Scans

10 Receiver Gain

11 Relaxation Delay

12 Pulse Width

13 Spectrometer Frequency

64

144
2.0000
11.2300
500.16

o)
0 /©/\‘)‘LOC12H25
/©)L o HN \]//o
C1H210 °

«

14 Spectral Width 10330.6
15 Lowest Frequency -2092.6
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
y (- |
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Parameter Value

1 Tite Octd1-2020.41.fid

2 Comment 2 Turkanovic TRU-004

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency 125.73

14 Spectral Width

15 Lowest Frequency
16 Mudeus

17 Acquired Size

18 Spectral Size

3072
2850
2.0000
10,2000

32894.7
-3873.0
13C
32758
65538

—79.91

1N

79
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4-C1oTyrCrBoc
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Parameter Value

1 Title Oct01-2020.50.fid
2 Comment 2 Turkanovic TRU-005
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072

9 Number of Scans

10 Receiver Gain

11 Relaxation Delay

12 Pulse Width

13 Spectrometer Frequency

64

72
2.0000
11.2300
500.16

By ECEBEZEE=2 EICC B RN R ER R SRR RE SREEER
wn o

14 Spectral Width 10330.6
15 Lowest Frequency -2092.4
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Tite Octd1-2020.51.fid

2 Comment 2 Turkanovic TRIJ-005

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

& Pulse Sequence zgpg3d 0

7

3

Experiment D
Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 /@)LO
9 Number of Scans 3072
C12H250

10 Receiver Gain 2530

11 Relaxation Delay 2.0000
12 Pulse Width 10,2000
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3873.0
16 Mudeus 13C

17 Acquired Size 32768
18 Spectral Size 65536

30 170 160 150 140 130 120 110 100 a0 80 70 60 50 40 30
O/ ppm
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4-CuTyrCrBoc
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Parameter Value

1 Title Oct01-2020.60.fid
2 Comment 2 Turkanovic TRU-006
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072

9 Number of Scans

10 Receiver Gain

11 Relaxation Delay

12 Pulse Width

13 Spectrometer Frequency

64

101
2.0000
11.2300
500.16

B8 BEREREE=28]Y BB R R OB R RS RAHYBEEE

/©)k o~ HN YO
@]
CiaH290 \K

14 Spectral Width 10330.6
15 Lowest Frequency -2092.7
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Tite Octd1-2020.61.fid
2 Comment 2 Turkanovic TRUJ-008
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 O
& Pulse Sequence zgpg3d
7 Experiment D O OC12H25
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 HN O
0 ¥
9 Number of Scans 3072 e}
10 Receiver Gain 2530 C14H290 \K
11 Relaxation Delay 2.0000
12 Pulse Width 10,2000
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3873.1
16 Mudeus 13C
17 Acquired Size 32758 |
18 Spectral Size 65536
1
1
| 1
i |
I | ! | | |
| ” - l | I
T T T T T T T T T T T T T T T T T
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4-C1oTyrCuBoc
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Parameter Value

1 Title Sep22-2020.40.fid
2 Comment 2 Turkanovic TUR-001
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.8
6 Pulse Sequence zg30
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072

9 Number of Scans

10 Receiver Gain

11 Relaxation Delay

12 Pulse Width

13 Spectrometer Frequency

32

a0
2.0000
11.2300
500.16

V

e e e e el B T I T R b

e e e

(@]
MC’
C1oH210

7

o]
OCq4Hzg
HN“T?O
o]

«

35.70
6.10 1

14 Spectral Width 10330.6
15 Lowest Frequency -2092.7
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter

Title

Comment
Qrigin

Solvent
Temperature
Pulse Segquence
Experiment
Probe

[ R T R

9 Number of Scans

10 Receiver Gain

11 Relaxation Delay

12 Pulse Width

13 Spectrometer Frequency
14 Spectral Width

15 Lowest Frequency

16 Mudeus

17 Acquired Size

18 Spectral Size

Value

Sep22-2020.41.fid

2 Turkanovic TUR-001

Bruker BioSpin GmbH

CDCI3

296.3

zgpg3d

D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

2048
2580
2.0000
10,2000
125.78
32894.7
-3872.8
13C
32758
65538

—79.91

LA

—B3.33
—B5 64

—54 45

170 160 150 140 130 120 110

100

90

80
O/ ppm

=

-10
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Parameter Value
1 Title Sep22-2020.50.fid
2 Comment 2 Turkanovic TUR-002
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.8
6 Pulse Sequence zg30
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072 O
9 Number of Scans 32 O OC-MHQQ
10 Receiver Gain 64 HN O
11 Relaxation Delay 2.0000 0 \f
12 Pulse Width 11,2300 0
13 Spectrometer Frequency 500.16
i Ci2H250
14 Spectral Width 10330.6
15 Lowest Frequency -2092.7
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536

0.82 =
3
8
4
7
6.03 1

186 ==
1

0
01079 1=
2.00

S
&1 208 4

8.0 7.5 7.0 6.5 6.0 5.5 0 4.5 3.5 2.5 2.0 15 1.0 0.5

0/ ppm
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Parameter Value

1 Tite Sep22-2020.51.fid

2 Comment 2 Turkanovic TUR-002

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.3

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 2048

10 Receiver Gain 2530

11 Relaxation Delay 2.0000

12 Pulse Width 10,2000

13 Spectrometer Frequency 125.73

14 Spectral Width 32894.7

15 Lowest Frequency -3872.8

16 Mudeus 13C

17 Acquired Size 32768

18 Spectral Size 65536

—73.80

n

— G532
— 563

— 54 45

170 160

150 140 130 120

110

100

90

80
O/ ppm

40
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Parameter Value
1 Title Sep22-2020.60.fid
2 Comment 2 Turkanovic TUR-003
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3 o
5 Temperature 296.8
6 Pulse Sequence zg30
7 Experiment D o] OC14H29
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072 HN \fo
9 Number of Scans 32 0O
10 Receiver Gain a0 C14H290 \I<
11 Relaxation Delay 2.0000
12 Pulse Width 11,2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.8
16 Mudeus H I
17 Acquired Size 16384
18 Spectral Size 65536
il 1o |
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| il g
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Parameter Value
1 Tite Sep22-2020.61.fid
2 Comment 2 Turkanovic TUR-003
3 Origin Bruker BioSpin GmbH o)
4 Solvent CDCI3
5 Temperature 296.3
& Pulse Sequence zgpg3d D DC1 1 Hzg
7 Experiment 1D HMN O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
0]

9 MNumber of Scans 2048 C14H290 \|<
10 Receiver Gain 2530.0
11 Relaxation Delay 2.0000
12 Pulse Width 10,2000
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3872.8

16 Mudeus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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3,4-C10TyrCyoBoc

Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L O T

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Jul17-2020.20.fid

02 Grunwald GRUZ04

Bruker BioSpin GmbH

CDCl3

298.0

zg

iD

5 mm CPQCI 1H-31F/ 13C/ 15N/ D Z-GRD Z114851/ 0007

32

5
2.0000
8.1500

13 Spectrometer Frequency 700.36

C10H21O/\©)LO
C1oH210

14 Spectral Width 10504.2
15 Lowest Frequency -1976.5
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
I
|
I i I
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[ 1 1]
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Parameter Value
1 Title Jul17-2020.21.1.1r O
2 Comment 02 Grunwald GRU204
3 Origin Bruker BioSpin GmbH
4 Solient CDCI3 ’ O OC1DH?1
5 Temperature 298.0 C1DH21O HN 0]
6 Pulse Sequence Zgpg30 0 \f
7 Experiment 1D O
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 C‘]DH')‘]O \K
9 Number of Scans 1559
10 Receiver Gain 183
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2771.8
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
|
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Ll | H | |
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T v
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3,4-C12TyrCypoBoc
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Parameter Value
1 Title Jul17-2020.30.fid
2 Comment 02 Grunwald GRUZ205
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 o)
5 Temperature 298.0
6 Pulse Sequence zq OC1DH21
7 Experiment 1D C1oHo:0 HN 0
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 121125 (o] \lﬁ
9 Numb f S 32 C
umber o cans - -
: Cq2H250
10 Receiver Gain 6
11 Relaxation Delay 2.0000
12 Pulse Width 8.1500
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1976.4
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
[
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Parameter Value
1 Title Jul17-2020.31.1.1r
2 Comment 02 Grunwald GRU205 0
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 208.0 o) OC1DH21
6 Pulse Sequence Zgpg30 C12H25O HN O
7 Experiment 1D O \f
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 (e
C12H250 \|<
9 Number of Scans 2048
10 Receiver Gain 183
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2771.9
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
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Parameter Value
1 Title Jul17-2020.40.fid
2 Comment 02 Grunwald GRU206
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence zg
7 BExperiment 1D
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007
OC1oH21
9 Number of Scans 32 C14H290 O
10 Receiver Gain i
11 Relaxation Delay 2.0000 (0]
12 Pulse Width 8.1500 C14H90 \K
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1976.5
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Jul17-2020.41.1.1r O
2 Comment 02 Grunwald GRU206
3 Origin Bruker BioSpin GmbH (@] OC10H21
4 Solvent CDCI3 C‘14H290 HN o)
5 Temperature 298.0 0O \f
6 Pulse Sequence Zgpg30 o)
7 Experiment 1D
b C14H290
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007
9 Number of Scans 2048
10 Receiver Gain 183
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2772.0
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
I ]
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Parameter Value
1 Title Jul15-2020.190.fid
2 Comment 2 Grunwald GRU-201
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 O
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 o) ()(:’1 ?H?fn
9 Number of Scans 64 CWDH21O o HN \fo
10 Receiver Gain 101
11 Relaxation Delay 2.0000 O
12 Pulse Width 11.2300 C10H210 \|<
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2091.9
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Jul15-2020.191.fid
2 Comment 2 Grunwald GRU-201
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D @] OC1;H75
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
/ / C1oH210 HN__O
o) Y
9 Number of Scans 3072 e
10 Receiver Gain 2580 C—][}H')—]O
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.3
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
o
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Parameter Value
1 Title Jul15-2020.200.fid
2 Comment 2 Grunwald GRU-202
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 0
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
0] OC15Hs5
9 Number of Scans 64 C12H250 HN @]
10 Receiver Gain 81 o \f
11 Relaxation Delay 2.0000 (@]
12 Pulse Width 11.2300 C1H50 \ﬁ
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.0
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Jul15-2020.201.fid
2 Comment 2 Grunwald GRU-202
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 (@)
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Prsbe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 o OC1’)H75
C12H250 o HN__O
9 Number of Scans 3072 \f
10 Receiver Gain 2580 O
11 Relaxation Delay 2.0000 C12H250 \|<
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.2
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Jul15-2020.210.fid

2 Comment 2 Grunwald GRIU-203

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 296.0

6 Pulse Sequence zg30

7 BExperiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

64

45
2.0000
11.2300

13 Spectrometer Frequency 500.16

14 Spectral Width

15 Lowest Frequency

16 Nucleus
17 Acquired Size
18 Spectral Size

10330.6
-2092.1
1H
16384
65536
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500

C14H290
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Parameter Value
1 Title Jul15-2020.211.fid
2 Comment 2 Grunwald GRU-203
3 Origin Bruker BioSpin GmbH (@)
4 Solvent CDCI3
5 Temperature 296.0
6 PulsepSe © OC12H25
quence Zgpg30
7 Experiment 1D C14H290 o) HN @]
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 \f
O
9 Number of Scans 3072 C14H290 \|<
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.2
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Jul13-2020.110.fid
2 Comment 2 Grunwald GRU198
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Number of Scans 32
10 Receiver Gain a0 O OC14H29
11 Relaxation Delay 2.0000 CqoH210 HN__O
12 Pulse Width 11.2300 0 \f
13 Spectrometer Frequency 500.16 O
14 Spectral Width 10330.6 CqgH210 \’<
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Jul13-2020.111.fid O
2 Comment 2 Grunwald GRU198
3 Origi Bruker BioSpin GmbH
rigin ruker BioSpin Gm ®) OC14H29
4 Solvent CDCI3
5 Temperature 296.0 C1DH21O o) HN 0]
6 Pulse Sequence Zgpg30 \f
7 Experiment 1D O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C‘][}H’,"‘]O \|<
9 Number of Scans 2048
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Jul13-2020.120.fid
2 Comment 2 Grunwald GRU199
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D @]
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
0 OC14Ha9

9 Number of Scans 32
10 Receiver Gain 81 C12H25O (o) HN YO
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 C H O O
13 Spectrometer Frequency 500.16 128725 \|<
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Jul13-2020.121.fid
2 Comment 2 Grunwald GRU199
3 Origin Bruker BioSpin GmbH (e
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30 o OC14H29
7 Experiment iD C12H25O HN
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
O
9 Number of Scans 2048 C‘l ?H'}'fJO \K
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Jul13-2020.90.fid
2 Comment 02 Grunwald GRUZ200
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence zg
7 BExperiment 1D
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007
OC14H29
9 Number of Scans 16 C14H290 HN
10 Receiver Gain 7 O
11 Relaxation Delay 2.0000
12 Pulse Width 8.1500 C14H290
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1976.6
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Jul13-2020.91.1.1r O
2 Comment 02 Grunwald GRU200

3 Origin Bruker BioSpin GmbH

O OC14H29

4 Solvent CDCI3

5 Temperature 298.0 C14H290 o HN (@]

6 Pulse Sequence Zgpg30

7 Experiment iD O

8 Probe 5 mm CPQCI 1H-31P/ 13¢/ 15N/ D Z-GRD 7114851/ 0007 C14H290 \K

9 Number of Scans 1024

10 Receiver Gain 183

11 Relaxation Delay 2.0000

12 Pulse Width 12.0000

13 Spectrometer Frequency 176.11

14 Spectral Width 40760.9

15 Lowest Frequency -2771.7

16 Nucleus 13C

17 Acquired Size 32678

18 Spectral Size 131072
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Parameter Value
1 Title Julo6-2020.30.fid
2 Comment 2 Grunwald GRIU-195
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 O
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 OCgH21
C1oH210 HN__O
9 Number of Scans 64 O
10 Receiver Gain 144.0 O
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 \K
13 Spectrometer Frequency 500.16 OC1OH21
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L R R I T R

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Julo6-2020.31.fid

2 Grunwald GRU-195

Bruker BioSpin GmbH

CDCI3

296.0

zgpg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

2048
2580.0
2.0000
10.2000

13 Spectrometer Frequency 125.78

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

32894.7
-3872.9
13C
32768
65536

~-130.37
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~107.08
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Parameter Value

1 Title Julo6-2020.40.fid

2 Comment 2 Grunwald GRIU-196

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 296.0

6 Pulse Sequence zg30

7 BExperiment 1D D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

O OC1oH24

9 Number of Scans 64

10 Receiver Gain i81.0 C12H250 O HN O

11 Relaxation Delay 2.0000

12 Pulse Width 11.2300 O

13 Spectrometer Frequency 500.16 \K

14 Spectral Width 10330.6 C}C12H25

15 Lowest Frequency -2092.2

16 Nucleus 1H

17 Acquired Size 16384

18 Spectral Size 65536
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Parameter Value
1 Title Jul06-2020.41.fid
2 Comment 2 Grunwald GRU-196
3 Origin Bruker BioSpin GmbH o
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30 o OC10H71
7 Experiment 1D C12H250 HN O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O \f
O
9 Number of Scans 2048 \K
10 Receiver Gain 2300.0 OC1 ?H?E)
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Julo6-2020.50.fid
2 Comment 2 Grunwald GRU-197
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 (@]
7 BExperiment 1D
8 Probe 5 mm PABBO BE-1H/ D Z-GRD Z800701/ 0072 @] OC1DH21
9 Number of Scans 64 C14H290 @] HN >
10 Receiver Gain 114.0 O
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16 OC14H29
14 Spectral Width 10330.6
15 Lowest Frequency -2092.2
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
|
[ i
I| f 1 \ i iy
'y iy .1 il A k
& ¥ T T v e =T T
M~ W0 W o o o o o o~T8 r~
oo < «Q « - @« Mo «
[a R a VRl - o o o <r - < N — w0 (2]
T T T T T T T T J T T T T T T T T T T T T T T T T T T T T T T T
75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 20 1.5 1.0 05 0.0



3,5-C14TyrC10Boc 113
— =+ o W o = o = 0~ @ ] = DO O~OOOWVWLNNONN=—=0MNO0~D— —
= £ 2 v = i o 22 = @ @ 3 e R R o R RS g A puit
| [ 'Y Y I [ N

Parameter Value
1 Title Julo6-2020.51.fid
2 Comment 2 Grunwald GRU-197 (@)
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 o OC10H21
6 Pulse Sequence zgpg30 C14H290 0 HN 0]
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O\|<
9 Number of Scans 2048 OC14H29
10 Receiver Gain 2300.0
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,5-C1oTyrCy2Boc

SRR2IT TRE
L e e e e 0 WO
SN N
Parameter Value
1 Title Jun23-2020.230.fid
2 Comment 2 Grunwald GRU-192
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Number of Scans 64 (@] OC12H25
10 Receiver Gain 90.5
11 Reloxation Delay 2.0000 C1oH210 o) HN \fo
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16 O
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1 OC‘IDHZ‘]
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
1
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Parameter Value
1 Title Jun23-2020.231.fid
2 Comment 2 Grunwald GRU-192
3 Origin Bruker BioSpin GmbH @]
4 Solvent CDCI3
5 Temperature 296.0 (@) OC12H25
6 Pulse Sequence Zgpg30
7 Experiment 1D C1OH21O o) HN )
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O
9 Number of Scans 3072 \|<
10 Receiver Gain 2300.0 OCqgH>4
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
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Parameter Value
1 Title Jun23-2020.240.fid
2 Comment 2 Grunwald GRIU-193
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 (o)
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D o OC12H25
8 Probe S mm PABBO BE-1H/ D Z-GRD 2800701/ 0072 CyoHp50 o HN \fo
9 Number of Scans 64 'D
10 Receiver Gain 144.0 \|<
11 Relaxation Delay 2.0000 OC12H25
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
1
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Parameter Value
1 Title Jun23-2020.241.fid
2 Comment 2 Grunwald GRU-193
3 Origin Bruker BioSpin GmbH @]
4 Solvent CDCI3
5 Temperature 296.0 (@) OC17H71,
6 Pulse Sequence Zgpg30 )
7 Experiment 1D C12H250 o) HN \f
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O
9 Number of Scans 3072
10 Receiver Gain 2300.0 OCq2H55
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.3
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
' |
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Parameter Value
1 Title Jun23-2020.250.fid
2 Comment 2 Grunwald GRIU-194
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 @)
7 BExperiment 1D
8 Probe S mm PABBO BE-1H/ D Z-GRD 2800701/ 0072 0] OC1oHys
C14H290 HN__O
9 Number of Scans 64 (@]
10 Receiver Gain 90.5 O
11 Relaxation Delay 2.0000 \|<
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16 OC14H29
14 Spectral Width 10330.6
15 Lowest Frequency -2092.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
|
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Parameter Value
1 Title Jun23-2020.251.fid
2 Comment 2 Grunwald GRU-194
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 0O
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D o OC17H?
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H290
o Y
9 Mumber of Scans 3072 O
10 Receiver Gain 2300.0 \|<
11 Relaxation Delay 2.0000 OCq4H
12 Pulse Width 10.2000 147129
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
]
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3,5-C1oTyrCusBoc
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Parameter Value
1 Title Jun19-2020.70.fid
2 Comment 2 Grunwald GRU139
3 Origin Bruker BioSpin GmbH @)
4 Solvent cods
5 Temperature 296.0
6 Pulse Sequence 2030 O OC14H29
7 Experiment D C10H21O (@]
8 Probe 5 mm PABBO BB-1H/ D Z-GRD 2300701/ 0072 O \F
o]
9 Mumber of Scans 32
10 Receiver Gain 114.0
11 Relaxation Delay 2,0000 OC1gH>1
12 Pulse Width 11,2300
13 Spectrometer Frequency 500,16
14 Spectral Width 10330.6
15 Lowest Frequency -2082.2
16 Mudleus H
17 Acquired Size 16384
18 Spectral Size 65536
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Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L R R I T R

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Jun19-2020.71.1.1r

2 Grunwald GRU189

Bruker BioSpin GmbH

CDCI3

300.0

zgpg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

1024
2580.0
2.0000
10.2000

13 Spectrometer Frequency 125.76

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

32894.7
-3871.1
13C
32768
32768

121.72

_~108.18
~107.11

7996
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Parameter Value
1 Title Jun19-2020.80.fid
2 Comment 2 Grunwald GRU190 O
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 O OC14H29
5 Temperature 296.0
6 Pulse Sequence 2930 C12H250 0 HN \fo
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O\K
9 HNumber of Scans 32 OC12H25
10 Receiver Gain 181.0
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.4
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Title Jun19-2020.81.1.1r

2 Comment 2 Grunwald GRU190

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

~130.39

121.72

_~108.18
~107.11

7996

65843
—B5.68

—5445

9 Number of Scans 1024 @]
10 Receiver Gain 2580.0 \|<
11 Relaxation Delay 2.0000 OC,]?H?[)
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3871.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
|
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3,5-C14TyrCuBoc
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Parameter Value
1 Title Jun19-2020.90.fid
2 Comment 2 Grunwald GRU191
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0 ]
6 Pulse Sequence zg30
7 Experiment 1D 0] OC14H29
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H290 HN O
o]
9 Number of Scans 32 0
10 Receiver Gain 161.0 \K
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 OC14H29
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
1
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Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L R R I T R

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Jun19-2020.91.fid

2 Grunwald GRU191

Bruker BioSpin GmbH

CDCI3

296.0

zgpg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

1024
2300.0
2.0000
10.2000

13 Spectrometer Frequency 125.78

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

32894.7
-3871.1
13C
32768
65536

121.71

_~108.17
~107.10

—7995

o4 O =T
= © =
[ra BTyl =T
w w [Fe]
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C14H290
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3,4,5-C10TyrCioBoc

7.39
7.20

r

Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L O T

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

May06-2020.60.fid

2 Grunwald GRIU-184

Bruker BioSpin GmbH

CDCl3

296.0

zg30

iD

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

64

32.0
2.0000
11.2300

13 Spectrometer Frequency 500.16

CyoH210

CioH210

O\K
OCqgH21

14 Spectral Width 10330.6
15 Lowest Frequency -2092.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title May06-2020.61.fid
2 Comment 2 Grunwald GRU-184
3 Origin Bruker BioSpin GmbH @]
4 Solvent CDCI3
5 Temperature 300.0 O OC‘]GHZ']
6 Pulse Sequence Zgpg30
7 Experiment 1D C10H21O 0 HN \fo
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
C1oH210
9 Number of Scans 3072 107721
10 Receiver Gain 2580.0 oC 1 [JH?‘I
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
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3,4,5-C1oTyrCioBoc

RREC
TS
Parameter Value

1 Title May06-2020.70.fid

2 Comment 2 Grunwald GRIU-185

3 Origin Bruker BioSpin GmbH O

4 Solvent CDCl3

5 Temperature 296.0 O OC‘lDH?‘l

6 Pulse Sequence zg30

7 Bxperiment 1D C1 2H250 O HN (0]

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 \f

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency 500.16

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

(0]
o4 C12H250 “r:i

32.0 OC1pH2s
2.0000
11.2300

10330.6
-2091.9
1H
16384
65536

4074 J-
074 =
1214

(7]
o
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o
o
w
w
o
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w
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Parameter Value
1 Title May06-2020.71.fid ®
2 Comment 2 Grunwald GRU-185
3 Origin Bruker BioSpin GmbH O OC1qgH214
4 Solvent CDCI3 C15H-=0 HN e
5 Temperature 296.0 127125 O \f
6 Pulse Sequence Zgpg30 0O
7 Experiment 1D C12H250
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
OC12H2s
9 Number of Scans 3072
10 Receiver Gain 2580.0
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
I ] I
|
| I | | | | |
. LA |
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10 -20



3,4,5-C14TyrC10Boc 130

3,4,5-C14TyrCioBoc
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Parameter Value
1 Title May0n4-2020.90.fid
2 Comment 2 Grunwald GRU186 @]
3 Origin Bruker BioSpin GmbH
4 Solvent cDel3 O OC10H21
5 Temperature 296.0
6 Pulse Sequence zg30 CMH?QO o) HN \fo
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 o]
C14H290 \K
9 Number of Scans 32 OC1"1H79
10 Receiver Gain 28.5
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.0
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value 0
1 Title May04-2020.91.fid
2 Co.m.ment 2 Grunw.ald ;RUlSS O OC1(}H21
3 Origin Bruker BioSpin GmbH
4 Solvent coa3 C14H290 o HN_ _O
5 Temperature 300.0
6 Pulse Sequence Zgpg30 @]
7 Experiment 1D C14H290 \|<
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 OC14H?9
9 Number of Scans 2048
10 Receiver Gain 2580.0
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C10TyrCi.Boc
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Parameter Value
1 Title May04-2020.60.fid
2 Comment 2 Grunwald GRU181
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 (o)
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D o OC12H25
8 Probe S mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 CioH210 o HN YO
9 Number of Scans 32 O
10 Receiver Gain 32.0 C1[JH71O 7<
11 Relaxation Delay 2.0000 OC1UH21
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2091.4
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title May04-2020.61.fid O
2 Comment 2 Grunwald GRU181
3 Origin Bruker BioSpin GmbH
4 Solvent coci3 o OC12H2s5
5 Temperature 296.0 C10H21O HN O
6 Pulse Sequence Zgpg30 0] \f
7 Experiment 1D 0
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C1 [JH?1 (@) \|<
OCqgH
9 Number of Scans 2048 107121
10 Receiver Gain 2300.0
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C1oTyrCiBoc
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Parameter Value
1 Title May04-2020.70.fid
2 Comment 2 Grunwald GRU182
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 O
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O OC12H25
C12H250 HN O
9 Number of Scans 32 O \f
10 Receiver Gain 254 (@]
11 Relaxation Delay 2.0000 C1oHp50 K
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16 OCW 2H25
14 Spectral Width 10330.6
15 Lowest Frequency -2091.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
O
1 Title May04-2020.71.fid
2 Comment 2 Grunwald GRU182
" e O OC1oH2s
3 Origin Bruker BioSpin GmbH
4 Solvent coch3 C12Ho50 o HN @]
5 Temperature 296.0 \f
6 Pulse Sequence Zgpg30 O
7 Experiment 1D C12H25O \|<
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
OC12H2s
9 Number of Scans 2048
10 Receiver Gain 2300.0
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
| 1
|
T | |
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
90 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10



3,4,5-C14TyrC12Boc

136

3,4,5-C14TyrCiBoc

FParameter

Title

Comment
Qrigin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L Y A

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

May04-2020.80.fid

2 Grunwald GRU183

Bruker BioSpin GmbH

CDCI3

296.0

2030

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

32
32.0
2.0000
11.2300

13 Spectrometer Frequency 500.16

C14H290

C14H290

o] OC3H>s
@]

OC14H2g

12.38]

14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title May04-2020.81.1.1r O
2 Comment 2 Grunwald GRU183
3 Origin Bruker BioSpin GmbH @] OC12H25
4 Solvent CDCI3
5 Temperature 300.0 C1aH290 (@) HN \fo
6 Pulse Sequence Zgpg30
7 Experiment 1D C14H290 O\]<
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
OC14H29
9 Number of Scans 2048
10 Receiver Gain 2580.0
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3872.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
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Parameter Value
1 Title Marl0-2020.22.1.1r
2 Comment 02 Grunwald GRU-178
3 Origin Bruker BioSpin GmbH o)
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence zg O OCﬂ4H29
7 Experiment 1D C1UH210 HN O
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 o \f
O
9 Number of Scans 16 C‘]OH;MO \|<
10 Receiver Gain 4 OC1DH21
11 Relaxation Delay 2.0000
12 Pulse Width 8.1500
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1976.0
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Mar10-2020.23.1.1r O
2 Comment 02 Grunwald GRU-178
3 Origin Bruker BioSpin GmbH @] OC14H29
4 Solvent CDCI3
5 Temperature 2098.0 C10H21O O HN YO
6 Pulse Sequence Zgpg30 O
7 Experiment 1D C10H21O \|<
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007
OC1oHa21
9 Number of Scans 512
10 Receiver Gain 183
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2771.3
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
! 1
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Parameter Value
1 Title Mar10-2020.30.fid
2 Comment 02 Grunwald GRU-179
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 208.0 O
6 Pulse Sequence zq
7 Bxperiment 1D O 0C14H29
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007
C1oH50 o HN o}
9 Number of Scans 16 0
10 Receiver Gain 2.8
11 Relaxation Delay 2.0000 C12H250 \|<
12 Pulse Width 8.1500 OC1s2Hy5
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1976.2
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Mar10-2020.31.1.1r O
2 Comment 02 Grunwald GRU-179
3 Origin Bruker BioSpin GmbH @] OC14H29
4 Solvent CDCI3 C17H75,0 HN o)
5 Temperature 298.0 O \f
6 Pulse Sequence Zgpg30 0
7 Experiment 1D
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 C12H250 \|<
OCq2H2s
9 Number of Scans 512
10 Receiver Gain 182.5
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2770.7
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
]
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3,4,5-C14TyrCuBoc
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Parameter Value
1 Title Mar10-2020.40.fid
2 Comment 02 Grunwald GRU-180
3 Origin Bruker BioSpin GmbH o)
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence zg OCM'HQQ
7 BExperiment iD CmegO HN O
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 Y
0]
9 Number of Scans 16 CW4H290 \|<
10 Receiver Gain 2.5 OC1 4H29
11 Relaxation Delay 2.0000
12 Pulse Width 8.1500
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1976.7
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Marl0-2020.41.1.1r

2 Comment 02 Grunwald GRU-180

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 298.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007

9 Number of Scans

10 Receiver Gain

11 Relaxation Delay

12 Pulse Width

13 Spectrometer Frequency
14 Spectral Width

15 Lowest Frequency

16 Nucleus

17 Acquired Size

18 Spectral Size

512
182.5
2.0000
12.0000
176.11
40760.9
-2770.9
13C
32678
131072
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C14H290 W<
OC14H29
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2957
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2943
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2033
2924
2852
2833
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Parameter Value
1 Title MNov20-2020.30.fid
2 Comment 2 Grunwald GRU266
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

64

114
2.0000
11.2300

13 Spectrometer Frequency 500.16

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

10330.6
-2091.9
1H
16384
65536
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Parameter Value
1 Title Nov20-2020.31.fid
2 Comment 2 Grunwald GRU266
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
@]
9 Number of Scans 4096
10 Receiver Gain 2580 O OC‘loH?‘l
11 Relaxation Dela 2.0000
12 Pulse Width ' 10.2000 @] NH;
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
oA o
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BzTyrCiNH>
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Parameter Value
1 Title MNov20-2020.40.fid
2 Comment 2 Grunwald GRU267
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 fe}
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O OCq3H25
9 Number of Scans 64 NH2
10 Receiver Gain 114 O
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Nov20-2020.41.fid
2 Comment 2 Grunwald GRU267
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
@]
9 Number of Scans 4096
10 Receiver Gain 2580 O OC12H25
11 Relaxation Delay 2.0000 NH2
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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BzTyrCusNH:2
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Parameter Value
1 Title MNov20-2020.50.fid
2 Comment 2 Grunwald GRU268
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D o)
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Number of Scans 64 o OC14H29
10 Receiver Gain S0 NH2
11 Relaxation Delay 2.0000 O
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
I\
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Parameter Value
1 Title Nov20-2020.51.fid
2 Comment 2 Grunwald GRU268
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Number of Scans 4096 OC14H29
10 Recewe.r Gain 2580 NH')
11 Relaxation Delay 2.0000 @]
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

[ R T I R S

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Mov17-2020, 770.fid

2 Turkanovic TUR021

Bruker BioSpin GmbH

CDCI3

296.0

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072

32

181
2.0000
11.2300

13 Spectrometer Frequency 500.16
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14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Tite MNov17-2020.771.fid

2 Comment 2 Turkanovic TURDZ21

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

3072
2580
2.0000
10,2000

13 Spectrometer Frequency 125.73

14 Spectral Width

15 Lowest Frequency
16 Mudeus

17 Acquired Size

18 Spectral Size

32894.7
-3873.1
13C
32758
65538
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Parameter Value
1 Title Mov24-2020.70.fid
2 Comment 2 Turkonovic TUR-024
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072 O
9 Number of Scans 64
10 Receiver Gain 161 o OC1gHa1
11 Relaxation Delay 2.0000 NH
12 Pulse Width 11,2300 O
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6 Ci2H550
15 Lowest Frequency -2092.1
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Tite Nov24-2020.71.fid
2 Comment 2 Turkonovic TUR-024
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
& Pulse Sequence zgpg3d
7 Experiment D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
o
9 Number of Scans 1026
10 Receiver Gain 2300 @]
11 Relaxation Delay 2.0000
! NH,
12 Pulse Width 10,2000 (0]
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
C12H250
15 Lowest Frequency -3873.1
16 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

[ R T I R S

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency 500.16

Value

Mov24-2020.80. fid

2 Turkonovic TUR-025

Bruker BioSpin GmbH

CDCI3

300.0

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072

64

144
2.0000
11.2300
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Sl T N T e [

14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Tite Nov24-2020.81.fid
2 Comment 2 Turkonovic TUR-025
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
& Pulse Sequence zgpg3d
7 Experiment D O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
0 OC1qoH21
9 Number of Scans 2048
10 Receiver Gain 2530 0 NH
11 Relaxation Delay 2.0000
12 Pulse Width 10,2000
25 C1aH290
pectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.3
16 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
| ]
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4-C10Ter12NH2
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Parameter Value
1 Title Mov11-2020. 140.fid
2 Comment 2 Turkanovic TUR-016
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0 (0]
6 Pulse Sequence zg30
7 Experiment 1D O OC12H25
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072
o NH,
9 Number of Scans 64
10 Receiver Gain 101
11 Relaxation Delay 2.0000 C1oH210
12 Pulse Width 11,2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.0 |
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Tite MNov11-2020.141.fid
2 Comment 2 Turkanovic TUR-018
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
& Pulse Sequence zgpg3d
7 Experiment D O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O OC43H35
9 Number of Scans 2048
10 Receiver Gain 2530 O N Hz
11 Relaxation Delay 2.0000
12 Pulse Width 10,2000 C1 DH?1 O
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3873.2
16 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
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4-C12TyrCi2NH:
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Parameter Value
1 Title Mov11-2020. 150.fid
2 Comment 2 Turkanovic TUR-017
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 o]
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072 O OC12H25
9 Number of Scans 64 /©/lo NH2
10 Receiver Gain a0
11 Relaxation Delay 2.0000
12 Pulse Width 11,2300 C1 2H250
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.0
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Tite MNov11-2020.151.fid

2 Comment 2 Turkanovic TUR-017

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

& Pulse Sequence zgpg3d O

7 Experiment D

8 Probe 5 mm PABBQ BB-1H/ D Z-GRD 7800701 0072 o OCq3Hyg
9 MNumber of Scans 2048 (@] N H2

10 Receiver Gain 2530

11 Relaxat.on Delay 2.0000 C__] 2H250

12 Pulse Width 10,2000

13 Spectrometer Frequency 125.73

14 Spectral Width 32894.7

15 Lowest Frequency -3873.2

16 Mudeus 13C

17 Acquired Size 32768

18 Spectral Size 65536 |
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4-C14TyrCpNH>

Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

[ R T I R S

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency 500.16

Value

Mov17-2020, 760.fid

2 Turkanovic TURO20

Bruker BioSpin GmbH

CDCI3

296.0

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072

32

a0
2.0000
11.2300
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e

14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Tite MNov17-2020.761. fid

2 Comment 2 Turkanovic TURO20

3 Origin Bruker BioSpin GmbH

4 Solvent codl3 0

5 Temperature 296.0

& Pulse Sequence zgpg3d O DC 1 2H25
7 Experiment D N H

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 /@/lo 2

9 Number of Scans 3072

10 Receiver Gain 2530 C1 4H290

11 Relaxation Delay 2.0000

12 Pulse Width 10,2000

13 Spectrometer Frequency 125.73

14 Spectral Width 32894.7

15 Lowest Frequency -3873.4

16 Mudeus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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4-C1oTyrCuNH>
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Parameter Value
1 Title Sep28-2020.60.fid
2 Comment 2 Turkanovic TURO 10
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.8 O
6 Pulse Sequence zg30
7 Experiment D (@] ocC 1 4H29
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072 N H
o) 2
9 Number of Scans 32
10 Receiver Gain a0
11 Relaxation Delay 2.0000 C1 DH21O
12 Pulse Width 11,2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.2
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
I I
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Parameter Value

1 Tite Sep28-2020.61.fid

2 Comment 2 Turkanovic TURD10

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.3

& Pulse Sequence zgpg3d O
7 Experiment D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7300701/ 0072

/ / o) OC14Hag

9 Number of Scans 2048 0o N H2
10 Receiver Gain 2530

11 Relaxation Delay 2.0000

12 Pulse Width 10.2000 C10H210

13 Spectrometer Frequency 125.73

14 Spectral Width 32894.7

15 Lowest Frequency -3872.8

16 Mudeus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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4-C1oTyrCuNH>
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Parameter Value
1 Title Mov11-2020,120.fid
2 Comment 2 Turkanovic TUR-012
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 O
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072 0 OC14H29
9 Mumber of Scans 54 0 NH2
10 Receiver Gain 101
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 C12H250
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.0
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
1
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Parameter Value

1 Tite MNov11-2020.121.fid
2 Comment 2 Turkanovic TUR-012
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 O
& Pulse Sequence zgpg3d
7 Experiment D O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 NH2

O
9 Number of Scans 2048
10 Recewe_r Gain 2530 C-] 2H250
11 Relaxation Delay 2.0000
12 Pulse Width 10,2000
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3873.2
16 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
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4-C14TyrCuNH>
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Parameter Value
1 Title Mov11-2020.130.fid
2 Comment 2 Turkanovic TUR-013
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 0
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072 O OC . 4H29
9 Mumber of Scans 64 N H2
10 Receiver Gain 114 O
11 Relaxation Delay 2.0000
12 Pulse Width 11,2300 C14H290
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
I I I P!
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Parameter Value
1 Tite MNov11-2020.131.fid
2 Comment 2 Turkanovic TUR-013
3 Origin Bruker BioSpin GmbH (@]
4 Solvent CDCI3
5 Temperature 296.0
& Pulse Sequence zgpg3d O OC 1 4H29
7 Experiment D N H2
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 o
9 Number of Scans 2048 C1 4H290
10 Receiver Gain 2530
11 Relaxation Delay 2.0000
12 Pulse Width 10,2000
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3873.1
16 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
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3,4-C10TyrCiwoNH:>
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Parameter Value
1 Title 0ct09-2020.50.fid
2 Comment 2 Grunwald GRIU-241
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 (@)
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O OC‘|0HQ‘|
9 Number of Scans 64 C10H21O (o) NH2
10 Receiver Gain 81
11 Relaxation Delay 2.0000
12 Pulse Width 112300 C1oH210
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2091.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Oct09-2020.51.fid
2 Comment 2 Grunwald GRU-241
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 O
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D o OC1OH?1
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 CqoH210 NH>
9 Mumber of Scans 3072
10 Receiver Gain 2580 C‘l [JH?‘I @
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.7
16 Mucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
1
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3,4-C12TyrCiwoNH:>
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Parameter Value
1 Title 0ct09-2020.60.fid
2 Comment 2 Grunwald GRU-242
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0 (@]
6 Pulse Sequence zg30
7 Bxperiment iD
8 Prgbe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O OC10H21
CyoHp50 o NH,
9 Number of Scans 64
10 Receiver Gain 128
: Ci12H250
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Oct09-2020.61.fid
2 Comment 2 Grunwald GRU-242
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 (@)
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D O OC10H21
8 Probe S mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 CioHy50 o NH-»
9 Mumber of Scans 3072
10 Receiver Gain 2580 C1oHo50
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 328047
15 Lowest Frequency -3872.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4-C14TyrCypoNH>

13 Spectrometer Frequency 500.16
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Parameter Value

1 Title 0ct09-2020.70.fid

2 Comment 2 Grunwald GRI-243

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 296.0

6 Pulse Sequence zg30

7 BExperiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 64 0

10 Receiver Gain 45

11 Relaxation Delay 2.0000 O

12 Pulse Width 11.2300

14 Spectral Width 10330.6
15 Lowest Frequency -2091.8
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Title Oct09-2020.71.fid O

2 Comment 2 Grunwald GRU-243

3 Origin Bruker BioSpin GmbH

4 Solient CDCI3 ’ o OC10H21

5 Temperature 296.0 C14H290 0 NH2

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H290

9 Number of Scans 3072

10 Receiver Gain 2890

11 Relaxation Delay 2.0000

12 Pulse Width 10.2000

13 Spectrometer Frequency 125.78

14 Spectral Width 32894.7

15 Lowest Frequency -3872.7

16 Nucleus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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3,4-C10TyrCi2NH:>
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Parameter Value
1 Title Sep25-2020.130.fid
2 Comment 2 Grunwald GRIU-234
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.8
6 Pulse Sequence zg30
7 Experiment 1D (@]
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
- OC1zH2s
9 Number of Scans 64
10 Receiver Gain 40 C1OH210 9] NH2
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
CqoH»10
13 Spectrometer Frequency 500.16 107821
14 Spectral Width 10330.6
15 Lowest Frequency -2091.3
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Title Sep25-2020.131.fid O

2 Comment 2 Grunwald GRU-234

3 Origin Bruker BioSpin GmbH O OC1')H75

4 Solvent CDCI3

M C1oH210 NH;

perature 206.8 O
6 Pulse Sequence Zgpg30
7 Experiment 1D
b C1oH210

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 3072

10 Receiver Gain 2580

11 Relaxation Delay 2.0000

12 Pulse Width 10.2000

13 Spectrometer Frequency 125.78

14 Spectral Width 32894.7

15 Lowest Frequency -3872.0

16 Nucleus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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3,4-C12TyrCi2NH:>

C—OOWY OWW OO N—OmD 0w NN OO DD OO TOONDTN=DN 0000 OUOH O TO— 000000 M0 ko
DO~ D0W0 NN——O® —_——— 00 o O —— OMmOO0O0DOOOOOOO0ODDOOOOVWLULWNISTTTTOOOCOOOO0DOCNNN NN @ w0 o
L L S Ny - e < = = OO mNNANN - e e T T — coco
A NN L1 1 il B i s FArSnAninirananaararary - iy
———m . —
Parameter Value
1 Title Sep25-2020.140.fid O
2 Comment 2 Grunwald GRIU-235
3 Origin Bruker BioSpin GmbH O OC12H25
4 Solvent CDCl3
5 Temperature 296.8 C12H250 (@] NH2
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C12H25O
9 Number of Scans 64
10 Receiver Gain 40
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2091.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Sep25-2020.141.fid
2 Comment 2 Grunwald GRU-235
3 Origin Bruker BioSpin GmbH (@)
4 Solvent CDCI3
5 Temperature 296.8 (0]
6 Pulse Sequence Zgpg30
7 Experiment 1D C12H25O 0 NHQ
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Number of Scans 3072 C1 2H25O
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.2
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4-C14TyrCe2NH>

Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L O T

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

0ct01-2020.30.fid

2 Grunwald GRUZ238

Bruker BioSpin GmbH

CDCl3

296.0

zg30

iD

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

32

101
2.0000
11.2300

13 Spectrometer Frequency 500.16

937 1

14 Spectral Width 10330.6
15 Lowest Frequency -2092.2
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
|
u I
T A
o — [ap e e
Qe oo
— NN O
T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 55

1]
T M
g
[s2 )]
=
T
3.0



3,4-C14TyrC12NH2

179

5] [Ts] [ g =T =T [=] o = = I Mmoo w @H@E- QOOoOlWn=momel— 0N @de--—
= < eh il o 2 dox —¢ 238 3 SHERARRRRRLLLRRRIAZELERS
[N LAY || | | T e ———————
Parameter Value
1 Title Oct01-2020.31.fid
2 Comment 2 Grunwald GRU238
3 Origin Bruker BioSpin GmbH 0
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D C1 4H290 N H2
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Mumber of Scans 3072 CMH?S‘O
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
, |
\ I | ] | | [
N J J
T T T T T T T T T T T T T T T T T T T T T T T T T T T T

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10



3,4-C10TyrC14NH2

180

3,4-C10TyrCuNH:
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Parameter Value
1 Title Sep02-2020.20.fid
2 Comment 2 Grunwald GRUZ228
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Number of Scans 32
10 Receiver Gain 128
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.0
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Sep02-2020.21.fid
2 Comment 2 Grunwald GRU228
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
@]
9 Number of Scans 2048
10 Receiver Gain 2580 OCMHQQ
11 Relaxau.on Delay 2.0000 C10H21O NH2
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
P C10H210
15 Lowest Frequency -3873.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4-C12TyrCusNH>
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Parameter Value
1 Title Sep02-2020.30.fid
2 Comment 2 Grunwald GRUZ229
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 (o)
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
OC14H29
9 Number of Scans 32 C12H250 ') NH2
10 Receiver Gain a0
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 C12H250
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.0
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Sep02-2020.31.fid
2 Comment 2 Grunwald GRU229
3 Origin Bruker BioSpin GmbH O
4 Solvent CDCI3
5 Temperature 296.0 OC14H29
6 Pulse .Sequence Zgpg30 C1 2H250 N H2
7 Experiment iD O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
C12H250
9 Number of Scans 2048
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4-C14TyrCuNH>
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Parameter Value
1 Title Sep02-2020.40.fid
2 Comment 2 Grunwald GRUZ230
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 O
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
o OC14H29
9 Number of Scans 32 C14H290 NH2
10 Receiver Gain 101 O
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 C14H290
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Sep02-2020.41.fid
2 Comment 2 Grunwald GRU230
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0 @]
6 Pulse Sequence Zgpg30
7 Experiment 1D (@] OCMH79
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H290 NH2
@]
9 Mumber of Scans 2048
10 Recewe.r Gain 2580 CMH;QO
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.0
16 Mucleus 13C
17 Acquired Size 32768
18 Spectral Size 65530
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3,5-C10TyrCioNH:>
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Parameter Value
1 Title MNov06-2020.60.fid
2 Comment 2 Grunwald GRIJ-258
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 295.9
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 64
10 Receiver Gain 114
11 Relaxation Delay 2.0000 OC1UH21
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Nov06-2020.61.fid
2 Comment 2 Grunwald GRU-259
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 O
6 Pulse Sequence Zgpg30
7 Experiment iD O OC10H71
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C10H21O O NH2
9 Number of Scans 3072
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000 OC1oHz1
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
1
. |
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10



3,5-C12TyrC10NH2 188
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Parameter Value
1 Title MNovl3-2020.40.fid
2 Comment 2 Grunwald GRU-262
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 @)
7 BExperiment 1D
8 Probe S mm PABBO BE-1H/ D Z-GRD 2800701/ 0072 0] OC1pH24
CqoH250 NH>
9 Number of Scans 32 (o]
10 Receiver Gain 161
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16 OC12H25
14 Spectral Width 10330.6
15 Lowest Frequency -2092.2
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Nov13-2020.41.fid
2 Comment 2 Grunwald GRU-262
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 o)
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D O OC10H71
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C1pHy50 NH,
O
9 Number of Scans 2048
10 Receiver Gain 2580
11 Relaxation Dela 2.0000
o e OC12H25
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3873.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title MNovl3-2020.50.fid
2 Comment 2 Grunwald GRI-263
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 le)
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

o] OCqgH24

9 Number of Scans 32 C14H290 NH2
10 Receiver Gain 101 O
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16 OC14H29
14 Spectral Width 10330.6
15 Lowest Frequency -2092.2
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title MNov13-2020.51.fid
2 Comment 2 Grunwald GRU-263
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zgpg30 (@)
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O OC10H21
9 Number of Scans 2048 C14H290 0 NH>
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78 OCq4H9g
14 Spectral Width 32894.7
15 Lowest Frequency -3873.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title 0ct29-2020.50.fid

2 Comment 2 Grunwald GRU253

3 Origin Bruker BioSpin GmbH

4 Solvent cDel3 @]

5 Temperature 296.0

6 Pulse Sequence zg30

7 Exper\mjnt 15[’] o OC12H25

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C‘]UHZ‘]O O NHZ

9 Number of Scans 32

10 Receiver Gain 101

11 Relaxation Delay 2.0000 OCqgH>4

12 Pulse Width 11.2300

13 Spectrometer Frequency 500.16

14 Spectral Width 10330.6

15 Lowest Frequency -2092.1

16 Nucleus 1H

17 Acquired Size 16384

18 Spectral Size 65536
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Parameter Value
1 Title Oct29-2020.51.fid
2 Comment 2 Grunwald GRU253
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D @] OC12H25
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C10H21O O NH2
9 Number of Scans 2048
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000 OC1oH21
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title MNov06-2020.40.fid
2 Comment 2 Grunwald GRIU-256
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Number of Scans 64 o OC12H25
10 Receiver Gain 128 C.] 2H25O NH2
11 Relaxation Delay 2.0000 o
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1 OCWZH25
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Nov06-2020.41.fid
2 Comment 2 Grunwald GRU-256
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 o
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D o) OC12H25
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
C1oHp50 0 NH>
9 Number of Scans 3072
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000 OC12H2s
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Nov06-2020.50.fid
2 Comment 2 Grunwald GRU-258
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence 2930 O
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O OC12H25
9 Number of Scans 64 C14H290 (@) NH2
10 Receiver Gain 161
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16 OC14H29
14 Spectral Width 10330.6
15 Lowest Frequency -2092.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Nov06-2020.51.fid
2 Comment 2 Grunwald GRU-258
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 @]
6 Pulse Sequence Zgpg30
7 Experiment 1D O OC12H25
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C-MH')QO NH)
@]
9 Number of Scans 3072
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000 OC14H29
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title 0Oct16-2020.280.fid O
2 Comment 2 Grunwald GRU248
3 Origin Bruker BioSpin GmbH
4 Solvent cnci3 o OC14Hag
5 Temperature 296.0 C10H21C) NH2
6 Pulse Sequence zg30 o
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
QOCyoH
9 Number of Scans 64 1021
10 Receiver Gain 128
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Oct16-2020.281.fid
2 Comment 2 Grunwald GRU248 (o)
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 o OC14H29
6 Pulse Sequence zgpg30 C1[]H;1O NHQ
7 Experiment 1D o
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Mumber of Scans 4096 OC,] UH?1
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,5-C12TyrCusNH:>
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Parameter Value
1 Title 0ct16-2020.290.fid
2 Comment 2 Grunwald GRU249
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 (0]
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O ()(_"14H29
9 Number of Scans 64 CWZHZSO () NH2
10 Receiver Gain 144
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16 OC12H25
14 Spectral Width 10330.6
15 Lowest Frequency -2092.7
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Oct16-2020.291.fid
2 Comment 2 Grunwald GRU249
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
@]
9 Mumber of Scans 4096
10 Receiver Gain 2580 @] OC14Hag
11 Relaxation Delay 2.0000 C—]pH;I)O NHp
12 Pulse Width 10.2000 - O
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.3
16 Nucleus 13C OC‘]?H'}'fJ
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title 0ct29-2020.40.fid
2 Comment 2 Grunwald GRU252
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment iD O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
o] OCq4H2g
9 Numb f S 32
10 R:rcnei:ErrUGa\rll:ans 114 CW4H290 O NH2
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6 OC14"'2‘.5\
15 Lowest Frequency -2092.3
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title 0ct29-2020.41.fid
2 Comment 2 Grunwald GRU252
3 Origin Bruker BioSpin GmbH
4 Solvent i3 O
5 Temperature 296.0
6 Pulse Sequence zgpg30 @] OCMH79
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H200 o) NH>
9 Number of Scans 2048
10 Receiver Gain 2580
11 Relaxation Delay 2.0000 OC1 4 H?S‘
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 328947
15 Lowest Frequency -3872.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C10TyrCi,oNH>
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Parameter Value
1 Title Aug28-2020.30.fid
2 Comment 2 Grunwald GRU-222
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D (@]
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O OC1gH24
9 Number of Scans 64
10 Receiver Gain 81 C10H21O (@] NH2
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 C1[)H71O
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6 OC1OH21
15 Lowest Frequency -2091.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Aug28-2020.31.fid
2 Comment 2 Grunwald GRU-222
3 Origin Bruker BioSpin GmbH (@)
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence Zgpg30 O OC10H21
7 Experiment iD C10H2‘|O NHQ
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Mumber of Scans 4096 C10H710
10 Receiver Gain 2580 OC 1gH24
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.8
16 Mucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C1oTyrCioNH>
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Parameter Value
1 Title Aug28-2020.40.fid
2 Comment 2 Grunwald GRIU-223
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 0
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D O OC1DH?1
8 Prabe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C12H550 NH>
o]
9 Number of Scans 64
10 Receiver Gain a0 C—]pH;E)O
11 Relaxation Delay 2.0000
. OC12H2s
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.0
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
|
|
I
| |
i
||I' hy [
P 7 i) ™7 g
OO o [} < ™ —
oMo o= o a o ai
o — (ol (s) o o o -
T T T T T T T T T T T T T T T T T T T T T T T
3.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5 1.0 0.5 0.0




3,4,5-C12TyrC10NH2

207

= %) o @ ol =] o= ] 10 04 O DUARRRO ==~ OONUNITITOONN— OO0 N0 —

P w w = = o (o) [ ] o [ BTy WO——— O OO KOO OO OO O 0 W 0L =T

| (I | (. | AN = e e

Parameter Value
1 Title Aug28-2020.41.fid
2 Comment 2 Grunwald GRU-223
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe S mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O OC1oH21
C1oH250 o NH»
9 Number of Scans 4096
10 Receiver Gain 2580
11 Relaxation Delay 2.0000 C‘]?H?E)O
12 Pulse Width 10.2000
OC12H2s
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C14TyrCioNH>
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Parameter Value
1 Title Aug28-2020.50.fid
2 Comment 2 Grunwald GRU-224
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zg30 O
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 0 OC10H21
9 Number of Scans 64 C14H290 O NH2
10 Receiver Gain a0
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 C14H290
13 Spectrometer Frequency 500.16 OCq4H2g
14 Spectral Width 10330.6
15 Lowest Frequency -2092.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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3,4,5-C14TyrC10NH2
[e:] o W [1a] [wr] o4 o — o4
(a2} o [ a5 [as] (a3} [y} [as s} uw [ssRTeRTe] w w WOWwMNDO LW DLW — =T
= %) o @ ol =] o= ] 0 o4 O @ K] @@ 0000 noy
P w w = = o (o) [ ] o [ap e BTy w o —— M OO O DD [ a3}
— — —_ — — = — — [Ty o] 1 = 0000 04 O 0N O OO 4oy
| [ [ | AN || et
Parameter Value
1 Title Aug28-2020.51.fid O
2 Comment 2 Grunwald GRU-224
3 Origin Bruker BioSpin GmbH @] OC10H21
4 Solvent CDCI3
M C14H290 NH;
perature 296.0 (@)
6 Pulse Sequence Zgpg30
7 Experiment 1D
b C14H290
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
OC14H29
9 Number of Scans 4096
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C10TyrCi2NH>
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Parameter Value
1 Title Aug21-2020.20.fid
2 Comment 02 Grunwald GRU-216
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 o)
5 Temperature 298.0
6 Pulse Sequence Za (0] OC12H25
7 BExperiment 1D
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 C10H21O O NHQ
9 Number of Scans 32 C'IUH?‘IO
10 Receiver Gain i
11 Relaxation Delay 2.0000 OC10Ho21
12 Pulse Width 8.1500
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1976.8
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Aug21-2020.21.1.1r
2 Comment 02 Grunwald GRU-216 @]
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 298.0 Q OC12H25
6 Pulse Sequence zgpg30 C‘IOHZ‘]O 0 NH2
7 Experiment 1D
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 CinHA:O
100121
9 Mumber of Scans 1024 OC—] OH21
10 Receiver Gain 183
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2771.0
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
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3,4,5-C1oTyrCioNH>
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Parameter Value
1 Title Aug21-2020.30.fid O
2 Comment 02 Grunwald GRU-217
3 Origin Bruker BioSpin GmbH o] OC12H25
4 Solvent CDCI3 C12H250 NH2
5 Temperature 298.0 O
6 Pulse Sequence zq
7 Bxperiment 1D C12H25O
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007
OC12Hzs5
9 Number of Scans 32
10 Receiver Gain 6
11 Relaxation Delay 2.0000
12 Pulse Width 8.1500
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1975.9
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Aug21-2020.31.1.1r O

2 Comment 02 Grunwald GRU-217

3 Origin Bruker BioSpin GmbH 0O OC12H25

4 Solvent CDCI3

5 Temperature 208.0 C12H250 0 NH>

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe S mm CPQCI 1H-31F/ 13¢/ 15N/ D Z-GRD Z114851/ 0007 C12H250

OC12Hzs

9 Number of Scans 1024

10 Receiver Gain 183

11 Relaxation Delay 2.0000

12 Pulse Width 12.0000

13 Spectrometer Frequency 176.11

14 Spectral Width 40760.9

15 Lowest Frequency -2771.2

16 Nucleus 13C

17 Acquired Size 32678

18 Spectral Size 131072
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Parameter Value
1 Title Aug21-2020.40.fid
2 Comment 02 Grunwald GRU-218
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence zq O
7 BExperiment 1D
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 O OC12H25
9 Number of Scans 32 C14H790 @] NH?
10 Receiver Gain 4
11 Relaxation Dela 2.0000
12 Pulse Width ! 8.1500 C14H290
13 Spectrometer Frequency 700.36 OC14H2g
14 Spectral Width 10504.2
15 Lowest Frequency -1975.9
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
[
I |
| L
T Eany T T
oOM~; o M~ o0 < w0
oo Qo ™~ N @
o = ™0 o o o
T T T T T T T T T T T T T T T T T T T T T T T T T
75 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5 0.0



3,4,5-C14TyrC12NH2

215

g 8 82 % 3 8 8= 8 G o e S S T e PR
— — - — — — = — — e e e e N e s B e I L L Y e e ol L Y o ol S o I ol o o o
I I | N | AN T e e —
Parameter Value 0
1 Title Aug21-2020.41.1.1r
2 Co.m.ment 02 Grunu.'\rald.GRU-le e} OC12H25
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 CMH')QO NHQ
5 Temperature 298.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D C14H290
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 OC‘MH')E}
9 Number of Scans 1024
10 Receiver Gain 183
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2771.1
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
|
|
|
|
|
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0



3,4,5-C10TyrC14NH2

216

3,4,5-C10TyrCuNH>
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Parameter Value
1 Title Augi3-2020.130.fid
2 Comment 02 Grunwald GRU212
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0
6 Pulse Sequence zg
7 BExperiment 1D 0
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007
9 Number of Scans 32 O OC14H29
10 Receiver Gain 4 C‘IUH?WO NH;
11 Relaxation Delay 2.0000 o
12 Pulse Width 8.1500
13 Spectrometer Frequency 700.36 C‘] 0H21 (@]
14 Spectral Width 10504.2 OC-]DH;I-]
15 Lowest Frequency -1975.4
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Aug03-2020.131.1.1r O
2 Comment 02 Grunwald GRU212
3 Origin Bruker BioSpin GmbH o) OC14H29
4 Solvent CDCI3 C10H;1O NH,)
5 Temperature 298.0 @]
6 Pulse Sequence Zgpg30
7 Experiment 1D C10H21O
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007
OC1oHa1
9 Number of Scans 2048
10 Receiver Gain 183
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2771.1
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
1 |
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3,4,5-C12TyrC14NH2
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3,4,5-C1oTyrCuaNH>
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Parameter Value
1 Title Augi3-2020.140.fid
2 Comment 02 Grunwald GRUZ213
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 298.0 O
6 Pulse Sequence zg
7 BExperiment 1D O OC14H29
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 C1 ?H?{;O NH)
O
9 Number of Scans 32
10 Recewe.r Gain 4 CWZH25O
11 Relaxation Delay 2.0000
12 Pulse Width 8.1500 OCT ?H7f3
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1976.0
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value (@)
1 Title Aug03-2020.141.1.1r
2 Comment 02 Grunwald GRU213 o] OC14H»g
3 Origin Bruker BioSpin GmbH C1 2H25O NH2
4 Solvent cocl3 O
5 Temperature 298.0
6 Pulse Sequence Zgpg30 C12H25O
7 Experiment 1D
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 OC12H25
9 Number of Scans 1540
10 Receiver Gain 183
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2771.3
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
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3,4,5-C14TyrCuaNH>
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Parameter Value
1 Title Jul22-2020.20.fid
2 Comment 2 Grunwald GRU-187
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0 D
6 Pulse Sequence zg30
7 Bxperiment 1D 9] OC14H29
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
C14H290 o NH>
9 Number of Scans 32
10 Receiver Gain 101
: C14H290
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 OC14H2g
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
1
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Parameter Value
1 Title Jul22-2020.21.fid
2 Comment 2 Grunwald GRU-187
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D O OC14H2g
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H290 O NH2
9 Number of Scans 2048
10 Receiver Gain 2580 C14H290
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000 OC1aH29
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
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BzTyrCyCl
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FParameter

Title

Comment
Qrigin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L Y A

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Dec01-2020.30.fid

2 Grunwald GRU-269

Bruker BioSpin GmbH

CDCI3

296.0

2030

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

64

114
2.0000
11.2300

13 Spectrometer Frequency 500.16

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

10330.6
-2093.0
1H
16384
63536

095 J——-

307 1
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Parameter Value

1 Title Dec01-2020.31.fid

2 Comment 2 Grunwald GRU-269

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 296.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O

9 Mumber of Scans 1065

10 Receiver Gain 2580 o @ OC1OH21

11 Relaxation Delay 2.0000 HN /

12 Pulse Width 10.2000 O >\— N Cle

13 Spectrometer Frequency 125.78 —N \

14 Spectral Width 32894.7 \

15 Lowest Frequency -3870.8

16 Mucleus 13C

17 Acquired Size 32768

18 Spectral Size 65536
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BzTyrC..Cl
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Parameter Value

1 Title Dec01-2020.40.fid

2 Comment 2 Grunwald GRU-270

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

6 Pulse Sequence zg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

64

144
2.0000
11.2300

13 Spectrometer Frequency 500.16

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

10330.6
-2092.9
1H
16384
63536
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BzTyrC12Cl
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Parameter Value
1 Title Dec01-2020.41.fid
2 Comment 2 Grunwald GRU-270
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Mumber of Scans 1122 @] OC12H25
10 Receiver Gain 2580 HN @ /
11 Relaxation Delay 2.0000 N S
12 Pulse Width 10.2000 >_ N ¢
13 Spectrometer Frequency 125.78 —N \
14 Spectral Width 32894.7 \
15 Lowest Frequency -3871.6
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
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BzTyrC14Cl

BzTyrCu4ClI
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Parameter Value

1 Title Dec01-2020.50.fid

2 Comment 2 Grunwald GRU-271

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

6 Pulse Sequence zg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

64

128
2.0000
11.2300

13 Spectrometer Frequency 500.16

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

10330.6
-2092.9
1H
16384
63536

093 J—

o
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1860
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Parameter Value
1 Title Dec01-2020.51.fid
2 Comment 2 Grunwald GRU-271
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D 0
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Mumber of Scans 2090 O @ OC14H29
10 Receiver Gain 2580 HN /
11 Relaxation Delay 2.0000 o >\_N C|®
12 Pulse Width 10.2000 —N \
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.1
16 Mucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
I
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4-C10TyrC10ClI
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4-C10TyrCioCl
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Parameter Value
1 Title Dec03-2020.90.fid
2 Comment 2 Turkanovic TURO23
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30 Q
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072 O @ OC1DH21
9 Number of Scans 32 0 HN \ / @
10 Receiver Gain 101 >— N\ Cl
11 Relaxation Delay 2.0000 —_
12 Pulse Width 11.2300 C10H210 N\
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.9
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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4-C10TyrC10ClI
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9

Number of Scans

10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency

14 Spectral Width

15 Lowest Frequency

16 Mudeus
17 Acquired Size
18 Spectral Size

4 BEH z Bag 5
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Parameter Value

1 Tite Dec03-2020.91.fid

2 Comment 2 Turkanovic TURDZ23

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

2048
2580
2.0000
10,2000
125.78
32894.7
-3870.9
13C
32758
65538

—114.30
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4-CoTyrCyoCl
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Parameter Value
1 Title Mov30-2020.70.fid
2 Comment 2 Turkanovic TURO26
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment D 0
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072
o OCoH>1
9 Number of Scans 32 HN@
10 Receiver Gain 151 0o v e
11 Relaxation Delay 2.0000 >_ N\ Cl
12 Pulse Width 11,2300 —N
13 Spectrometer Frequency 500.16 C12H250
14 Spectral Width 10330.6
15 Lowest Frequency -2086.6
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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4-C12TyrC10Cl
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Parameter Value

1 Tite MNov30-2020.71.fid

2 Comment 2 Turkanovic TURD26

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans

10 Receiver Gain

11 Relaxation Delay

12 Pulse Width

13 Spectrometer Frequency
14 Spectral Width

15 Lowest Frequency

16 Mudeus

17 Acquired Size

18 Spectral Size

2048
2580
2.0000
10,2000
125.78
32894.7
-3872.1
13C
32758
65538
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4-C14TyrCyoCl
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Parameter Value
1 Title Mov30-2020.80.fid
2 Comment 2 Turkanovic TURO27
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072
9 Number of Scans 32 O OC10H21
10 Receiver Gain 256 HN (&)
11 Relaxation Delay 2,0000 (®) A / &)
12 Pulse Width 11,2300 >_ N\ Cl
13 Spectrometer Frequency 500.16 - N
14 Spectral Width 10330.6 C1 4H290 N
15 Lowest Frequency -2088.9
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Tite Nov30-2020.81.fid

2 Comment 2 Turkanovic TURDZ27

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

—114.30

— 6334
— 0653

—HIES

9 Number of Scans 2048 y
A remationodey 200 © >N
¥ 2.0000 \
12 Pulse Width 10,2000 C1 4H290 - N\
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3872.8
16 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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4-C10TyrCCl
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Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

[ R T I R S
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Value

Mov25-2020.40.fid

2 Turkanovic TUR-18

Bruker BioSpin GmbH

CDCI3

296.0

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072

o e ey e R v a T e Ty R R ) S
oD T RN OO NNRO0E S
1—1—1—‘—%‘—‘—‘—‘—‘—‘—‘—1—‘—000 bc

o] OCoH35
N4 5]

9 Number of Scans 64
10 Receiver Gain 181 0 >_ N ¢l
11 Relaxation Delay 2.0000 _ hY
12 Pulse Width 11,2300 CyoH210O \
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2085.8
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Tite MNov25-2020.41.fid
2 Comment 2 Turkanovic TUR-18
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
& Pulse Sequence zgpg3d O
7 Experiment D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O ® OCq7H35
9 Number of Scans 3072 0 HN ' / (]
10 Receiver Gain 2580 >~ N ¢l
11 Relaxation Delay 2.0000 —N M
12 Pulse Width 10,2000 C1oH210 ,,
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3872.0
16 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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4-CoTyrCCl
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Parameter Value
1 Title Mov25-2020.50.fid
2 Comment 2 Turkanovic TUR-19
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0 O
6 Pulse Sequence zg30
7 Experiment 1D
) o] OC12H35
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072 @
o AN » o S
9 Mumber of Scans 64 >—N Cl
10 Receiver Gain 256 —N A
11 Relaxation Delay 2.0000 C12H250 5,
12 Pulse Width 11,2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2088.9 |
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Tite MNov25-2020.51.fid

2 Comment 2 Turkanovic TUR-19

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 3072

10 Receiver Gain 2530

11 Relaxation Delay 2.0000

12 Pulse Width 10,2000

13 Spectrometer Frequency 125.73

14 Spectral Width 32894.7

15 Lowest Frequency -3872.8

16 Mudeus 13C

17 Acquired Size 32768

18 Spectral Size 65536

12144

—114.30

el bl et g el ol R
BE B2 ARFGAAASAAREE YRS
I||I | _‘_ﬁ_ﬂwﬁﬁ_jil
(o]
0] OCHy5
HN®
0 \ S
>—N\ cl
—N
C12H250 \

180 170 160 150 140 130 120

70 60 50 40 30 20 10 0



4-C14TyrC12Cl

238

4-C14TyrCCl
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Parameter Value
1 Title Mov26-2020.30.fid
2 Comment 02 Turkanovic TURD22
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 298.0
6 Pulse Sequence g o)
7 Experiment 1D
38 Probe 5mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD 2114351/ 0007 O 0012H25
9 Mumber of Scans 16 HN® /
10 Receiver Gain 9 O >“_ N C'e
11 Relaxation Delay 2.0000 o \
12 Pulse Width 8.1500 Cq4H590 N\
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1965.7
16 Mudeus H
17 Acquired Size 32788
18 Spectral Size 65536
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9

Number of Scans

10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency 176.11
14 Spectral Width

15 Lowest Frequency

16 Mudeus
17 Acquired Size
18 Spectral Size

8 SBAE @ 8% B2 o

£ EZ& g BEE  8E E
A IRy hY |
Parameter Value

1 Tite MNov26-2020.31.1.1r

2 Comment 02 Turkanovic TURDZ22

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 298.0

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm CPQCI 1H-31Pf 13C/ 15M/ D Z-GRD 7114851/ 0007

2048
183
2.0000
12,0000

40750.9
-2770.4
13C
32678
131072
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4-C10TyrCuCl
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Parameter Value
1 Title Mov23-2020.40.fid
2 Comment 02 Turkanovic TURD11
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 298.0
6 Pulse Sequence g o)
7 Experiment 1D
38 Probe 5mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD 2114351/ 0007
0] OCq4H29
9 Mumber of Scans 16 HN@> /
10 Receiver Gain 9 O >‘_ N Cle
11 Relaxation Delay 2.0000 o N\
ulse Wi .
12 Pulse Width 8.1500 C1oH210 N
13 Spectrometer Frequency 700.36
14 Spectral Width 10504.2
15 Lowest Frequency -1965.5
16 Mudeus H
17 Acquired Size 32788
18 Spectral Size 65536
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9

Number of Scans

10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency 176.11
14 Spectral Width

15 Lowest Frequency

16 Mudeus
17 Acquired Size
18 Spectral Size

2048
183
2.0000
12,0000

40750.9
-2770.4
13C
32678
131072

8 SES @ a8 52 9

£ B2E g BEE  8E 2
R ' IRy 14 I
Parameter Value

1 Tite MNov23-2020.41.1.1r

2 Comment 02 Turkanovic TURD11

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 298.0

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm CPQCI 1H-31Pf 13C/ 15M/ D Z-GRD 7114851/ 0007

——B3.35
—BG 52
—H161
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4-CoTyrCuCl

10.21
10.20

<

Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

[ R T I R S
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Value

Mov23-2020.50.fid

2 Turkanovic Tur-014

Bruker BioSpin GmbH

CDCI3

296.0

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD 2800701/ 0072

L as
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9 Number of Scans 64 A\ N"f S
10 Receiver Gain 181 >_ N Cl
11 Relaxah.on Delay 2.0000 C12H250 \
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2087.1
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Tite MNov23-2020.51.fid

2 Comment 2 Turkanovic Tur-014

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0 O

& Pulse Sequence zgpg3d

7 Experiment D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

3072
2580
2.0000
10,2000

13 Spectrometer Frequency 125.73
14 Spectral Width

15 Lowest Frequency
16 Mudeus

17 Acquired Size

18 Spectral Size

32894.7
-3872.4
13C
32758
65538
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4-C14TyrCusCl
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Parameter Value
1 Title Mov23-2020.60.fid
2 Comment 2 Turkanovic Tur-015
3 Origin Bruker BioSpin GmbH
4 Solvent CcDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D O
38 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701f 0072
9 Number of Scans 64 o 001 4H29
10 Receiver Gain 181 HN /
11 Relaxation Delay 2.0000 o) >‘_ N Cle
12 Pulse Width 11,2300 N\,
13 Spectrometer Frequency 500.16 01 4H290 - N\
14 Spectral Width 10330.6
15 Lowest Frequency -2087.8
16 Mudeus H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Mov23-2020.61.fid
2 Comment 2 Turkanovic Tur-015
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
& Pulse Sequence zgpg3d O
7 Experiment D
2 Probe 5 mm PABBO BB-1H/ D Z-GRD Z300701/ 0072
/ ! 0 OC14Hag

9 Number of Scans 3072 HN ® / ©
10 Receiver Gain 2580 O >\— N Cl
11 Relaxation Delay 2.0000 —N AN
12 Pulse Width 10,2000 C1 -'-IHEQO 5
13 Spectrometer Frequency 125.73
14 Spectral Width 32894.7
15 Lowest Frequency -3872.4
16 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4-C10Ter1OC|
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Parameter Value
1 Title 0ct23-2020.30.fid
2 Comment 2 Grunwald GRUZ244
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 o ® OC1gH>1
C1oH210 HN '™/
9 Number of Scans 64 o >\— N Cle
10 Receiver Gain 45 —N AY
11 Relaxation Delay 2.0000 C10H21O \
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2093.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Oct23-2020.31.fid
2 Comment 2 Grunwald GRU244
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0 o
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 o OC1gH21
C1oHo1O o HN\® /e
9 Mumber of Scans 2442 >_ N cl
10 Receiver Gain 2580 _ AN
11 Relaxation Delay 2.0000 CqoH210 N
AY
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.1
16 Mucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
b
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3,4-C12TyrCyoClI
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Parameter Value
1 Title 0ct23-2020.40.fid
2 Comment 2 Grunwald GRU245
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
@]
9 Number of Scans 64
e T 0 o Ot
12 Pulse Width 11.2300 C12H250 0 HN \ / (=)
13 Spectrometer Frequency 500.16 >_ N Cl
14 Spectral Width 10330.6 CarHorO —N A
15 Lowest Frequency -2092.7 120125 AY
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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3,4-C12TyrC10ClI
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Parameter Value
1 Title 0Oct23-2020.41.fid
2 Comment 2 Grunwald GRU245
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30 O
7 Experiment 1D
8 Prob 5 FABBO BB-1H/ D Z-GRD Z800701/ 0072
robe mm |/ / (@] @ OC10H21
9 Mumber of Scans 2048 C1 2H250 (@) HN N
10 Receiver Gain 2580 Cl
11 Relaxau.on Delay 2.0000 C1 pprJO —N
12 Pulse Width 10.2000 : \
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4-C14TyrCyoCl
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FParameter

Title

Comment
Qrigin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L Y A

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

0ct23-2020.50.fid

2 Grunwald GRU246

Bruker BioSpin GmbH

CDCI3

296.0

2030

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

64

64
2.0000
11.2300

13 Spectrometer Frequency 500.16

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

10330.6
-2092.9
1H
16384
63536
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13 Spectrometer Frequency 125.78

14 Spectral Width 32894.7
15 Lowest Frequency -3869.8
16 Nucleus 13C

17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Oct23-2020.51.fid
2 Comment 2 Grunwald GRU246
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 0]
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O ® OC1oH21
C14H200 NS /0 o
9 Number of Scans 2048 >—N Cl
10 Receiver Gain 2580 —N \
11 Relaxation Delay 2.0000 C14H290 \
12 Pulse Width 10.2000
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3,4-C10Ter12C|
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Parameter Value
1 Title Dec08-2020.350.fid
2 Comment 2 Grunwald GRU236
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Number of Scans 64 0
10 Receiver Gain 51
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 O OC12H2s
13 Spectrometer Frequency 500.16 CioH210 HN / o
14 Spectral Width 10330.6 0] N cl
15 Lowest Fraquency -2092.8 _ \
16 Nucleus 1H C10H21O N
17 Acquired Size 16384
18 Spectral Size 65536
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3,4-C10TyrC12Cl
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Parameter Value
1 Title Dec08-2020.351.fid
2 Comment 2 Grunwald GRU236
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Number of Scans 2048 O OC12H25
10 Receiver Gain 2580 CqgH»10O HN @ /
11 Relaxation Delay 2.0000 ) >\—N Cl®
12 Pulse Width 10.2000 _ \
13 Spectrometer Frequency 125.78 C1 0H21 O N
14 Spectral Width 32894.7 \
15 Lowest Frequency -3870.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4-C1oTyrC1ClI
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Parameter Value
1 Title Dec0§-2020.360.fid
2 Comment 2 Grunwald GRU237
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Number of Scans 64 0] WOC12H25
10 Receiver Gain 90 @
11 Relaxation Delay 2.0000 C12H250 o HN \ 7 )
12 Pulse Width 11.2300 )-N Cl
13 Spectrometer Frequency 500.16 — N \
14 Spectral Width 10330.6 C12H250 \
15 Lowest Frequency -2093.0
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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3,4-C12TyrC12Cl
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Parameter Value
1 Tite Decd&-2020.361.fid
2 Comment 2 Grunwald GRU237
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 300.0
& Pulse Sequence zgpg30
7 Experiment D o - OCy2H25
& Probe 5 mm PABBO BB-1H/ D Z-GRD Z&00701/ 0072 Cq3Ho50 o HMN = /
M, s
)N ¢
9 Mumber of Scans 2043 —N
10 Receiver Gain 2580 C‘1 ?H?ﬁo \
11 Relaxation Delay 2.0000
12 Pulse Width 10, 2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.2
156 Mudeus 13C
17 Acquired Size 32768
18 Spectral Size 65536
1
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3,4-C14TyrC1Cl
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Parameter Value
1 Title 0ct21-2020.70.fid
2 Comment 2 Grunwald GRU-239
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Number of Scans 128 0] OC12H25
10 Receive.r Gain 64 C‘|4H')go HN @ /
11 Relaxation Delay 2.0000 (@] N\ @
12 Pulse Width 11.2300 >_N\ Cl
13 Spectrometer Frequency 500.16 C14H290 _N\
14 Spectral Width 10330.6
15 Lowest Frequency -2093.0
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Oct21-2020.71.fid
2 Comment 2 Grunwald GRU-239
3 Origin Bruker BioSpin GmbH O OC12H25
4 Solvent cDCI3 @
5 Temperature 296.0 CMH')QO O HN \ / @
6 Pulse Sequence zgpg30 >_N Cl
7 Experiment 10 —N \
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H290 \
9 Number of Scans 3072
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3870.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4-C1oTyrCuCl
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Parameter Value
1 Title Sepl11-2020.60.fid
2 Comment 2 Grunwald GRUZ231
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
0O
9 Number of Scans 64
10 Receiver Gain 81
11 Relaxation Delay 2.0000 O OC14H29
12 Pulse Width 11.2300 C10H21O HN®
13 Spectrometer Frequency 500.16 o >“_ N @
14 Spectral Width 10330.6 Cl
15 Lowest Frequency -2093.3 C1OH21O _N\
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Sep11-2020.61.fid
2 Comment 2 Grunwald GRU231
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30 e
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
OC14H29
9 Mumber of Scans 4096 C10H21O HN® /
10 Receiver Gain 2580 o >\_ N Cl
11 Relaxation Delay 2.0000 —N AY
12 Pulse Width 10.2000 C1oH210 \
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3870.7
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4-C2TyrCuCl
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Parameter Value
1 Title Sep11-2020.70.fid
2 Comment 2 Grunwald GRU232
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Number of Scans 64 O
10 Receiver Gain 45
11 Relaxation Delay 2.0000 (o) OC14H29
12 Pulse Width 11.2300 @
13 Spectrometer Frequency 500.16 C‘I?H')fjo 0 HN \ / S
14 Spectral Width 10330.6 )—N cl
15 Lowest Frequency -2083.2 — \
16 Mucleus 1H Ci2H250 N\
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Sep11-2020.71.fid
2 Comment 2 Grunwald GRU232
3 Origin Bruker BioSpin GmbH 0
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zgpg30 o) OC14H29
7 Experiment 1D C_]?H,/.]{)O @ /
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O >\_N CI@
9 Mumber of Scans 4096 C1 2H25O \ |
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3870.2
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4-C14TyrCuCl
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Parameter Value
1 Title Sep11-2020.80.fid
2 Comment 2 Grunwald GRU233
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

64

a0
2.0000
11.2300

13 Spectrometer Frequency 500.16

2 8c 880 R8s naSamaana f DoRCoonnonnsSRaldaREd
T TTT OO0 MO N T OO C
SIS S PV EEEITN T N NS
0
o © OC14H2g
C14H290 HN
14H29 o N
)‘N\ cl
—N
C14H200

\

14 Spectral Width 10330.6
15 Lowest Frequency -2093.0
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Sep11-2020.81.fid
2 Comment 2 Grunwald GRU233
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30 9]
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
o) OC14H29
9 Number of Scans 4096 CMH')QO o HN / @
10 Receiver Gain 2580 >\— N Cl
11 Relaxation Delay 2.0000 N
- C14H200 —N
12 Pulse Width 10.2000 147129 \
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.4
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
I
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3,5-C10TyrCoClI
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Parameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L O T

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency 500.16 OC1 OH21

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

Value

Nov27-2020.70.fid

2 Grunwald GRIU-261

Bruker BioSpin GmbH

CDCl3

296.0

zg30

iD

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

i )
64 CqpH210 HN

128.0 1ori2 0] >\_N/ Cle
2.0000 —N \

11.2300 \

10330.6
-2092.9
1H
16384
65536
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Parameter Value
1 Title Nov27-2020.71.fid
2 Comment 2 Grunwald GRU-261
3 Origin Bruker BioSpin GmbH O
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30 O OC10H71
7 Experiment 1D C10H21O HN® /
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O \! N Cl®
—N \
9 Number of Scans 3072 \
10 Receiver Gain 2580.0
. OC1oH21
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,5-C12TyrCyoCl
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Parameter Value

1 Title MNov27-2020.80.fid

2 Comment 2 Grunwald GRIU-264

3 Origin Bruker BioSpin GmbH

4 Solvent CDCl3

5 Temperature 296.0

6 Pulse Sequence zg30

7 BExperiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 64 (@]

10 Receiver Gain 80.6

11 Relaxatl.nn Delay 2.0000 0 OC1DH,)1

12 Pulse Width 11.2300 @

13 Spectrometer Frequency 500.16 C12H25O fe) HN 5 / S)

14 Spectral Width 10330.6 >—N Cl

15 Lowest Frequency -2093.1 —N \

16 Nucleus 1H \

17 Acquired Size 16384 OC12H25

18 Spectral Size 65536
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3,5-C12TyrC10ClI
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Parameter Value
1 Title Nov27-2020.81.fid
2 Comment 2 Grunwald GRU-264
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0 o
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O OC1OH?1
C1oHps0 HN®
9 Mumber of Scans 3072 @ >\ N C|®
10 Receiver Gain 2580.0 \
11 Relaxation Delay 2.0000 _N\
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78 OC12H25
14 Spectral Width 32894.7
15 Lowest Frequency -3870.9
16 Mucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
1
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3,5-C14TyrCyoCl
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Parameter Value
1 Title Nov27-2020.90.fid
2 Comment 2 Grunwald GRU-265
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D lo)
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O OCqpH21
9 Number of Scans 64 @
10 Receiver Gain 114.0 C14H290 Om / e
11 Relaxation Delay 2.0000 >—N C|
12 Pulse Width 11.2300 —N \
13 Spectrometer Frequency 500.16 \
14 Spectral Width 10330.6 OC.MH./-,9
15 Lowest Frequency -2092.7
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Title Nov27-2020.91.fid

2 Comment 2 Grunwald GRU-265

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

3072
2580.0
2.0000
10.2000

13 Spectrometer Frequency 125.78

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

32894.7
-3871.9
13C
32768
65536

121.85

_-108.13
~107.11

—E8.41
—B6654

S eRRER s dnnnd2988RERY
P Py e L . R Bre R
OO I CI NN I NI IO — —
| Y
@] o OCqgH24
Cq4H>90 HN
147129 0O \ N/ o
>N ¢
—N \
\
OCq4Hyg




3,5-C10TyrC12Cl

270

3,5-C10TyrCCl

o w
g B8 888 338235555835 88398B00RRNETgRERRYEYITYTHERARNRENESRREEES:
== Pl b OO0 T T T OO OO OO NN - - - - T - T T T T T T T T T T T T T T T T T e T e - O0O0O0O0OC
v VON DEE—— S
Parameter Value
1 Title MNov23-2020.30.fid
2 Comment 2 Grunwald GRU255
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D (@]
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
o ® OC1zHzs
9 Number of Scans 64
10 Receiver Gain 128 C10H21O @] HN \ / (S
11 Relaxation Delay 2.0000 >_N Cl
12 Pulse Width 11.2300 —N
13 Spectrometer Frequency 500.16 \
14 Spectral Width 10330.6 OC‘IDH?‘I
15 Lowest Frequency -2092.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Nov23-2020.31.fid
2 Comment 2 Grunwald GRU255
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 o
5 Temperature 300.0
6 Pulse Sequence Zgpg30
7 Experiment 1D o) OC12H25
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 HN @
O \
Pty
9 Mumber of Scans 3072
10 Receiver Gain 2580 N\
11 Relaxation Delay 2.0000
OCqgH:
12 Pulse Width 10.2000 100121

13 Spectrometer Frequency 125.78

14 Spectral Width 32894.7
15 Lowest Frequency -3871.8
16 Nucleus 13C

17 Acquired Size 32768
18 Spectral Size 65536
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3,5-C12TyrC1.Cl
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Parameter Value
1 Title MNov23-2020.40.fid
2 Comment 2 Grunwald GRU257
3 Origin Bruker BioSpin GmbH
4 Solvent cDel3 (o]
5 Temperature 296.0
6 Pulse Sequence zg30 0 OC12H25
7 BExperiment 1D @
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C12H250 fe) HN \ / ]
>N ¢l
9 Number of Scans 64 —N \
10 Receiver Gain 7z \
11 Relaxation Delay 2.0000 OC1oH25
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2093.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Nov23-2020.41.fid
2 Comment 2 Grunwald GRU257
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 e
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D O OC12H25
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C12H25O HN @ /
0 YN ©
Cl
9 Mumber of Scans 3072 —N AY
10 Receiver Gain 2580 \
11 Relaxau.on Delay 2.0000 OC‘|;H')5
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3870.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
| |
1 ' i
J L
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
20 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0



3,5-C14TyrC12Cl 274

3,5-C14TyrCCl
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Parameter Value
1 Title Nov27-2020.60.fid
2 Comment 2 Grunwald GRIU-260
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O
9 Number of Scans 64
10 Receiver Gain i01.0
11 Relaxation Delay 2.0000 o OC12H2s
12 Pulse Width 11.2300 C14H290 HN ® /
13 Spectrometer Frequency 500.16 0] >\ N C|®
14 Spectral Width 10330.6 \
15 Lowest Frequency -2093.4 N\
16 Nucleus 1H
17 Acquired Size 16384 0014H29
18 Spectral Size 65536
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Parameter Value
1 Title Nov27-2020.61.fid
2 Comment 2 Grunwald GRU-260
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
@] OC19H25
9 Number of Scans 3072 C14H290 HN /
10 Receiver Gain 2580.0
11 Relaxation Delay 2.0000 —N \
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7 OC14H29
15 Lowest Frequency -3871.7
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,5-C10TyrCuClI
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Parameter Value
1 Title Dec0§-2020.370.fid
2 Comment 2 Grunwald GRU250
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O
9 Number of Scans 64
10 Receiver Gain a0 O OC1,1H79
11 Relaxation Delay 2.0000 @
12 Pulse Width 11.2300 C1gH210 0o HN \ / e
13 Spectrometer Frequency 500.16 >— N Cl
14 Spectral Width 10330.6 —N
15 Lowest Frequency -2092.6 \
16 Nucleus 1H O(:1 DH'M
17 Acquired Size 16384
18 Spectral Size 65536
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3,5-C10TyrC14Cl
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Parameter Value
1 Title Decl8-2020.371.fid 0O
2 Comment 2 Grunwald GRU250
3 Origin Bruker BioSpin GmbH
4 Solvent cnal3 O @ OC14H29
5 Temperature 296.0 C10H21O o HN / @
6 Pulse Sequence Zgpg30 >\_N Cl
7 Experiment 1D —N AY
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 \
OC1oH21
9 Number of Scans 2048
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,5-C12TyrCuCl
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Parameter Value

1 Title MNov12-2020.40.fid

2 Comment 2 Grunwald GRU251

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

6 Pulse Sequence zg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 0

9 Number of Scans 128

10 Receiver Gain 128 O @ OC1’1H79

11 Relaxation Delay 2.0000 Cq2H250 o HN NN o

12 Pulse Width 11.2300 >— N Cl

13 Spectrometer Frequency 500.16 —N \

14 Spectral Width 10330.6 \

15 Lowest Frequen -2093.0

16 Nucleus e 1H OC1 ?H%’

17 Acquired Size 16384

18 Spectral Size 65536
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Parameter Value
1 Title Nov12-2020.41.fid
2 Comment 2 Grunwald GRU251 o
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 o) OCMH?Q
6 Pulse Sequence Zgpg30 C12H25O HN @
7 Experiment 1D @] >\_N @
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 N CI
9 Number of Scans 2048 OC1-H \
10 Receiver Gain 2580 121125
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,5-C1aTyrCuCl
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Parameter Value
1 Title MNov12-2020.50.fid
2 Comment 2 Grunwald GRU254
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
o
9 Number of Scans 128
10 Receiver Gain 101
11 Relaxation Delay 2.0000 G @ OC14H29
12 Pulse Width 11.2300 C14H390 o HN \ / =)
13 Spectrometer Frequency 500.16 >— N Cl
14 Spectral Width 10330.6 —N \
15 Lowest Frequency -2092.6 \
16 Nucleus 1H OCMH;)Q
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
_ @]
1 Title MNov12-2020.51.fid
2 Comment 2 Grunwald GRU254
3 Origin Bruker BioSpin GmbH O OC14H29
4 Solvent CDCI3 C‘MH’)E)O HN @ /
5 Temperature 296.0 o] >\_N @
6 Pulse Sequence Zgpg30 —N \ Cl
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 A\
OC14H29
9 Number of Scans 2048
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C10TyrCuoCl
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Parameter Value
1 Title Aug27-2020.40.fid
2 Comment 2 Grunwald GRU225
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zg30 (@)
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O @ OC‘|0H:)‘|
9 MNumber of Scans 64 C10H21O o) HN A\ / S
10 Receiver Gain 101 >_N\ Cl
11 Relaxation Delay 2.0000 —N
12 Pulse Width 11.2300 CioH210 \
13 Spectrameter Frequency 500.16 OCqgH24
14 Spectral Width 10330.6
15 Lowest Frequency -2092.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Aug27-2020.41.fid
2 Comment 2 Grunwald GRU225
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 0O
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O OC'lUH?'l
C1oHo10 HN®
9 Number of Scans 4096 o >\_ N C|®
10 Receiver Gain 2580 _ \
11 Relaxation Delay 2.0000 C—][)H;—]O N
\
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78 OC1 DH21
14 Spectral Width 32894.7
15 Lowest Frequency -3871.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C12TyrCuoCl
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Parameter Value
1 Title Aug27-2020.50.fid
2 Comment 2 Grunwald GRU226
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Number of Scans 64
10 Receiver Gain 144 O @ OCIDH")I
11 Relaxation Delay 2.0000 C12H25O o HN \ / @
12 Pulse Width 11.2300 >—N cl
13 Spectrometer Frequency 500.16 —N \
14 Spectral Width 10330.6 C‘l?H?fJO \
15 Lowest Frequency -2092.7 OC12H25
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Title Aug27-2020.51.fid

2 Comment 2 Grunwald GRU226

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 296.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

4096
2580
2.0000
10.2000

13 Spectrometer Frequency 125.78

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

32894.7
-3872.0
13C
32768
65536

—7359

CqoH250 HN /

CqoHy50 —N
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3,4,5-C14TyrCuoCl
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Parameter Value
1 Title Aug27-2020.60.fid
2 Comment 2 Grunwald GRU227
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 'e) @ OC‘|DHQ‘|
9 Number of Scans 64 C14H290 o) HN\ / ®
10 Receiver Gain 101 >_ N\ Cl
11 Relaxation Delay 2.0000 —_
12 Pulse Width 11.2300 C14H290 N\
13 Spectrometer Frequency 500.16 OCMH’)Q
14 Spectral Width 10330.6
15 Lowest Frequency -2093.0
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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3,4,5-C14TyrC10ClI
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Parameter Value
1 Title Aug27-2020.61.fid 0
2 Comment 2 Grunwald GRU227
3 Origin Bruker BioSpin GmbH
4 Solvent cDCl3 OC‘I[]H?‘I
5 Temperature 296.0 C14H290 C)
6 Pulse Sequence Zgpg30 @] >\_ N @
7 Experiment 1D _ \ Cl
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H290 N
9 Number of Scans 4096 OCM H)g
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C10TyrCCl
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Parameter Value
1 Title Aug26-2020.20.fid
2 Comment 2 Grunwald GRIU-220
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 BExperiment 1D
8 Probe 5 mm PABBO BE-1H/ D Z-GRD Z800701/ 0072 (@] OCy5Ha5
C1oHp10 HN D
9 Number of Scans 64 0] >\_N @
10 Receiver Gain 64 CI
11 Relaxation Delay 2.0000 C1gH210 —N
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16 OC1OH21
14 Spectral Width 10330.6
15 Lowest Frequency -2092.9
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Aug26-2020.21.fid
2 Comment 2 Grunwald GRU-220
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 (@)
6 Pulse Sequence Zgpg30
7 Experiment 1D ®) 0OC+-H
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 @ 127125
C10H21O HN /
0 \ O
9 Number of Scans 3072 N Cl
10 Receiver Gain 2890 —N \
11 Relaxation Delay 2.0000 C1oH210 \
12 Pulse Width 10.2000 OCqgH>4
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3870.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C12TyrCCl
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Parameter Value
1 Title Aug26-2020.30.fid
2 Comment 2 Grunwald GRU-221
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Number of Scans 64 ] OC1oHos
10 Receiver Gain 128 612H25O HN /
11 Relaxation Delay 2.0000 (0] >\_N (S
12 Pulse Width 11.2300 \ Cl
13 Spectrometer Frequency 500.16 C1 2H25O - N\
14 Spectral Width 10330.6
15 Lowest Frequency -20093.0 OC12H25
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Aug26-2020.31.fid O
2 Comment 2 Grunwald GRU-221
3 Origin Bruker BioSpin GmbH
4 Solvent coci3 O OC12H2s
5 Temperature 296.0 C1 2H25O HN @ /
6 Pulse Sequence Zgpg30 O \ @
7 Experiment 1D Cl
8 Probe S mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C1oH250 - N\
9 Number of Scans 3072 OC12H25
10 Receiver Gain 2300
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C14TyrCCl
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Parameter Value
1 Title Aug24-2020.170.fid
2 Comment 2 Grunwald GRU-219
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Number of Scans 64
10 Receiver Gain a1
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 Cq4H290
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.8 C14H290
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Aug24-2020.171.fid O
2 Comment 2 Grunwald GRU-219
3 Origin Bruker BioSpin GmbH
4 Solvent i3 o ® OC12H2s5
5 Temperature 296.0 C14H290 HN /
6 Pulse Sequence Zgpg30 o] >\ N C|®
7 Experiment 1D N \
8 Probe S mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H2g0 \
OCqyH
9 Number of Scans 3072 141729
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.3
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C10TyrCuCl
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Parameter Value
1 Title Aug24-2020.150.fid
2 Comment 2 Grunwald GRU-214
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3
5 Temperature 296.0
6 Pulse Sequence zg30 0
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072
o ® OCq4H29
9 Mumber of Scans 64 C10H21O HN /
10 Receiver Gain 40 o >\_N C|®
11 Relaxation Delay 2.0000 \
C1oH210 —N
12 Pulse Width 11.2300 10M21 \
13 Spectrometer Frequency 500.16 §
OCgHz1
14 Spectral Width 10330.6
15 Lowest Frequency -2003.1
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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3,4,5-C10TyrC14Cl
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Parameter Value
1 Title Aug24-2020.151.fid (@]
2 Comment 2 Grunwald GRU-214
3 Origin Bruker BioSpin GmbH
g s @] OCMHQQ
4 Solvent CDCI3 )
5 Temperature 296.0 C1OH21O o) HN \ @
6 Pulse Sequence Zgpg30 >—N Cl
7 Experiment 1D —N
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C1oH210 \
OC1oH24
9 Number of Scans 3072
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 328947
15 Lowest Frequency -3869.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C12TyrC14Cl
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3,4,5-C12TyrCuCl

—10.10
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780

Parameter Value
1 Title Aug24-2020.160.fid
2 Comment 2 Grunwald GRU-215
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3
5 Temperature 296.0
6 Pulse Sequence zg30 0
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
@] OCq4H29
9 Mumber of Scans 64 C12H25O HN® /
10 Receiver Gain 72 o N N C|®
11 Relaxation Delay 2.0000 —N AY
12 Pulse Width 11.2300 CqoHy50 \
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6 OC12Hs
15 Lowest Frequency -2082.4
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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3,4,5-C12TyrC14Cl
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Parameter Value
1 Title Aug24-2020.161.fid
2 Comment 2 Grunwald GRU-215 ©
3 Origin Bruker BioSpin GmbH
4 Solvent CDCl3 @] OC14H29
5 Temperature 296.0 C1 2H25O HN @
6 Pulse Sequence zgpg30 (@] Y =
7 Experiment 1D ) N Cl
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 _N
C12H250
9 Number of Scans 3072 OC1 7H75
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3870.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C14TyrC14Cl 298

3,4,5-C14TyrCuCl

1019
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Parameter Value
1 Title Jul30-2020.120.fid
2 Comment 2 Grunwald GRU211
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D 0
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Mumber of Scans 32 o ® OC14Hag
10 Receiver Gain 90 C14H75;O HN /
11 Relaxation Delay 2.0000 0] \ @

12 Pulse Width 11.2300 —N
13 Spectrometer Frequency 500.16 C14H290 \
14 Spectral Width 10330.6 OC14Hoc
15 Lowest Frequency -20093.0 147129
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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3,4,5-C14TyrC14Cl
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Parameter Value
1 Title Jul30-2020.121.fid
2 Comment 2 Grunwald GRU211 O
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 o) OC14H29
5 Temperature 296.0 @
6 Pulse Sequence zgpg30 C‘MH?QO 0 HN \ / e
7 Experiment 1D >—N Cl
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 —N \
C14H290 \
9 Number of Scans 3072 OCM H)g
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.7
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C14TyrC140Tf
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3,4,5-C14TyrCuOTH

Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

[ I N

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Apr29-2021.90.fid

02 Grunwald GRU295

Bruker BioSpin GmbH

CDcl3

298.0

9

1D

5 mm CPQCI 1H-31F/ 13C/ 15N/ D Z-GRD 7114851/ 0007

32

7.2
2.0000
8.1500

13 Spectrometer Frequency 700.36

14 Spectral Width

15 Lowest Frequency
16 Mucleus

17 Acquired Size

18 Spectral Size

10504.2
-1976.6
1H
32768
65536

@®
C44H590 HN
14H29 o N
C14H290 —N

OC14Ha9
/ ©
N
\ oTf
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3,4,5-C14TyrC140Tf
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Parameter Value
1 Title Apr29-2021.91.1.1r
2 Comment 02 Grunwald GRU295
3 Origin Bruker BioSpin GmbH ®)
4 Solvent CDCI3
5 Temperature 298.0
6 Pulse Sequence Zgpg30 O OC14H29
7 Experiment 1D C14H290 HN ® /
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 O N N
OoTf
N N
9 Number of Scans 2048 C14H790 \
10 Receiver Gain 182.5 OC14H-
11 Relaxation Delay 2.0000 147129
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2771.4
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
|
|
| if!
! | | 1 |
L gl miN |
L | Ll
¥ T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -1



3,4,5-C14TyrC140Tf 302

%

Parameter Value g
1 Title May10-2021.212.fid
2 Comment 02 Grunwald GRU-295
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 298.0
6 Pulse Sequence zgflgn
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F1H/ D Z-GRD 7108618/ 0806
9 Number of Scans 32 O
10 Receiver Gain 205.3
11 Relaxati.on Delay 1.0000 (@) OC14H29
12 Pulse Width 14.6500
13 Spectrometer Frequency 376.43 C14H290 o HN \ /
14 Spectral Width 89285.7 >*N\ OTf
15 Lowest Frequency -82289.9 N
16 Nucleus 19F CMH'}'QO N\
17 Acquired Size 65336 OCMH?Q
18 Spectral Size 131072
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3,4,5-C14TyrC14Br
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3,4,5-C1aTyrCuBr

55 SB828--o888583388885835S
Parameter Value
1 Title May10-2021.20.fid
2 Comment 2 Grunwald GRU-296
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3
5 Temperature 300.0
6 Pulse Sequence zg30
7 Experiment 1D O OC14H29
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
C'MH;gO O HN \ / @
9 Number of Scans 64 N Br
10 Receiver Gain 90.5 C H O —N \
11 Relaxation Delay 2.0000 147129 \
12 Pulse Width 11.2300 OC14H2g
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.8
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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3,4,5-C14TyrC14Br

304
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Parameter Value
1 Title May10-2021.21.fid
2 Comment 2 Grunwald GRU-296
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30 (@)
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
0 OC14H29
®
9 Number of Scans 3072 C1aH290 o HN \ / o
10 Receiver Gain 2580.0 N Br
11 Relaxation Delay 2.0000 _ A
- C14H200 N
12 Pulse Width 10.2000 140129 \
13 Spectromeifer Frequency 125.78 OC1 4 H;‘9
14 Spectral Width 32894.7
15 Lowest Frequency -3871.7
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
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3,4,5-C14TyrC14l
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3,4,5-C1aTyrCul

Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

[ I N

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency 500.16

14 Spectral Width

15 Lowest Frequency
16 Mucleus

17 Acquired Size

18 Spectral Size

Value

May10-2021.30.fid

2 Grunwald GRU-297

Bruker BioSpin GmbH

CDcl3

296.0

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072

64 C14H290 HN

2.0000
11.2300

C14H290 N
10330.6 OC14H)9

-2092.7

1H

16384

63336

114.0 o >\—N/ Ie
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3,4,5-C14TyrC14l

306

(=T R =] o [ l=] oo o Lo OO OOMMM- OO0 NNTITOMO T — 00—

= g2 BB ® 88 &4 = U3¢ 32872822822 R Q8L T

T T Y PASERACHAAL I LLL LGB BLLLLS

Parameter Value
1 Title May10-2021.31.fid
2 Comment 2 Grunwald GRU-297 O
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 @) (3C14H29
5 Temperature 296.0 @
6 Pulse Sequence zgpg30 C14H290 o) HN \ / )
7 Experiment iD >7N
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 _N \
C14H290 \
9 Number of Scans 3072 OCMH’)Q
10 Receiver Gain 2580.0
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.5
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C14TyrC14PF6
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3,4,5-C14TyrCu14PFs
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Parameter Value
1 Title May10-2021.40.fid
2 Comment 2 Grunwald GRU-298
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D o
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
O OC14H2g
9 Number of Scans 64 C14H290 HN @ /
10 Receiver Gain 114.0 (@] >\_N @
11 Relaxation Delay 2.0000 \ PFs
12 Pulse Width 11.2300 C14H290 N\
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6 OCMH?‘}
15 Lowest Frequency -2092.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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3,4,5-C14TyrC14PF6
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Parameter Value
1 Data File Name P/ Promotion/ Analytik/ NMR-Rohdaten, Grunwald_500/ Febd3-2022/ 1001/ fid
2 Tite Feb03-2022. 1001.fid
3 Comment 02 Grunwald GRLI238 Tieftemp 283K
4 Origin Bruker BioSpin GmbH
5 Solvent CDCI3
& Temperature 286.5
7 Pulse Sequence zg30 o
8 Experiment 1D e P Lx
9 Probe 5 mm PABBO BE-1H/ D Z-GRD 2800701/ 0072 0 | T T DC 4Huy
|
10 Number of Scans 32 C 4H£90\ /‘}{:"’/JI\DJ’\‘:'? H N“Qx ! =
11 Receiver Gain 80.6 | A /N PFg
12 Relaxation Delay 2.0000 CoaHacy N )
) 471259 kY
13 Pulse Width 11,2300
14 Acquisition Date 2022-02-03T13:32:33 QCq4Hze
15 Spectrometer Frequency 500,18
16 Spectral Width 10330.6
17 Lowest Frequency -2086.0
18 Nudleus H
19 Acquired Size 32768
20 Spectral Size 65538
|
I
e |
il : A
J
W T F (N Il arali
w = o
[ w oo — o) I~ - @
- m @ ;o™ o — T g o
o4 — o o O™ W — — M W@ O —
T T T T T T T T T T T T T T T T T T T T T T T
0 105 100 95 90 85 80 75 70 65 60 g? 50 45 40 35 30 25 20 15 0 05 00
ppm



3,4,5-C14TyrC14PF6
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Parameter

Data File Mame
Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

MO0 ) N s L R e

Value

P/ Promotion/ Analytik/ NMR-Rohdaten, Grunwald_500/ Febd3-2022/ 1002/ fid

Feb03-2022. 1002.fid

02 Grunwald GRII238 Tieftemp 273K

Bruker BioSpin GmbH

CDCI3

273.8

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

A ¢
10 Number of Scans 32 el N N’ =
11 Receiver Gain 80.6 | - S \ PFs
K e N Y
12 Relaxation Delay 2.0000 G- 4H?qo X
13 Pulse Width 11,2300
14 Acquisition Date 2022-02-03T13:44:23 GC14Hz
15 Spectrometer Frequency 500,18
16 Spectral Width 10330.6
17 Lowest Frequency -2086.0
18 Nudleus H
19 Acquired Size 32768
20 Spectral Size 65538
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3,4,5-C14TyrC14PF6
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Parameter

Data File Mame
Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

MO0 ) N s L R e

10 Mumber of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulze Width

14 Acquisition Date

15 Spectrometer Frequency

16 Spectral Width

17 Lowest Frequency
18 Nudleus

19 Acquired Size

20 Spectral Size
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Value

P/ Promotion, Analytik/ NMR-Rohdaten, Grunwald_500/ Febd3-2022/ 1003/ fid

Feb03-2022. 1003.fid

02 Grunwald GRII238 Tieftemp 263K

Bruker BioSpin GmbH

CDCI3

2713

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

32
80.6
2.0000
11,2300
2022-02-03T13:56:18
500,16
10330.6
-20868.0
1H
32758
65536

i
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3,4,5-C14TyrC14PF6

311
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Parameter Value
1 Data File Name P/ Promotion, Analytik/ NMR-Rohdaten, Grunwald_500/ Febd3-2022/ 1004/ fid
2 Tite Feb03-2022. 1004, fid
3 Comment 02 Grunwald GRII238 Tieftemp 253K
4 Origin Bruker BioSpin GmbH
5 Solvent CDCI3
& Temperature 263.7
7 Pulse Sequence zg30
8 Experiment 1D o ~
3 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 0 H N ‘i" “OC 4Hy
|
10 Mumber of Scans 32 C 4H290 b /‘}{“"’}JI\DJ’ e ) ! =
11 Receiver Gain 80.6 Tl A ;N PFg
12 Relaxation Delay 2.0000 CoaHacy N )
471259 Y
13 Pulse Width 11,2300
14 Acquisition Date 2022-02-03T14: 14: 16 QCq4Hze
15 Spectrometer Frequency 500,18
16 Spectral Width 10330.6
17 Lowest Frequency -2086.0
18 Nudleus H
19 Acquired Size 32768
20 Spectral Size 65538
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3,4,5-C14TyrC14PF6
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Parameter Value
1 Title May10-2021.41.fid
2 Comment 2 Grunwald GRU-298
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D (@] OC14H29
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
C14H2g0 HN
(@] \ N
9 Number of Scans 3072 \ PFB
10 Receiver Gain 2580.0 _N
! C14H290 \
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000 OC14H29
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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3,4,5-C14TyrC14PF6
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T T R A R A

9

Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans

10 Receiver Gain
11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency 376.43
14 Spectral Width

15 Lowest Frequency

16 Nucleus
17 Acquired Size
18 Spectral Size

Value

May10-2021.220.fid

02 Grunwald GRU-298

Bruker BioSpin GmbH

CDCI3

298.0

zgflgn

1D

5 mm PABBO BB/ 19F1H/ D Z-GRD 7108618/ 0806

32
205.3
1.0000
14.6500

89285.7
-82289.9
19F
65536
131072

O
O ® OC14H29
C14H20 o HN>\_ /6
N
N \ PFg
C14H290 \

OC14H2g
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3,4,5-C14TyrCuBF4

BEoT
Lo e
NV
Parameter Value
1 Title May10-2021.50.fid
2 Comment 2 Grunwald GRU-299
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3 e}
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D O OC‘MHZQ
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H290 O HN(\}) / @
9 Number of Scans 64 - >_N\ BF4
10 Receiver Gain 114.0 C14H290 N\
11 Relaxation Dela 2.0000
12 Pulse Width ' 11.2300 OC14H29
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.4
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Data File Name P/ Promotion/ Analytik/ NMR-Rohdaten, Grunwald_500/ Febd3-2022/ 2001/ fid
2 Tite Feb03-2022.2001.fid
3 Comment 02 Grunwald GRLI233 Tieftemp 283K
4 Origin Bruker BioSpin GmbH
5 Solvent cocl3 o
& Temperature 286.5 e M
7 Pulse Sequence 2030 (J-]:' ﬂ’ = i R OC1 1Hag
8 Experiment 1D . x
9 Probe 5 mm PABBO BB-1H/ D Z-GRD 2300701/ 0072 C14H200- - Rerali'e M HN s iz
1|/ J >_N\ BF 1
s —N '
10 Number of Scans 32 C14Ha00 l |
11 Receiver Gain 30.56
12 Relaxation Delay 2,0000 OC14Hz9
13 Pulse Width 11,2300
14 Acquisition Date 2022-02-03T14:27:31
15 Spectrometer Frequency 500,18
16 Spectral Width 10330.6
17 Lowest Frequency -2086.0
18 Nudleus H
19 Acquired Size 32768
20 Spectral Size 65538
|
[
|
| [
i ' \/ th
o T A, T T e N
o3 O w T ¢ =T ] % T~ % %
o o @© Gy oo o — T T 5w o
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Parameter Value
1 Data File Name P/ Promotion/ Analytik/ NMR-Rohdaten, Grunwald_500/ Febd3-2022/ 2002/ fid
2 Tite Feb03-2022.2002.fid
3 Comment 02 Grunwald GRLI233 Tieftemp 273K
4 Origin Bruker BioSpin GmbH
5 Solvent cocl3 o
& Temperature 273.8 -~ . /‘ux
7 Pulse Sequence 2030 Jl =17 i" R OC14Hag
8 Experiment 1D C|.1H290~ M HN O , N
9 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 0 - o N" I
. BFy
10 Number of Scans 32 C14H290 - N‘_ )
11 Receiver Gain 80.6 A
12 Relaxation Delay 2.0000
13 Pulse Width 11,2300
14 Acquisition Date 2022-02-03T14:33:08
15 Spectrometer Frequency 500,18
16 Spectral Width 10330.6
17 Lowest Frequency -2086.0
18 Nudleus H
19 Acquired Size 32768
20 Spectral Size 65538
| I
|
ﬁ o
L T 2 A AR
< [ o
@ O w0 [Toll pelen] o o o — @ D (]
- o @ @O o — LOY 5
=T o [ O™ w — — I~ O D —
T T T T T T T T T T T T T T T T T T T T T
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Parameter Value
1 Data File Name P/ Promotion, Analytik/ NMR-Rohdaten, Grunwald_500/ Febd3-2022/ 2004/ fid
2 Tite Feb03-2022. 2004.fid
3 Comment 02 Grunwald GRII233 Tieftemp 253K
4 Origin Bruker BioSpin GmbH
5 Solvent cocl3 o
& Temperature 263.7 - M
T e e
7 Pulse Sequence 2030 o | kS i OC14Hag
8 Experiment 1D CiaHraD J HN Fl
: . ™ . - ¢ -
9 Probe 5 mm PAEBO BB-1H/ D Z-GRD 2800701/ 0072 14729 g o N i
] 3
P J— N b
10 Number of Scans 32 C14Ha00 "l’ 8
) ) !
11 Receiver Gain 30.56
12 Relaxation Delay 2,0000 OC14Hz9
13 Pulse Width 11,2300
14 Acquisition Date 2022-02-03T15:01:05
15 Spectrometer Frequency 500,18
16 Spectral Width 10330.6
17 Lowest Frequency -2086.0
18 Nudleus H
19 Acquired Size 32768
20 Spectral Size 65538
]
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Parameter Value
1 Title May10-2021.51.fid 0
2 Comment 2 Grunwald GRU-299
3 Origin Bruker BioSpin GmbH @ ® OC14H29
4 Solvent CDCI3
5 Temperature 300.0 C14H290 (@] HN NS / ©
6 Pulse Sequence Zgpg30 >_N\ BF4
7 Experiment 1D C14H290 _N\
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
OC14H2g
9 Number of Scans 3072
10 Receiver Gain 2580.0
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3872.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
| |
|
| . | | | | |
i e
Wi iy i il Ll oy ” “.:Wl' Ll a0 M e A
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
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151.29
151.34

Parameter Value
1 Title May10-2021.230.fid \)
2 Comment 02 Grunwald GRU-299
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 298.0
6 Pulse Sequence zgflgn
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F1H/ D Z-GRD 7108618/ 0806
9 Number of Scans 32
10 Receiver Gain 205.3
11 Relaxation Delay 1.0000
12 Pulse Width 14.6500
13 Spectrometer Frequency 376.43
14 Spectral Width 89285.7
15 Lowest Frequency -82289.9
16 Nucleus 19F
17 Acquired Size 65336
18 Spectral Size 131072 @
o ® OC14H29
C14H290 o HNS o
)N BF;
N N
C14H290 \
OC14H29
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3,4,5-C14TyrC1SCN

&
i
Parameter Value
1 Title May14-2021.40.1.1r
2 Comment 02 Grunwald GRU-300
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 298.0
6 Pulse Sequence zg O
7 Experiment 1D
8 Probe 5 mm CPQCI 1H-31F/ 13C/ 15N/ D Z-GRD 7114851/ 0007 O @ OC14H29
9 Number of Scans 32 C14H290 ‘o) HN | / o)
10 Receiver Gain 5.8 >—N SCN
11 Relaxation Delay 2.0000 —N AN
12 Pulse Width 8.1500 C14H200 N\
13 Spectrometer Frequency 700.36 OCMH?(_)
14 Spectral Width 10504.2
15 Lowest Frequency -1977.6
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
|
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Parameter

Data File Mame
Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

MO0 ) N s L R e

10 Mumber of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulze Width

14 Acquisition Date
15 Spectrometer Frequency
16 Spectral Width

17 Lowest Frequency
18 Nudleus

19 Acquired Size

20 Spectral Size

65535

Value

P/ Promotion/ Analytik/ NMR-Rohdaten, Grunwald_500/ Febd3-2022/ 3001/ fid
Feb03-2022.3001.fid

02 Grunwald GRLI300 Tieftemp 283K

Bruker BioSpin GmbH

CDCI3

286.5

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

32

80.6

2.0000

11,2300
2022-02-03T15:15:41
500,16

10330.6

-20868.0

1H

32758
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Parameter Value
1 Data File Name P/ Promotion/ Analytik/ NMR-Rohdaten/ Grunwald_500/ Febd3-2022/ 3002/ fid
2 Tite Feb03-2022.3002.fid
3 Comment 02 Grunwald GRLI300 Tieftemp 273K
4 Origin Bruker BioSpin GmbH
5 Solvent CDCI3
& Temperature 273.8 O
7 Pulse Sequence zg30 ,I
3 Experiment 1D P
9 Probe 5 mm PAEBO BB-1H/ D Z-GRD Z800701/ 0072 o i “I ] ® QCy4H2
G 14H290 ‘\‘_/’?::'{\ ,/A\‘O ""\_L_';ﬁ HN -;- rs 6
10 Number of Scans 32 ] ;\—N_\ SCN
11 Receiver Gain 80.6 e~ — 3
12 Relaxation Delay 2.0000 C14Hz90 T N'\.‘
13 Pulse Width 11,2300 OC4Ha0
14 Acquisition Date 2022-02-03T15:28: 27
15 Spectrometer Frequency 500,18
16 Spectral Width 10330.6
17 Lowest Frequency -2086.0
18 Nudleus H
19 Acquired Size 32768
20 Spectral Size 65538
[l
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[ o 040 oW
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Parameter Value
1 Data File Name P/ Promotion/ Analytik/ NMR-Rohdaten, Grunwald_500/ Febd3-2022/ 3003/ fid
2 Tite Feb03-2022.3003.fid
3 Comment 02 Grunwald GRLI300 Tieftemp 263K
4 Origin Bruker BioSpin GmbH
5 Solvent CDCI3
& Temperature 2713 O
7 Pulse Sequence zg30 ,I
3 Experiment 1D '-2}{, T e
3 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O 1 OC14Hzg
C14H3g0 JOHN®
14M29 ‘\‘_/’?::'{\ -~ *O' S W rs 6
10 Number of Scans 32 ] KS—N_\ SCN
11 Receiver Gain 80.6 e —N \
« e
12 Relaxation Delay 2.0000 C14Hz90 N,
13 Pulse Width 11,2300 OC4Ha0
14 Acquisition Date 2022-02-03T15:40:38
15 Spectrometer Frequency 500,18
16 Spectral Width 10330.6
17 Lowest Frequency -2086.0
18 Nudleus H
19 Acquired Size 32768
20 Spectral Size 65538
|
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o
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Parameter

Data File Mame
Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

MO0 ) N s L R e

10 Mumber of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulze Width

14 Acquisition Date
15 Spectrometer Frequency
16 Spectral Width

17 Lowest Frequency
18 Nudleus

19 Acquired Size

20 Spectral Size

518 BERONOTINNNCUINER9YRRE

&V LSS AL LA

Value

P/ Promotion/ Analytik/ NMR-Rohdaten, Grunwald_500/ Febd3-2022/ 3004/ fid
Feb03-2022.3004. fid

02 Grunwald GRLI300 Tieftemp 253K

Bruker BioSpin GmbH

CDCI3

263.6

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

32
80.6

11,2300
2022-02-03T15:53:25
500,16

10330.6

-20868.0

1H

32758
65536

-"ﬁ-‘n'
2.0000 C14H260 I
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Parameter Value
1 Title Mayl4-2021.41.1.1r O
2 Comment 02 Grunwald GRU-300
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 © @ OC14H29
5 Temperature 298.0 C14H290 HN / @
6 Pulse Sequence Zgpg30 @) >\_N SCN
7 Experiment 1D o N\
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD 7114851/ 0007 Cq4Ho90 N\
OC14H29
9 Number of Scans 2048
10 Receiver Gain 182.5
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2771.0
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
I
|
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3,4,5-C14TyrC1aNOs3

5 858 28-283883885
[=>] L e L o s s s i B - s B i
| 1
Parameter Value
1 Title May14-2021.50.1.1r
2 Comment 02 Grunwald GRU-301
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 298.0
6 Pulse Sequence zg
7 Experiment 1D
8 Probe 5 mm CPQCI 1H-31F/ 13C/ 15N/ D Z-GRD 7114851/ 0007
9 Number of Scans 32 @
10 Receiver Gain 5.1 C1 4H290 HN /
11 Relaxation Delay 2.0000 O >\_N NO®
12 Pulse Width 8.1500 . \ 3
13 Spectrometer Frequency 700.36 C1 4H290 N\
14 Spectral Width 10504.2
15 Lowest Frequency -1978.2 OC‘MH."Q
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
I
1 ]
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3,4,5-C14TyrC14NO3
=TTy =] o < g oo @ DN DD D O OO0 ONNTTOMONT =00
-oege 220 3 o2 dd = 38 ERrmmellRR 8RR RRRRSS8RT
I [ | | i OO T T e e et el
Parameter Value
1 Title May14-2021.51.1.1r
2 Comment 02 Grunwald GRU-301
3 Origin Bruker BioSpin GmbH o
4 Solvent CDCI3
5 Temperature 298.0 OC14H29
6 Pulse .Sequence Zgpg30 C1 4H290 HN @
7 Experiment 1D (@) N\
8 Probe 5 mm CPQCI 1H-31P/ 13C/ 15N/ D Z-GRD Z114851/ 0007 >_ N03
C14H290 \
9 Number of Scans 541
10 Receiver Gain 182.5 OCMH?Q
11 Relaxation Delay 2.0000
12 Pulse Width 12.0000
13 Spectrometer Frequency 176.11
14 Spectral Width 40760.9
15 Lowest Frequency -2770.1
16 Nucleus 13C
17 Acquired Size 32678
18 Spectral Size 131072
I
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BzTyrCuBr
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Parameter Value
1 Title Augl8-2021.80.1.1r
2 Comment 2 Hagenlocher HAG-031
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072
9 Number of Scans 32 (@] OC4H29
10 Receiver Gain 181.0 ®
11 Relaxation Delay 2.0000 (0] HN / ©
12 Pulse Width 11.2300 N Br
13 Spectrometer Frequency 500.15 —N \
14 Spectral Width 10330.6 \
15 Lowest Frequency -2077.9
16 Mucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
. | | -
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BzTyrC14Br
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Parameter Value
1 Title Augls-2021.81.1.1r
2 Comment 2 Hagenlocher HAG-031
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 @]
6 Pulse Sequence Zgpg30
7 Experiment 1D
WDz OC14H2g
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 @
HN
o) \ /O
9 MNumber of Scans 2048 N Br
10 Receiver Gain 2300.0 —N N
11 Relaxation Delay 2.0000 N
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3871.6
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
|
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BzTyrCual
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Parameter Value

1 Title Augl3-2021.60.1.1r

2 Comment 2 Hagenlocher HAG-018

3 Origin Bruker BioSpin GmbH

4 Solvent CDcl3

5 Temperature 296.0

6 Pulse Sequence zg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072

9 Number of Scans 32 (@]

10 Receiver Gain 181.0

11 Relaxation Delay 2.0000 0 OC14H29

12 Pulse Width 11.2300

13 Spectrometer Frequency 500.15 HN / @

14 Spectral Width 10330.6 o N N |

15 Lowest Frequency -2002.7 —N N

16 Nucleus 1H \

17 Acquired Size 16384

18 Spectral Size 16384
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Parameter Value
1 Title Augl3-2021.61.1.1r
2 Comment 2 Hagenlocher HAG-018
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30 )
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 OCq4H2g
9 Number of Scans 2048 AN / S
10 Receiver Gain 2580.0 N\ I
11 Relaxation Delay 2.0000 —N
12 Pulse Width 10.2000 \
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3872.0
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
]
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BzTyrCuPFs
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Parameter Value
1 Title Augl9-2021.110.1.1r
2 Comment 2 Hagenlocher HAG-019
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
0
9 Number of Scans 32
10 Receiver Gain 161.0 o) OC14H29
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 HN /
13 Spectrometer Frequency 500.15 o N N PFﬁ
14 Spectral Width 10330.6 —N \
15 Lowest Frequency -2122.4 N\
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
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Parameter Value
1 Title Augl9-2021.111.1.1r
2 Comment 2 Hagenlocher HAG-019
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D 0O OC14H29
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 HN
0 » o O
9 Mumber of Scans 2048 N PFG
10 Receiver Gain 2580.0 —N \
11 Relaxation Delay 2.0000 \
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3872.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
1 I |
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Parameter Value ;g
1 Title Oct12-2021.120.fid W/
2 Comment 02 Hagenlocher HAGO19
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 298.0
6 Pulse Sequence zgflgn
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
9 Number of Scans 16
10 Receiver Gain 205.3
11 Relaxation Delay 1.0000
12 Pulse Width 14.6500 0]
13 Spectrometer Frequency 376.43
14 Spectral Width 89285.7 0O OC14H5g
15 Lowest Frequency -82289.9 ®
16 Nucleus 19F o HN v/ o
17 Acquired Size 65536 >*N PFg
18 Spectral Size 131072 —N \
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Parameter Value

1 Title Aug20-2021.30.1.1r

2 Comment 2 Hagenlocher HAG-024

3 Origin Bruker BioSpin GmbH

4 Solvent CDcl3

5 Temperature 296.0

6 Pulse Sequence zg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

32
144.0
2.0000
11.2300

13 Spectrometer Frequency 500.15

14 Spectral Width

15 Lowest Frequency
16 Mucleus

17 Acquired Size

18 Spectral Size

10330.6
-2092.4
1H
16384
16384
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Parameter Value
1 Title Aug20-2021.31.1.1r
2 Comment 2 Hagenlocher HAG-024
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D o)
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
OC14H29
9 Number of Scans 2048 HN ® /
10 Receiver Gain 2580.0 N\
11 Relaxation Delay 2.0000 >;N\ BF4
12 Pulse Width 10.2000 —N
13 Spectrometer Frequency 125.76 \
14 Spectral Width 32894.7
15 Lowest Frequency -3872.5
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
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Parameter Value
1 Title Oct12-2021.140.fid v
2 Comment 02 Hagenlocher HAGO24
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 298.0
6 Pulse Sequence zgflgn
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F1H/ D Z-GRD 7108618/ 0806
9 Number of Scans 16
10 Receiver Gain 205.3
11 Relaxation Delay 1.0000
12 Pulse Width 14.6500 @]
13 Spectrometer Frequency 376.43
14 Spectral Width 89285.7 O OC14H29
15 Lowest Frequency -82289.9
16 Nucleus 19F HN /
17 Acquired Size 65336 o >\—N BF4
18 Spectral Size 131072 —N N,

N\
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Parameter Value
1 Title Augl8-2021.60.1.1r
2 Comment 2 Hagenlocher HAG-029
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 300.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
(0]
9 Number of Scans 32
10 Receiver Gain 144.0 O OC14H29
11 Relaxation Delay 2.0000 @
12 Pulse Width 11.2300 H N 5\ / e
13 Spectrometer Frequency 500.15 O N N03
14 Spectral Width 10330.6 —N \
15 Lowest Frequency -2092.6 \
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
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Parameter Value
1 Title Augls-2021.61.1.1r
2 Comment 2 Hagenlocher HAG-029
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 OC14H2Q
9 Number of Scans 2048 0 HN \ / o
10 Receiver Gain 2580.0 >7|\| NO3
11 Relaxation Delay 2.0000 —N \ *

12 Pulse Width

10.2000

13 Spectrometer Frequency 125.76

14 Spectral Width 32894.7
15 Lowest Frequency -3871.1
16 Nucleus 13C

17 Acquired Size 32768
18 Spectral Size 32768
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Parameter Value
1 Title Augl3-2021.20.1.1r
2 Comment 2 Hagenlocher HAG-016
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30 o
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 0] OC14H29
HN ®
9 Number of Scans 32 0] N ©
10 Receiver Gain 144.0 l
11 Relaxation Delay 2.0000 Cq4H290 _N\
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.15
14 Spectral Width 10330.6
15 Lowest Frequency -2092.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
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4-C14TyrC14l
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Parameter Value
1 Title Augl3-2021.21.1.1r
2 Comment 2 Hagenlocher HAG-016
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 0] OCMH’)Q
6 Pulse Sequence Zgpg30
7 Experiment 1D o HN / e)
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 N I

N\
9 Number of Scans 2048 C1 4H290
10 Receiver Gain 2580.0
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3872.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
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Parameter Value
1 Title Augl3-2021.50.1.1r
2 Comment 2 Hagenlocher HAG-017
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072 O
9 Number 0f§cans 32 (o) OC14H29
10 Receiver Gain 114.0 @
11 Relaxation Delay 2.0000 0O HN \ / o)
12 Pulse Width 11.2300 >—N PFs
13 Spectrometer Frequency 500.15 _N \
14 Spectral Width 10330.6 C14H290 \
15 Lowest Frequency -2092.4
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
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Parameter Value
1 Title Augl3-2021.51.1.1r
2 Comment 2 Hagenlocher HAG-017
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 O
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D @ OC14H29
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 HN /
o] \ ©
N PFg
9 Number of Scans 2048 —N \
10 Receiver Gain 2580.0 C14H290 N\
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3872.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
| | |
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4-C14TyrC14PF6
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Parameter Value ;g
1 Title Oct12-2021.130.fid b
2 Comment 02 Hagenlocher HAGO17
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 298.0
6 Pulse Sequence zgflgn
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
9 Number of Scans 16
10 Receiver Gain 205.3
11 Relaxation Delay 1.0000 0
12 Pulse Width 14.6500
13 Spectrometer Frequency 376.43
14 Spectral Width 89285.7 o OC14H29
15 Lowest Frequency -82289.9 HMN ® /
16 Nucleus 19F ) >\7N
17 Acquired Size 65536 \ PFe
18 Spectral Size 131072 C14H260 _N\
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4-C14TyrCuBF4
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Parameter Value
1 Title Augl7-2021.40.1.1r
2 Comment 2 Hagenlocher HAG-023
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072 O
9 Number of Scans 64 O OC14H29
10 Receiver Gain 128.0 @
11 Relaxation Delay 2.0000 (@) \ / @
12 Pulse Width 11.2300 >*N BF4
13 Spectrometer Frequency 500.15 \
14 Spectral Width 10330.6 C14H290 AY
15 Lowest Frequency -2092.4
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
|
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Parameter Value
1 Title Augl7-2021.41.1.1r
2 Comment 2 Hagenlocher HAG-023
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 o
6 Pulse Sequence Zgpg30
7 Experiment 1D @] OC14H29
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 HN @
o \ N/ o
9 Number of Scans 2048 \ BF4
10 Recewe.r Gain 2580.0 C14H290 N\
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3872.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
]
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Parameter Value EE

1 Title Oct12-2021.80.fid N

2 Comment 02 Hagenlocher HAGO23

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 298.0

6 Pulse Sequence zgflgn

7 Experiment 1D

8 Probe 5 mm PABBO BB/ 19F1H/ D Z-GRD 7108618/ 0806

9 Number of Scans 16

10 Receiver Gain 205.3

11 Relaxation Delay 1.0000

12 Pulse Width 14.6500

13 Spectrometer Frequency 376.43

14 Spectral Width 89285.7

15 Lowest Frequency -82289.9

16 Nucleus 19F

17 Acquired Size 65336

18 Spectral Size 131072
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Parameter Value
1 Title Augl8-2021.50.fid
2 Comment 2 Hagenlocher HAG-027
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
9 Number of Scans 32
10 Receiver Gain 144.0
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 C14H390 _N\
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2085.9
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Aug18-2021.51.fid
2 Comment 2 Hagenlocher HAG-027
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe S mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O OC14H29
HN / o
9 Number of Scans 2048 o N N03
10 Receiver Gain 2580.0 o \
11 Relaxation Delay 2.0000 C14H290 N\
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3871.8
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Augl3-2021.70.1.1r

2 Comment 2 Hagenlocher HAG-020

3 Origin Bruker BioSpin GmbH

4 Solvent CDcl3

5 Temperature 296.0

6 Pulse Sequence zg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

32
144.0
2.0000
11.2300

13 Spectrometer Frequency 500.15

14 Spectral Width

15 Lowest Frequency
16 Mucleus

17 Acquired Size

18 Spectral Size

10330.6
-2092.6
1H
16384
16384
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Parameter Value
1 Title Augl3-2021.71.1.1r
2 Comment 2 Hagenlocher HAG-020
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence zgpg30 (@]
7 Experiment 1D
8 Prob 5 FABBO BB-1H/ D Z-GRD Z800701/ 0072
robe mm |/ / ®) OC14H29
9 Number of Scans 2048 C14H290 o HN \ / o)
10 Receiver Gain 2580.0 N |
11 Relaxation Delay 2.0000 —N N\
12 Pulse Width 10.2000 C14H290 \
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3872.2
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
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Parameter Value
1 Title Augl9-2021.120.1.1r
2 Comment 2 Hagenlocher HAG-021
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O
9 Mumber of Scans 32 o OC14H29
10 Receiver Gain 114.0 C14H290 HN @ /
11 Relaxation Delay 2.0000 (@] >\_N
12 Pulse Width 11.2300 \ PFg
13 Spectrometer Frequency 500.15 C14H290 _N\
14 Spectral Width 10330.6
15 Lowest Frequency -2092.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
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Parameter Value o)

1 Title Augl9-2021.121.1.1r

2 Comment 2 Hagenlocher HAG-021

3 Origin Bruker BioSpin GmbH @ OC14H29

4 Solvent cocl3 C14H590 HN /

5 Temperature 296.0 o >\7N PFGE)

6 Pulse Sequence Zgpg30 o N

7 Experiment 1D C14H290 N\

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 2048

10 Receiver Gain 2580.0

11 Relaxation Delay 2.0000

12 Pulse Width 10.2000

13 Spectrometer Frequency 125.76

14 Spectral Width 32894.7

15 Lowest Frequency -3872.5

16 Nucleus 13C

17 Acquired Size 32768

18 Spectral Size 32768
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Parameter Value ;g
1 Title Oct12-2021.100.fid b
2 Comment 02 Hagenlocher HAGO21
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 298.0
6 Pulse Sequence zgflgn
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806

@]
9 Number of Scans 16
10 Receiver Gain 205.3 O OC14H29
11 Relaxation Delay 1.0000
12 Pulse Width 14.6500 C14H200 o HN ? / o
13 Spectrometer Frequency 376.43 >7N\ PFG
14 Spectral Width 89285.7 —
15 Lowest Frequency -82280.9 C14H290 N\
16 Nucleus 19F
17 Acquired Size 65336
18 Spectral Size 131072
U T T T T T 1 — T " 1 — T " UL — T " 1 — T " T T T L — T
10 0 -10 -20 -30 -40 -50 0 -0 -80 90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210

o /ppm



3,4-C14TyrC14BF4

355
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Parameter Value
1 Title Augl7-2021.50.1.1r
2 Comment 2 Hagenlocher HAG-025
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Prabe 5 mm PABBO BE-1H/ D Z-GRD 7800701/ 0072 @] o OC4H5g
9 Number of Scans 64 C1aH290 O HN>\_ / ©
10 Receiver Gain 161.0 N\ BF4
11 Relaxation Delay 2.0000 C14H290 N\
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.15
14 Spectral Width 10330.6
15 Lowest Frequency -2092.4
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
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Parameter Value

1 Title Augl7-2021.51.1.1r

2 Comment 2 Hagenlocher HAG-025

3 Origin Bruker BioSpin GmbH o

4 Solvent CDCI3

5 Temperature 296.0 OC14H29

6 Pulse .Sequence Zgpg30 C14H290 HN @

7 Experiment 1D O Y

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 BF4

C14H290 _N\

9 Number of Scans 2048

10 Receiver Gain 2580.0

11 Relaxation Delay 2.0000

12 Pulse Width 10.2000

13 Spectrometer Frequency 125.76

14 Spectral Width 32894.7

15 Lowest Frequency -3872.6

16 Nucleus 13C

17 Acquired Size 32768

18 Spectral Size 32768
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Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

T T R A R A

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Oct12-2021.110.fid

02 Hagenlocher HAGO25

Bruker BioSpin GmbH

CDCI3

298.0

zgflgn

1D

5 mm PABBO BB/ 19F1H/ D Z-GRD 7108618/ 0806

16
205.3
1.0000
14.6500

13 Spectrometer Frequency 376.43

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

89285.7
-82289.9
19F
65536
131072

@]
@]
C14H290 o HN>\Gi
C14H290 —N

OC14H2g
/ o
N
\ BF4

-151.35
-151.40
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3,4-C14TyrCusNO3
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Parameter Value
1 Title Aug20-2021.20.1.1r
2 Comment 2 Hagenlocher HAG-028
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072
O ® OC14H29
9 Number of Scans 32
10 Receiver Gain 114.0 C1 4H290 O HN \ / [S)
11 Relaxation Delay 2.0000 >_N\ NOg
12 Pulse Width 11.2300 —N
13 Spectrometer Frequency 500.15 C14H290 \
14 Spectral Width 10330.6
15 Lowest Frequency -2092.6
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
|
1 ] i }
| l_h 1 M A 1 L
T e T S R L B el e
cn Qo® 99 o @ X MO0 wm O
o —— o — ~ O — — = N = W0 [e2]
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3,4-C14TyrC14NO3
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Parameter Value 0

1 Title Aug20-2021.21.1.1r

2 Comment 2 Hagenlocher HAG-028

3 Origin Bruker BioSpin GmbH o ® OCMH)J

4 Solvent coi3 C14H290 o HN\

5 Temperature 296.0

6 Pulse Sequence Zgpg30 —N NO3

7 Experiment 1D C14H290 \

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 2048

10 Receiver Gain 2580.0

11 Relaxation Delay 2.0000

12 Pulse Width 10.2000

13 Spectrometer Frequency 125.76

14 Spectral Width 32894.7

15 Lowest Frequency -3871.2

16 Nucleus 13C

17 Acquired Size 32768

18 Spectral Size 32768
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3,5-C14TyrC14Br
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3,5-C14TyrCuBr

10.06

Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

[ I N

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Augls-2021.70.1.1r

2 Hagenlocher HAG-030

Bruker BioSpin GmbH

cocl3

296.0

zg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

32
114.0
2.0000
11.2300

13 Spectrometer Frequency 500.15

_T59
757
7326
711
710
669
669
669
668

2

413
4.1
409
408
405
389
398
396
386
384
383
381

|

14 Spectral Width 10330.6
15 Lowest Frequency -2092.8
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
1
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‘0 115 110 105 100 95 90 85 80 75 7. 60 55 50 45 40 35 30 25 20 15 10 05 0.0
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Parameter Value
1 Title Augls-2021.71.1.1r
2 Comment 2 Hagenlocher HAG-030
3 Origin Bruker BioSpin GmbH O
4 Solvent CDCI3
5 Temperature 296.0 O OC14H29
6 Pulse Sequence Zgpg30 @
7 Experiment iD CM-HQQO O HN 5 / @
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 >_N Br
N O\
9 Number of Scans 2048 \
10 Receiver Gain 2580.0 OC14Hag
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3871.3
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
]
|
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3,5-C14TyrC14l
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3,5-C14TyrCaal
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Parameter Value
1 Title Augl7-2021.30.1.1r
2 Comment 2 Hagenlocher HAG-014
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30 o]
7 Experiment 1D
8 Probe S mm PABBO BE-1H/ D Z-GRD 7800701/ 0072 O OC14H29
®
9 Number of Scans 64 C14H290 O HN NS / ©
10 Receiver Gain 90.5 >_N\ |
11 Relaxation Delay 2.0000 —N
12 Pulse Width 11.2300 \
13 Spectrometer Frequency 500.15 OC14H29
14 Spectral Width 10330.6
15 Lowest Frequency -2089.4
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
I I
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3,5-C14TyrC14l
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Parameter Value
1 Title Augl7-2021.31.1.1r
2 Comment 2 Hagenlocher HAG-014
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 O ® OC14H29
C14H2g0 HNY
9 Number of Scans 2048 o >_ N
10 Receiver Gain 2580.0 —N \
11 Relaxation Delay 2.0000 \
12 Pulse Width 10.2000
e OC14H2g
pectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3871.6
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
|
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i i | | ) I .l
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3,5-C14TyrC14PF6
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3,5-C1aTyrCusPFe

5.68
4.30
4.29
4.27
417
4.16
4.14
4.00
3.99
3.97

3.32
<3.31

%

Farameter

Data File Name
Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

[ R I I N

10 Number of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulse Width

14 Acquisition Date

Value

N:/ data/ HAGENLOCHER_500/ nmr/ Aug19-2021/ 100/ pdata/ 1/ 1r

Augl9-2021.100.1.1r

2 Hagenlocher HAG-015

Bruker BioSpin GmbH

cpcl3

296.0

2930

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

32

101.0

2.0000

11.2300
2021-08-19T14:50:00

15 Spectrometer Frequency 500.15

16 Spectral width
17 Lowest Frequency
18 Nucleus

19 Acquired Size

20 Spectral Size

10330.6
-2092.7
1H
16384
16384

)

192

275
096 =—-
0.73 {—

e

I

403
62.50

@ 2.00

~l

— O
own
< N
T
1.

o7 8.76 -



3,5-C14TyrC14PF6
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Parameter Value

1 Data File Name N:/ data/ HAGENLOCHER_500/ nmr/ Augl19-2021/ 101/ pdata/ 1/ 1r

2 Title Augl9-2021.101.1.1r

3 Comment 2 Hagenlocher HAG-015

4 Origin Bruker BioSpin GmbH

5 Solvent CDCI3

6 Temperature 300.0

7 Pulse Sequence Zgpg30

8 Experiment 1D

9 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

10 Number of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulse Width

14 Acquisition Date

2048

2580.0

2.0000

10.2000
2021-08-19T16:36:00

15 Spectrometer Frequency 125.76

16 Spectral Width
17 Lowest Frequency
18 Nucleus

19 Acquired Size

20 Spectral Size

32894.7
-3872.1
13C
32768
32768

@]
o OC14H29
C14Hg0 o HN\® y
)N PFo
N
\
OC14H2g




3,5-C14TyrC14PF6

366

@

Parameter Value = g
1 Title Oct12-2021.90.fid b
2 Comment 02 Hagenlocher HAGO15
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 298.0
6 Pulse Sequence zgflgn
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F1H/ D Z-GRD 7108618/ 0806

O
9 Number of Scans 16
10 Receiver Gain 205.3 @] ® OC14H2g
11 Relaxation Delay 1.0000
12 Pulse Width 14.6500 C14H200 (@] HN A ©
13 Spectrometer Frequency 376.43 >7N PF6
14 Spectral Width 89285.7 _N \
15 Lowest Frequency -82289.9 \
16 Nucleus 19F OCq4Hy9
17 Acquired Size 65336
18 Spectral Size 131072
U T — 1 T L T — T 1 — T " 1 — T " UL — T " 1 — T " T T T " T 1 T
10 0 -10 -20 -30 -40 -50 0 -0 -80 90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210

o /ppm



3,5-C14TyrC14BF4
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3,5-CuaTyrCuBF4
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Parameter Value
1 Title Augl9-2021.130.1.1r
2 Comment 2 Hagenlocher HAG-022
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D o
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
o ® OC14H29
9 Number of Scans 32
10 Receiver Gain 144.0 01 4Hng O H N N / @
11 Relaxation Delay 2.0000 >7N\ BF4
12 Pulse Width 11.2300 —N
13 Spectrometer Frequency 500.15 \
14 Spectral Width 10330.6 OC‘MH)Q
15 Lowest Frequency -2092.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
(i
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105 10.0 90 85 80 75 70 65 60 55 50 05 0.0




3,5-C14TyrC14BF4

368

—170.52
—165.13

[Ny (4] — L) 0
@& = NG
— 0 o Mmoo
ww W [N ONG]
5 | A4

Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

L R R I T R

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

Augl9-2021.131.1.1r

2 Hagenlocher HAG-022

Bruker BioSpin GmbH

CDCI3

296.0

zgpg30

1D

5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

2048
2580.0
2.0000
10.2000

13 Spectrometer Frequency 125.76

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

32894.7
-3872.1
13C
32768
32768

122.29

_~108.17

~107.19

T 0§ RALIERRRERENSNN

@]
o) OC14H29
C14Hog0 o HN\® /6
)N BF,

N

\

OC14H3g




3,5-C14TyrC14BF4

369

T T R A R A

9

Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans

10 Receiver Gain
11 Relaxation Delay
12 Pulse Width

13 Spectrometer Frequency 376.43
14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

Value

Oct12-2021.70.fid

02 Hagenlocher HAGO22

Bruker BioSpin GmbH

CDCI3

298.0

zgflgn

1D

5 mm PABBO BB/ 19F1H/ D Z-GRD 7108618/ 0806

16
205.3
1.0000
14.6500

89285.7
-82289.9
19F
65536
131072

C14H290

-151.43
-151.49

O
o) OC+4H29
0 AN o
N  BFs
N
\
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3,5-C14TyrC14NO3
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3,5-C14TyrCuNOs3
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Parameter Value
1 Title Augl7-2021.60.1.1r
2 Comment 2 Hagenlocher HAG-026
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D 0
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
o] OC14H29
9 MNumber of Scans 64 C14H290 HN® /
10 Receiver Gain 128.0 (@] >\_N 6
11 Relaxation Delay 2.0000 N\ ND3
12 Pulse Width 11.2300 —N
13 Spectrometer Frequency 500.15 \
14 Spectral Width 10330.6 OC14H29
15 Lowest Frequency -2092.7
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 16384
|
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3,5-C14TyrC14NO3
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Parameter Value
1 Title Augl7-2021.61.1.1r
2 Comment 2 Hagenlocher HAG-026
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3 O
5 Temperature 300.0
6 Pulse .Sequence Zgpg30 0O OC14H29
7 Experiment 1D @
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C14H290 O HN N\ /
)N Noj
9 Number of Scans 2048 —N \
10 Receiver Gain 2580.0 *,
11 Relaxation Delay 2.0000 OC14H29
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.76
14 Spectral Width 32894.7
15 Lowest Frequency -3871.7
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 32768
|
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BnSerC14Boc

372

BnSerCisBoc
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Parameter Value
1 Title Jun19-2019.650.fid
2 Comment 02 Grunwald GRU125
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 298.0
6 Pulse Sequence zg30 o
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806 @] OC14H5g
HN__O
9 Number of Scans 16 Y
10 Receiver Gain 61
11 Relaxation Delay 1.0000
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1546.0
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
|
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BnSerC14Boc
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Parameter Value
1 Title Jun19-2019.651.fid
2 Comment 02 Grunwald GRU125
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 2098.0 O
6 Pulse Sequence Zgpg30
7 Experiment 1D /\HLOC14H2Q
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806
HN 0]
9 Number of Scans 512
10 Receiver Gain 205
11 Relaxation Delay 2.0000 \K
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1958.6
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
1
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SerCi4Boc

5.43

Farameter

Title

Comment
Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

[ I N

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

Value

JulDs-2019.460.fid

02 Grunwald GRU126

Bruker BioSpin GmbH

CDcl3

298.0

zg30

1D

5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806

16

124
L.0000
13.7000

13 Spectrometer Frequency 400.10

14 Spectral Width 8012.8
15 Lowest Frequency -1544.1
16 Mucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
[
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SerC14Boc
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Parameter Value
1 Title Jul0s-2019.461.fid
2 Comment 02 Grunwald GRU126
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 298.0 0
6 Pulse Sequence Zgpg30
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806 HO OC14H29
HN O
9 Number of Scans 512 Y
10 Receiver Gain 205 O
11 Relaxation Delay 2.0000
12 Pulse Width 10.0000 \K
13 Spectrometer Frequency 100.62
14 Spectral Width 24038.5
15 Lowest Frequency -1957.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
1
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BzSerCuBoc

5533851899 SBNCRRBEEEYcEEBINAI N2 eeI00N-3Y55888LY TN RRNERIAREEES
m&;’j“&?ptj @_“l_m._:rii“_“ii‘[::\.}')’“gf_jg D s s s A NNANRNANANS S P IR e
Parameter Value
1 Title Sep12-2019.50.fid
2 Comment 2 Grunwald GRU-138.1
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 298.0
6 Pulse Sequence zg30 0 0
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072
o’\‘)LocMHzg
9 Number of Scans 64 HN o]
10 Receiver Gain 144 \F
11 Relaxation Delay 2.0000 O
12 Pulse Width 11.2300 7<
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2091.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Title Sep12-2019.51.fid

2 Comment 2 Grunwald GRU-138.1

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 298.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans
10 Receiver Gain

11 Relaxation Delay
12 Pulse Width

3072
2580
2.0000
10.2000

13 Spectrometer Frequency 125.78

14 Spectral Width

15 Lowest Frequency
16 Nucleus

17 Acquired Size

18 Spectral Size

32894.7
-3870.1
13C
32768
65536

8032
_86.15
6515
5313
3194
2970
2966
29562
2956
29.44
2937
29.18

‘%

2855
2830
2579
2270
—14.12
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4-C14SerCuBoc
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Parameter Value
1 Title Sepl12-2019.40.fid o O
2 Comment 2 Grunwald GRU-137
3 Origin Bruker BioSpin GmbH
4 Solvent cpcl3 o OC14H29
5 Temperature 298.0 HN
6 Pulse Sequence 2g30 C14H290
7 Experiment 1D 0
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 \K
9 Number of Scans 64
10 Receiver Gain 144
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.0
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Sep12-2019.41.fid
2 Comment 2 Grunwald GRU-137
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 300.0
6 Pulse Sequence Zgpg30 (@) O
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
/ / O OC14H2g
HN @]
9 Number of Scans 3072
) ; C14H290 \f
10 Receiver Gain 2580
11 Relaxation Delay 2.0000 o)
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3870.3
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Sep12-2019.30.fid
2 Comment 2 Grunwald GRU-136.1
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 298.0
6 Pulse Sequence zg30
7 Experiment 1D O O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072
C14H290 o OC1H
ber of 141129
9 Number of Scans 64
10 Receiver Gain 114 C H o HN o
14129
11 Relaxation Delay 2.0000
12 Pulse Width 11.2300 O
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.5
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Sep12-2019.31.fid
2 Comment 2 Grunwald GRU-136.1
3 Origin Bruker BioSpin GmbH 'e) e
4 Solvent CDCI3
5 Temperature 298.0 C14H290
6 Pulse Sequence Zgpg30 O/YLOC‘MHZQ
7 Experiment 1D HN o)
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 C‘M.HQQO
0o
9 Number of Scans 3072 \K
10 Receiver Gain 2580
11 Relaxation Delay 2.0000
12 Pulse Width 10.2000
13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3870.1
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Sep12-2019.20.fid
2 Comment 2 Grunwald GRU-132
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 298.0
6 Pulse Sequence zg30
7 Experiment 1D 0] O
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072
C14H290
o OC14H2g
9 Number of Scans 64
i HN o
N vt by 2000 g0
elaxation Delay .
12 Pulse Width 11.2300 OC14Hog o
13 Spectrometer Frequency 500.16
14 Spectral Width 10330.6
15 Lowest Frequency -2092.2
16 Nucleus 1H
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value

1 Title Sep12-2019.21.fid

2 Comment 2 Grunwald GRU-132

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 298.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072

9 Number of Scans 2048

10 Receiver Gain 2580

11 Relaxation Delay 2.0000

12 Pulse Width 10.2000

13 Spectrometer Frequency 125.78
14 Spectral Width 32894.7
15 Lowest Frequency -3869.9
16 Nucleus 13C

17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Apr09-2021.570.fid
2 Comment 02 Grunwald GRU283A
3 Origin Bruker BioSpin GmbH
4 Solvent cocl3
5 Temperature 298.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0806 O
9 Number of Scans 48 o OC14H2g
10 Receiver Gain 100.2 NH2
11 Relaxation Delay 1.0000 O
12 Pulse Width 13.7000
13 Spectrometer Frequency 400.10
14 Spectral Width 8012.8
15 Lowest Frequency -1546.2
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value

1 Title Apr09-2021.571.fid

2 Comment 02 Grunwald GRU283A

3 Origin Bruker BioSpin GmbH

4 Solvent CDCI3

5 Temperature 298.0

6 Pulse Sequence Zgpg30

7 Experiment 1D

8 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z108618/ 0806 O

9 Number of Scans 2048 @] OC14H29

10 Receiver Gain 205.3 NH
. 2
11 Relaxation Delay 2.0000 O
12 Pulse Width 10.0000
13 Spectrometer Frequency 100.62

14 Spectral Width 24038.5
15 Lowest Frequency -1959.2
16 Nucleus 13C

17 Acquired Size 32768
18 Spectral Size 65536
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Parameter Value
1 Title Apr19-2021.50.fid
2 Comment 2 Grunwald GRU-284
3 Origin Bruker BioSpin GmbH
4 Solvent CDcl3
5 Temperature 296.0
6 Pulse Sequence zg30
7 Experiment 1D
8 Probe 5 mm PABBO BB-1H/ D Z-GRD 7800701/ 0072
9 Number of Scans 96 o
10 Receiver Gain 161.0 \
11 Relaxation Delay 2.0000 OC14H29
12 Pulse Width 11.2300 HN @ /
13 Spectrometer Frequency 500.16 >\_ N Cle
14 Spectral Width 10330.6
15 Lowest Frequency -2092.4 —N \
16 Nucleus 1H A\
17 Acquired Size 16384
18 Spectral Size 65536
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Parameter Value
1 Title Apr19-2021.51.fid
2 Comment 2 Grunwald GRU-284
3 Origin Bruker BioSpin GmbH
4 Solvent CDCI3
5 Temperature 296.0
6 Pulse Sequence Zgpg30
7 Experiment 1D @]
8 Probe 5 mm PABBO BB-1H/ D Z-GRD Z800701/ 0072 \
OC14H29
9 Number of Scans 4096 HN @ /
10 Receiver Gain 2580.0 \Y CI@
11 Relaxation Delay 2.0000 >_N
12 Pulse Width 10.2000 —N \
13 Spectrometer Frequency 125.78 \
14 Spectral Width 32894.7
15 Lowest Frequency -3870.9
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
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