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1. NMR Spectra of Synthesized Compounds
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Parameter Value B
1 Title KKS-1-40.1.fid oc.
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence 2930
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 50052
BBF-H
8 Number of Scans 16
9 Receiver Gain 71
10 Relaxation Delay 1.0000
11 Pulse Width 12.0000
12 Acquisition Time 3.2768
13 Acquisition Date 2019-08-30T09:56:00
14 Modification Date 2019-09-11708:38:32
15 Spectrometer 500.19
Frequency
16 Spectral Width 10000.0
17 Lowest Frequency -1911.3
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 65536
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Parameter Value
1 Title KKS-1-40.100002.fid
2 Origin Bruker BioSpin GmbH X
3 Solvent MeOD IPr
4 Temperature 298.2
5 Pulse Sequence zgpg30 H
6 Experiment 1D BOC\ N
7 Probe Z150363_0002 (CP BBO N M
500S2 BBF-H-D-05 Z) H z
8 Number of Scans 1024 O N O
9 Receiver Gain 11.3
10 Relaxation Delay ~ 0.1500 3b
11 Pulse Width 10.0000
12 Acquisition Time 1.1010

13 Acquisition Date
14 Modification Date

2019-08-30T10:21:13
2019-09-11708:38:31

15 Spectrometer 125.79
Frequency

16 Spectral Width 29761.9

17 Lowest Frequency  -2304.1

18 Nucleus 13C

19 Acquired Size 32768

20 Spectral Size 65536
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Parameter Value
1 Title kks-1-62.1.fid .
2 Origin Bruker BioSpin GmbH IP[‘
3 Solvent MeOD (@]
4 Temperature 297.4 H H
5 Pulse Sequence 2930 BOC N N \)J\ N N
6 Experiment 1D N /\r( Y N M e
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD H = H

7108618/ 0786 O _\ Ph O

8 Number of Scans 16
9 Receiver Gain 105.9 3c
10 Relaxation Delay 1.0000
11 Pulse Width 15.0000
12 Acquisition Time 4.0894
13 Acquisition Date 2017-10-31T15:05:00
14 Modification Date 2017-10-31T16:05:02
15 Spectrometer Frequency 400.13
16 Spectral Width 8012.8
17 Lowest Frequency -1583.6
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 65536
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1 Title Kks-1-622 [ [ 1/ LNy s

2 Origin Bruker BioSpin GmbH

3 Solvent MeOD

4 Temperature 297.8

5 Pulse Sequence zgpg30

6 Experiment 1D

7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 2108618/ 0786

'Pr

8 Number of Scans 256 O

9 Receiver Gain 1915 H H

10 Relaxation Delay 2.0000

11 Pulse Width 10.8000 BOC\N/WN \)J\N N “Me

12 Acquisition Time 1.3631 H z H

13 Acquisition Date 2017-10-31T15:22:00 (@) S (@)

14 Modification Date 2017-10-31T16:22:03 Ph

15 Spectrometer Frequency 100.62 3c

16 Spectral Width 24038.5

17 Lowest Frequency -1958.4

18 Nucleus 13C

19 Acquired Size 32768

20 Spectral Size 65536
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Parameter Value
1 Title kks-1-64.11.fid
2 Origin Bruker BioSpin GmbH
3 Solvent [erlek)
4 Temperature 296.4
5 Pulse Sequence 2930 iPr
6 Experiment 1D O
7 Probe 5 mm PABBO BB/ 19F-1H/ D H H
Z-GRD 7108618/ 0786 B oc N N M e
~ N /ﬁ( N ~
8 Number of Scans 16
9 Receiver Gain 120.9 H H
10 Relaxation Delay 1.0000 o O
11 Pulse Width 15.0000 Ph
12 Acquisition Time 4.0894 3d
13 Acquisition Date 2017-10-24T13:34:00
14 Modification Date 2017-10-24T14:34:01
15 Spectrometer 400.13
Frequency
16 Spectral Width 8012.8
17 Lowest Frequency -1570.2
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 65536
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Parameter Value iP r
1 Title KKS-1-64-C.1.fid (@]
2 Origin Bruker BioSpin GmbH H H
3 Solvent cpai3 Boc. N \)J\ N Me
4 Temperature 296.7 N /\f( - N N
5 Pulse Sequence 29pg30 H z H
6 Experiment 1D O \
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z Ph
GRD 7108618/ 0786
3d
8 Number of Scans 256
9 Receiver Gain 191.5
10 Relaxation Delay 2.0000
11 Pulse Width 10.8000
12 Acquisition Time 1.3631
13 Acquisition Date 2017-10-24T15:20:00
14 Modification Date 2017-10-24T16:20:17
15 Spectrometer 100.62
Frequency
16 Spectral Width 24038.5
17 Lowest Frequency -1958.4
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
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Parameter Value
1 Title kks-1-189-R1.1.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 296.7
5 Pulse Sequence 2930
6 Experiment 1D
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD
7108618/ 0786
8 Number of Scans 16
9 Receiver Gain 100.7 .
10 Relaxation Delay 1.0000 'Pr‘
11 Pulse Width 15.0000 O M
12 Acquisition Time 4.0894 H ’ e
13 Acquisition Date 2018-03-30T18:59:00 Boc. N \)J\ <
14 Modification Date 2018-03-30T19:59:36 N /W - N M e
15 Spectrometer Frequency 400.13 H i H
16 Spectral Width 8012.8 O N O
17 Lowest Frequency -1535.4 Ph
18 Nucleus 1H 3e
19 Acquired Size 32768
20 Spectral Size 65536 |
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1 Title Ks-1-180-R¥2.fid | N FEPpYE Nee e
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 297.2
5 Pulse Sequence zgpg30
6 Experiment 1D
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0786

8 Number of Scans
9 Receiver Gain

10 Relaxation Delay
11 Pulse Width

12 Acquisition Time
13 Acquisition Date
14 Modification Date
15 Spectrometer Frequency
16 Spectral Width

17 Lowest Frequency
18 Nucleus

19 Acquired Size

20 Spectral Size
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191.5
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1.3631
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Parameter Value
1 Title KKS-1-236.1.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence 2930
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 50052 BBF-H-D-05 Z, M e
8 Number of Scans 16
9 Receiver Gain 10.0
10 Relaxation Delay 1.0000 BOC
11 Pulse Width 12.0000 O
12 Acquisition Time 3.2768 N
13 Acquisition Date 2018-06-12T11:56:55 \
14 Modification Date 2018-06-12T11:56:55 P h
15 Spectrometer Frequency 500.19
16 Spectral Width 10000.0
17 Lowest Frequency -1911.3
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 65536
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1 Title KKs-1-236.200002.fid | | Ng=—"" FIINS T SV
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence 2gpg30 O
6 Experiment 1D H '\ e
7 Probe Z150363_0002 (CP BBO 50052 BBF-H-D-05 Z; N \)J\
8 Number of Scans 5120 BOCHN/\[( N L
9 Receiver Gain 18.0
10 Relaxation Delay 0.1500 (0] N D
11 Pulse Width 10.0000 \
12 Acquisition Time 1.1010 Ph
13 Acquisition Date 2018-06-12T13:50:32 39
14 Modification Date 2018-06-12T13:50:33
15 Spectrometer Frequency 125.79
16 Spectral Width 29761.9
17 Lowest Frequency -2304.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
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Parameter Value
1 Title KKS-2-32.1.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD OH
4 Temperature 295.8
5 Pulse Sequence  zg30 i
6 Experiment 1D O Pr
7 Probe 5 mm PABBO BB-1H/ D Z- H O
GRD 7114261/ 0020 BOC N N \)J\ N H2
NT N NN
8 Number of Scans 64 H H z H
9 Receiver Gain  55.1 F 0O Ny (e
10 Relaxation Delay 1.0000 1bb Ph
11 Pulse Width 16.0000
12 Acquisition Time  2.6564
13 Acquisition Date  2018-11-01T23:03:00
14 Modification Date 2018-11-02T09:17:41
15 Spectrometer 599.75
Frequency
16 Spectral Width 12335.5
17 Lowest Frequency -2464.1
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 131072 {
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Parameter Value
1 Title KKS-2-32.2.fid
2 Origin Bruker BioSpin GmbH OH
3 Solvent MeOD
4 Temperature 297.8 i
5 Pulse Sequence zgpg30 O O Pr
6 Experiment 1D H
7 Probe 332:533&033 1H/ D Z-GRD BOC\N = N/\H/N\)J\N/EH/NHZ
8 Numberof Scans 5120 H F H (o] ~ H (6]
9 Receiver Gain 185.8 1 bb Ph
10 Relaxation Delay 2.0000
11 Pulse Width 11.2000
12 Acquisition Time 0.9088
13 Acquisition Date 2018-11-02T03:17:00
14 Modification Date 2018-11-02T09:23:28
15 Spectrometer 150.82
Frequency
16 Spectral Width 36057.7
17 Lowest Frequency -2734.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
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Parameter Value

1 Title KKS-2-32-FR.1.fid

2 Origin Bruker Analytik GmbH

3 Solvent MeOD

4 Temperature 300.8 OH

5 Pulse Sequence zgflgn

6 Experiment 1D

7 Probe 5 mm PABBO BB/ 19F-1H/ D

Z-GRD 7110902/ 0011

8 Number of Scans 16 BO :\N =z

9 Receiver Gain 812.7 H

10 Relaxation Delay 1.0000 F

11 Pulse Width 19.7000

12 Acquisition Time 0.6554

13 Acquisition Date 2018-11-02T15:50:03

14 Modification Date 2018-11-02T14:50:05

15 Spectrometer 470.55

Frequency

16 Spectral Width 100000.0

17 Lowest Frequency -97059.0

18 Nucleus 19F

19 Acquired Size 65536

20 Spectral Size 131072
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f1 (ppm)
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Parameter

Title

Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

Number of Scans
Receiver Gain

10 Relaxation Delay
11 Pulse Width

12 Acquisition Time

13 Acquisition Date

14 Modification Date
15 Spectrometer

Frequency

16 Spectral Width

17 Lowest Frequency
18 Nucleus

19 Acquired Size

20 Spectral Size

Value

KKS-1-184AR.1.fid
Bruker BioSpin GmbH
MeOD

298.2

2930

1D

Z150363_0002 (CP BBO 50052
BBF-H-D-05 Z)

16

9.0

1.0000

12.0000

3.2768
2018-03-19T17:55:58
2018-03-19T17:55:58
500.19

10000.0
-1911.3
1H
32768
65536

OH
i
0 ! o PrH
Boc. N N.
N~ N N/\n/ \.)J\N Me
H H z H
F (6] ~ O
1cc Ph

1.07-J L
3.25
9.55-]

-3

3.3
3.1

9.0 8.5 8.0

T
60 55 50 45 40 35 30 25 20 15 10 05 00 -05
f1 (ppm)
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Parameter Value
1 Title KKS-1-184A.100002.fid
2 Origin Bruker BioSpin GmbH OH
3 Solvent MeOD
4 Temperature 298.2 .
5 Pulse Sequence zgpg30 'Pr
6 Experiment 1D H 0 H
7 Probe Z150363_0002 (CP BBO 50052 BOC\ N N
BBF-H-D-05 Z) N = N - N ‘N b
8 Number of Scans 1024 H H z H
9 Receiver Gain 18.0 O N
10 Relaxation Delay 0.1500 1 cec Ph
11 Pulse Width 10.0000
12 Acquisition Time 1.1010
13 Acquisition Date 2018-03-02T12:00:47
14 Modification Date 2018-03-02T12:00:47
15 Spectrometer 125.79
Frequency
16 Spectral Width 29761.9
17 Lowest Frequency -2304.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
il
Il — ﬁ
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210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
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Parameter Value
1 Title KKS-1-184AR.3.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence zgfign
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 50052
BBF-H-D-05 Z) o H
8 Number of Scans 16
9 Receiver Gain 575.0 .
10 Relaxation Delay ~ 1.0000 'Pr
11 Pulse Width 15.0000 H O H
12 Acquisition Time 0.5767 BOC N N N
13 Acquisition Date 2018-03-19T18:23:56 N = N v N > Me
14 Modification Date 2018-03-19T18:23:57 H H z H
15 Spectrometer 470.60 F O ~ O
Frequency 1 cc Ph
16 Spectral Width 113636.4
17 Lowest Frequency -103883.1
18 Nucleus 19F
19 Acquired Size 65536
20 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
20 10 0 -10 -20 -30 -40 -50 -60 -70 -80 90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -2
f1 (ppm)
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Parameter Value
1 Title KKS-1-186.1.fid OH
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD iP
r
4 Temperature 298.2 O [e)
5 Pulse Sequence 2930 B H H M
6 Experiment 1D oCc< \)J\ e
7 Probe 7150363_0002 (CP BBO 50052 N = N /\n/ H N ~
BBF-H-D-05 2) H E H o z H o
8 Number of Scans 16 1dd \Ph
9 Receiver Gain 10.0
10 Relaxation Delay 1.0000
11 Pulse Width 12.0000
12 Acquisition Time 3.2768
13 Acquisition Date 2018-03-19T18:28:45
14 Modification Date 2018-03-19T18:28:45
15 Spectrometer 500.19
Frequency
16 Spectral Width 10000.0
17 Lowest Frequency -1911.3
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 65536
‘\
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f1 (ppm)
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Parameter Value
1 Title KKS-1-186.100002.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence zgpg30
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 500S2
BBF-H-D-05 2) OH
8 Number of Scans 512
9 Receiver Gain 18.0 .
10 Relaxation Delay 0.1500 IPI'
11 Pulse Width 10.0000 H O H
12 Acquisition Time 1.1010
13 Acquisition Date 2018-03-19T18:42:43 Bpc \N = N /\n/ N \)J\ N N ~~ M
14 Modification Date 2018-03-19T18:42:43 H H H
15 Spectrometer 125.79 F O
Frequency 1dd Ph
16 Spectral Width 29761.9
17 Lowest Frequency -2304.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
i\‘ i . | |
‘ ] | | | |
T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
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Parameter Value
1 Title KKS-1-186.4.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence zgflgn
6 Experiment 1D OH
7 Probe Z150363_0002 (CP BBO 50052
BBF-H-D-05 Z) i
8 Number of Scans 16 Pr
9 Receiver Gain 645.0 O H O H
10 Relaxation Delay 1.0000
11 Pulse Width 15.0000 BOC\N = N /\n/N Y N N Me
12 Acquisition Time 0.5767 H H = H
13 Acquisition Date 2018-03-19T19:11:21 F O
14 Modification Date 2018-03-19T19:11:22 1dd Ph
15 Spectrometer 470.60
Frequency
16 Spectral Width 113636.4
17 Lowest Frequency -103883.1
18 Nucleus 19F
19 Acquired Size 65536
20 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
20 10 0 -10 -20 -30 -40 -60 -70 -80 -90 -100 -110 -120 -130 -140 ~-150 -160 -170 -180 -190 -2
f1 (ppm)
2204 QIR RRARANRREEEE8RRREBEa83RBEBEIBRNEINCSIZRSIRG0aaRIREBEEE8EEIIBICIRRIITILITLRIFTRAAGRS
NNNRNRNRNRNRNRRNRNRNNRNRNRNN S S 0 R FFr T T T T MMM\ mmEE MmO NNNNNNNNNN S A S A S A S A S A A A A =600
e ——— hehEhEhEhEh A A i
=== e it = —_—r——
OH
o 'Pr
H \Me
Parameter Value Boc . N = N \)J\ N R
1 Title KKS-1-204.1.fid H ” /\n/ H Me
2 Origin Bruker BioSpin GmbH (] '\ (0]
3 Solvent MeOD 1ee Ph
4 Temperature 298.2
5 Pulse Sequence 2930
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 50052
BBF-H-D-05 Z)
8 Number of Scans 16
9 Receiver Gain 9.0
10 Relaxation Delay 1.0000
11 Pulse Width 12.0000
12 Acquisition Time 3.2768
13 Acquisition Date 2018-04-28T14:49:37
14 Modification Date 2018-04-28T14:49:38
15 Spectrometer 500.19
Frequency
16 Spectral Width 10000.0
17 Lowest Frequency -1911.3
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 65536
|
|
Il [
il p i
il iy | 1 U [
R T4 F I%Ed
¥ - - ~ o S - 0TS
T T T T T T T T T T T T T T T T T T T T T T T
11.0 10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
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KKS-1-204.100004.fid ROy 884% 1288387 RR <% o onm [foonodanoomoy
5000 scans NRRE g8848 §288885 IS 33 3 Seo [Nofiddeacneng
SERR RS2SR UIRR SRR A I && R HAR [FRRAORANANR
SN NV N % SV SN Bl
Parameter Value
1 Title KKS-1-204.100004.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2 OH
5 Pulse Sequence zgpg30
6 Experiment 1D i
7 Probe Z150363_0002 (CP BBO O Pr
50052 BBF-H-D-05 Z) H , M e
8 Number of Scans 5000 Boc. N \)J\ N
9 Receiver Gain 202 N = N/\n/ Y N ™
10 Relaxation Delay 0.1500 H H z H e
11 Pulse Width 10.0000 F 0 ~ 0
12 Acquisition Time 1.1010 1 ee Ph
13 Acquisition Date 2018-04-28T16:45:37
14 Modification Date 2018-04-28T16:45:37
15 Spectrometer 125.79
Frequency
16 Spectral Width 29761.9
17 Lowest Frequency ~ -2304.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
|
|
Lo
|
i !
I Pl | |
|- 1 x i H l ‘
T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10
f1 (ppm)
KKS-1-204-R.3.fid RRERZBRRR
YES8RERy
e =
Parameter Value
1 Title KKS-1-204-R.3.fid
2 Origin Bruker BioSpin GmbH
3 Solvent DMSO
4 Temperature 298.2
5 Pulse Sequence zgflgn OH
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 500S2 BBF-H-D-05 Z |Pr
8 Number of Scans 16 (0] (o)
9 Receiver Gain 575.0 H Me
10 Relaxation Delay 1.0000 BOC ~ = N \)’I\ N N
11 Pulse Width 15.0000 N N /\n/ : N Me
12 Acquisition Time 0.5767 H F H o) :\ H
13 Acquisition Date 2018-06-05T10:18:13 1ee Ph
14 Modification Date 2018-06-05T10:18:14
15 Spectrometer Frequency 470.60
16 Spectral Width 113636.4
17 Lowest Frequency -103883.1
18 Nucleus 19F
19 Acquired Size 65536
20 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
20 10 0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -2
f1 (ppm)
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i T T T T MmO B P MM EmNNNNNNNNNNNNNNNNN S H 0000000000000 0663366660606
AAPROTON MeQD; /Rpt/topspin3td Rshafriat b ——— o R S S et
L s o e

Parameter

Title

Origin

Solvent
Temperature
Pulse Sequence
Experiment
Probe

N o s wN e

8 Number of Scans
9 Receiver Gain
10 Relaxation Delay
11 Pulse Width

12 Acquisition Time
13 Acquisition Date
14 Modification Date

16 Spectral Width
18 Nucleus

19 Acquired Size
20 Spectral Size

17 Lowest Frequency

Value

KKS-2-30.1.fid

Bruker BioSpin GmbH
MeOD

296.2

2930

1D

5 mm PABBO BB-1H/ D Z-GRD Z114261/ 002

64

165.6

1.0000

16.0000

2.6564
2018-10-31T702:32:00
2018-10-31T10:49:04

15 Spectrometer Frequency 599.75

12335.5
-2464.1
1H
32768
131072

2.04-1

OH

Boc.
N

A 1Ty

2.01=

KKS-2-30.2.fid

o
TN M N Nne
AAC13CPD MeOD /opt/topspin3.g &Wna § § E,
\

o0 ®o
aN®@

NN

Boc.

—138.13
131.39

NN ~ ® o E

T 29 v cnnthkans
oo N o oo < nanN AN T
8888 3 gg g BEiRpess
S v NV AN

OH

T T
6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0

f1 (ppm)

9.36
o 60sd

38.27
31.43
31.40
— 28.75
— 25.85
23.56
23.52

<
L

o 1.97\I

.5 0.0 -0.5

21.89
6.54
6.43

i
<

USEE
220 210 200

LU
180 170 160

T T T T T T T
130 120 110 100 90 80 70 60 50 40
f1 (ppm)
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KKS-2-30-F2.1.fid

d 2320
5 2222
SRR
-
Parameter Value
1 Title KKS-2-30-F2.1.fid
2 Origin Bruker Analytik GmbH
3 Solvent MeOD
4 Temperature 299.8
5 Pulse Sequence zgfign
6 Experiment 1D
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 2110902/ 00111
8 Number of Scans 16
9 Receiver Gain 812.7
10 Relaxation Delay 1.0000 OH
11 Pulse Width 19.7000
12 Acquisition Time 0.6554 iPr
13 Acquisition Date 2018-11-02T13:06:55 O
14 Modification Date 2018-11-02T13:06:59 H
15 Spectrometer Frequency 470.55 BOC\ = N N
16 Spectral Width 100000.0 N N - N W
17 Lowest Frequency -97059.0 H H = H
18 Nucleus 19F 1ff Ph
19 Acquired Size 65536
20 Spectral Size 131072
i
T T T T T T T T T T T T T T T T T T T T T
0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200
f1 (ppm)
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Parameter Value
1 Title kks-1-239.1.fid OH
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 296.7
5 Pulse Sequence 2930 O O
6 Experiment 1D H Me
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0786 BOC N N / /U\ N N \).k
8 Number of Scans 16 H H /ﬁ“/ < N
9 Receiver Gain 105.9 F O _\ N O
10 Relaxation Delay 1.0000 Ph
11 Pulse Width 15.0000
12 Acquisition Time 4.0894 1 gg
13 Acquisition Date 2018-06-14T15:11:00
14 Modification Date 2018-06-14T16:11:02
15 Spectrometer Frequency 400.13
16 Spectral Width 8012.8
17 Lowest Frequency -1573.2
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 65536
|
|
BLLER LY
NANB I R | ~
T T T T T T T T T T T T T T T T T
11.5 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35
f1 (ppm)
kks-1-239.2.fid 8887A%
kKs-1-239  Pparameter Value g E{ g‘ g g
1 Title kks-1-239.2.fid =
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 296.6
5 Pulse Sequence zgflgn
6 Experiment 1D
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7108618/ 0786
8 Number of Scans 16
9 Receiver Gain 191.5 O H
10 Relaxation Delay 1.0000
11 Pulse Width 16.5000
12 Acquisition Time 0.7340
13 Acquisition Date 2018-06-14T15:14:00 O O
14 Modification Date 2018-06-14T16:14:10 H M e
15 Spectrometer Frequency 376.46 BOC ~ / N \)k
16 Spectral Width 89285.7 N N /ﬁ( - N
17 Lowest Frequency -82292.7 H H E
18 Nucleus 19F F 0] ~ N O
19 Acquired Size 65536 Ph
20 Spectral Size 131072 1
g9
“ 7
T T T T T T T T T T T T T T T T T T T T T T T
10 0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210
f1 (ppm)
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KKS-2-36.1fid RARARRRNRISIIINRINNESRK 8585883333 2AR8N B8RRARANN2888RG52308558588833338833886
AAPROTON MeOD i3 MANNNRKNRRN GG BB BT T TTTTTLTT M AM M AOMEONMEONNNNNNNNNA TS A A S 668 c
/bmmopspn‘lksnalLLLLka\\/ \/ ‘—‘—Hﬂﬁa‘w‘\*w \\// ‘\###44444'4:44444444444““““‘
Parameter Value
1 Title KKS-2-36.1.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 296.1
5 Pulse Sequence 2930 OH
6 Experiment 1D
7 Probe 5 mm PABBO BB-1H/ D Z- iP
GRD 7114261/ 0020 O O r
N
8 Number of Scans 64
9 ReceiverGain  87.1 *H3N = N/\H/N Y N NH,
10 Relaxation Delay ~ 1.0000 H z H
11 Pulse Width 16.0000 AcOo- F (0] ~ o
12 Acquisition Time ~ 2.6564 1b Ph
13 Acquisition Date ~ 2018-11-04T19:32:00
14 Modification Date 2018-11-05T11:03:26
15 Spectrometer 599.75
Frequency
16 Spectral Width 12335.5
17 Lowest Frequency -2464.1
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 131072
j
8L i I P
- " SA S o oo
T T T T T T T T T T T T T T T T T T T T T T T T
10.5 100 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5  -1.C
f1 (ppm)
KKs-2-36.2.fid aLensd SzR ALRIRE 7 3% cootbmaonn nanNo
AAC13CPD MeOD /opt/topspin3p0®sbatma & i & EH88R8 & 33 sumcR s S
agirpiepa ] 2288480 b=} S BRAAQRIFTRE AmQRR
NN S IS5 v N2 AR RN
Parameter Value
1 Title KKS-2-36.2.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 297.4 OH
5 Pulse Sequence zgpg30
6 Experiment 1D iP
7 Probe 5 mm PABBO BB-1H/ D Z- o O r
GRD 7114261/ 0020 H
8 Number of Scans 5120 +H3N = N/\H/N\)J\ NH2
9 Receiver Gain 185.8 H
10 Relaxation Delay ~ 2.0000 AcO- F (@] (6]
11 Pulse Width 11.2000 1b
12 Acquisition Time ~ 0.9088
13 Acquisition Date 2018-11-04T23:46:00
14 Modification Date  2018-11-05T11:03:43
15 Spectrometer 150.82
Frequency
16 Spectral Width 36057.7
17 Lowest Frequency -2734.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
|
|
| | !
|
| 1 | 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
220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
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KKS-2-36-F.1.fid

g 8823

L 65 m e

& [apaga ot

-
Parameter Value
1 Title KKS-2-36-F.1.fid
2 Origin Bruker Analytik GmbH
3 Solvent MeOD
4 Temperature 299.8
5 Pulse Sequence zgfign OH
6 Experiment 1D
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z110902/ 0011 i
0 o Pr
8 Number of Scans 16 H
9 Recelve.r Gain 912.3 . % N \)J\ N H2
10 Relaxation Delay 1.0000 H3N N /\n/ v N
11 Pulse Width 19.7000 H z H
12 Acquisition Time 0.6554 ACO- F O N O
13 Acquisition Date 2018-11-06T13:23:48 1b Ph
14 Modification Date 2018-11-06T13:23:51
15 Spectrometer Frequency 470.55
16 Spectral Width 100000.0
17 Lowest Frequency -96588.4
18 Nucleus 19F
19 Acquired Size 65536
20 Spectral Size 131072
T T T T T T T T T T T T T T T T T T T T T
0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200
f1 (ppm)
RS2 G R S8 e8IQNATRR 2228508850 B3 23S0 RN RARELIR58I38585 88 RRRARARRGEZIINBELIVITLESLRERY
°?°?°?°?°?T'T'TT'T'TT'T'TT'T'TT'T'TT'T'TT‘f"?‘?‘?‘Tﬁ’ﬁ"Tﬁ’ﬁ’ﬁ’ﬁ'ﬁ"Tﬁ'7’7‘L"L"L”’SL“&”&"Z“Z"L"’J&"SLTL‘TTT‘J'S‘T‘J‘Z“L“S‘S‘L“j‘j‘j::j‘TTT‘TTT‘TT????

Parameter Value
1 Title KKS-2-244.1.fid OH
2 Origin Bruker BioSpin GmbH .
3 Solvent DMSO 'Pr
4 Temperature 298.2 H
5 Pulse Sequence 2930 N
6 Experiment 1D +H3N = “Me
7 Probe Z150363_0002 (CP BBO 50052 BBF-H-D-05 Z;
8 Number of Scans 16 A O. F O
9 Receiver Gain 7.1 C
10 Relaxation Delay 1.0000
11 Pulse Width 12.0000
12 Acquisition Time 3.2768
13 Acquisition Date 2019-08-27T16:38:17
14 Modification Date 2019-08-27T15:38:17
15 Spectrometer Frequency 500.19
16 Spectral Width 10000.0
17 Lowest Frequency -1911.3
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 65536
|
|
!
I ]
L e J L
Taedds Tde gitgday 4 &
ISR RNEN - --r-o-oo® ©  ©®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 T T T T T T T T T T T T T T
16 15 14 13 12 1" 10 9 8 7 6 5 4 3 2 1 0 -1 -2 -3
1 (ppm)



KKS-2-244.100002.fid E%EE f;{.'fei E :gggg E Qe 3288 242 393325
Parameter RRRE g & PRRRE ¢ 83 3335 945 SS8IRK
1 Title KKS-2-28160002¢” N ' DY T I Ve
2 Origin Bruker BioSpin GmbH
3 Solvent DMSO
4 Temperature 298.2
5 Pulse Sequence zgpg30
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 50052 BBF-H-D-05 Z; OH
8 Number of Scans 5120
9 Receiver Gain 12.7 i
10 Relaxation Delay 0.1500 o d Pr
11 Pulse Width 10.0000 H H
12 Acquisition Time 1.1010 . N \) N -
13 Acquisition Date 2019-08-27T18:34:02 H3N = N /\n/ Y N Me
14 Modification Date 2019-08-27T17:34:02 H z H
15 Spectrometer Frequency 125.79 ACO_ F O \Hh O
16 Spectral Width 29761.9 1c
17 Lowest Frequency -2304.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
f
|
| “ ‘ | ’l
il
|
I !
L
T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
1 (ppm)
kks-2-244-F with std.1.fid q 8838
j 8845
-
Parameter Value
1 Title kks-2-244-F with std.1.fid
2 Origin Bruker Analytik GmbH
3 Solvent DMSO
4 Temperature 298.2
5 Pulse Sequence zgflgn
6 Experiment 1D
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD
7110902/ 0011
8 Number of Scans 16 OH
9 Receiver Gain 724.1
10 Relaxation Delay 1.0000 i
11 Pulse Width 19.7000 0 o Pr
12 Acquisition Time 0.6554 H
13 Acquisition Date 2019-08-29T10:10:15 . N \)J\ N -
14 Modification Date 2019-08-20T10:10:17 HsN = N /\n/ Y N Me
15 Spectrometer Frequency 470.50 H E H
16 Spectral Width 100000.0 Aco- F O ~N Ph O
17 Lowest Frequency -97054.3 1 Cc
18 Nucleus 19F
19 Acquired Size 65536
20 Spectral Size 131072
T T T T T T T T T T T T T T T T T T T T T
0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200
f1 (ppm)
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PR E R ENR AR AN ]88 83888G0aR08s0R8383335300833838R07°2385483
R R R o R R R R R R R R R R R R e S PN IPSIRNIPNIPSRNIPN IR PN PN PN o R o o -G N S A = S = 2
D AR s e e
1 Title KKS-1-206.1.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence 2930
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 50052 BBF-H-D-05 Z;
8 Number of Scans 16
9 Receiver Gain 10.0
10 Relaxation Delay 1.0000 N OH
11 Pulse Width 12.0000 |
12 Acquisition Time 3.2768 iPr
13 Acquisition Date 2018-04-23T12:17:14 o o
14 Modification Date 2018-04-23T11:17:15 H H
15 Spectrometer Frequency 500.19 + \/U\ N \)J\ N ~~ Me
16 Spectral Width 10000.0 H3N N - N
17 Lowest Frequency -1911.3 F H = H
18 Nucleus 1H AcO" 1d Ph
19 Acquired Size 32768
20 Spectral Size 65536
i
If
ru
745 4 §4 § 47
- s o N ® . I & o
T T T T T T T T T T T T T T T T T T T T T T T
10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5
f1 (ppm)
KKS-1-206.100003.fid L3232 >R X813 n 2 2a ocrnmaNmo-YnocRvoROoTOND =T
Parameter RRRR VBB Ss seEd88 4 dd e g PR ONININ N N e e e
[apapa gy e R b} |23 SRR CTHETISSRAAAIIRRE
1 Title KKS-1-208(60003.fid  \ N % Ty |
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence zgpg30
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 500S2 BBF-H-D-05 Z;
8 Number of Scans 5120 OH
9 Receiver Gain 14.2
10 Relaxation Delay 0.1500 .
11 Pulse Width 10.0000 IPr
12 Acquisition Time 1.1010 o H O H
13 Acquisition Date 2018-04-23T14:34:57 N \)l N Me
14 Modification Date 2018-04-23T13:34:57 + H3N = N /\n/ - N ~
15 Spectrometer Frequency 125.79 H E H
16 Spectral Width 29761.9 . F (0] N (6]
17 Lowest Frequency -2304.1 AcO 1d Ph
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
|
[
|
1 ,
L i i |
Al
— 7T T 1 T T 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
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
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KKS-1-206.4.fid

-123.73
-123.78
-123.81
-123.85

Parameter Value
1 Title KKS-1-206.4.fid N\
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence zgflgn
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 50052 BBF-H-D-05 Z;
8 Number of Scans 16
9 Receiver Gain 406.0
10 Relaxation Delay 1.0000 OH
11 Pulse Width 15.0000
12 Acquisition Time 0.5767 iP
13 Acquisition Date 2018-04-23T14:40:18 r
14 Modification Date 2018-04-23T13:40:18 H
15 Spectrometer Frequency 470.60 N M
16 Spectral Width 113636.4 *H3N = ~- Ve
17 Lowest Frequency -103883.1 F
18 Nucleus 19F ACO' O
19 Acquired Size 65536
20 Spectral Size 131072
i
<
-

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 10 0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -2
f1 (ppm)

KKS-1-210.1.fid ghgnagaes eYeIeenREELL3Y5asRRNSYONAS5SS8553 85080880810 0aERARRTERERY

parameter MENRNNNRN  [fonnnr s rrrmmuimmbibmmibmdbmdooNNNNNNNNNNSdd G g dd i dddoc
M\/ e S SRS S vt i bbb
1 Title KKS-1-210.1.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence 2930
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 50052 BBF-H-D-05 Z;
8 Number of Scans 16
9 Receiver Gain 9.0
10 Relaxation Delay 1.0000
11 Pulse Width 12.0000 OH
12 Acquisition Time 3.2768 \
13 Acquisition Date 2018-07-21T00:09:09 | .
14 Modification Date 2018-07-21T00:09:10 = 'Pr
15 Spectrometer Frequency 500.19 O I‘ O Me
16 Spectral Width 10000.0 /\/U\ A \)J\ N
17 Lowest Frequency -1911.3 "H3N N /\n/ N “Me
18 Nucleus 1H H
19 Acquired Size 32768 AcO F (0] ~N (6]
20 Spectral Size 65536 1e Ph
L b
i g )
- o ~
T T T T T T T T T T T T T T T T T T T T T T T
10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5
f1 (ppm)
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KKS-1-210.100002.fid 828 28&R SR82%2R 3 3] NY N PhOoNTRo DTN
S NV IS5~ % NS VAN
Parameter Value
1 Title KKS-1-210.100002.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence zgpg30
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 50052 OH
BBF-H-D-05 Z)
8 Number of Scans 5120
9 Receiver Gain 20.2 iPr
10 Relaxation Delay 0.1500 (0] o)
11 Pulse Width 10.0000 H \)J\ NIMe
12 Acquisition Time 1.1010 + ~
13 Acquisition Date 2018-07-21T02:56:55 H3N = ” /\n/ Me
14 Modification Date 2018-07-21T02:56:56 /\CO_ F O O
15 Spectrometer Frequency 125.79 1e
16 Spectral Width 29761.9
17 Lowest Frequency -2304.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
|
|
“ | ' ' H
¥ . ' )
T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
KKS-1-210.3.fid o R
Parameter Value g SERA
1 Title KKS-1-210.3.fid -
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 298.2
5 Pulse Sequence zgfign
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 500S2 BBF-H-D-05 Z
8 Number of Scans 16
9 Receiver Gain 724.0
10 Relaxation Delay 1.0000
11 Pulse Width 15.0000
12 Acquisition Time 0.5767
13 Acquisition Date 2018-07-23T13:27:33
14 Modification Date 2018-07-23T13:27:33 OH
15 Spectrometer Frequency 470.60
16 Spectral Width 113636.4 .
17 Lowest Frequency -103883.1 'Pr
18 Nucleus 19F O (0] M
19 Acquired Size 65536 H\)J\ N e
20 Spectral Size 131072 + H 3]\ = N /\n/ . N Me
H S H
Aco- F O ~ 0
1e Ph
|
x
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 10 0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -2
f1 (ppm)
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B R AR Iy RN B8R EE8E33aaR NN N R 28N eI NN S588 8858888308888 808 R0RRRReaaaiIiRRRRARRARSERRRAS
AARROTONMEOD: fopt/topspiB gshariay < S S S TS0 55 G0 g0 odaddan anadadddaadnda - 2 i i9c9S98969555c059c909¢
— = e ) =
Parameter Value
1 Title KKS-2-35.1.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD OH
4 Temperature 296.2
5 Pulse Sequence 2930 )
6 Experiment 1D Pr
7 Probe 5 mm PABBO BB-1H/ D Z-GRD
2114261/ 0020 H
"H3N = \V
8 Number of Scans 64
9 Receiver Gain 62.4 AcO" F O
10 Relaxation Delay 1.0000
11 Pulse Width 16.0000
12 Acquisition Time 2.6564
13 Acquisition Date 2018-11-07T03:29:00
14 Modification Date 2018-11-07T08:57:04
15 Spectrometer Frequency 599.75
16 Spectral Width 12335.5
17 Lowest Frequency -2464.1
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 131072
i
]
58 4 I 44 & 111 o Iid
woN N - R =] N ¥ A o RN
T T T T T T T T T T T T T T T T T T T T T
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5
f1 (ppm)
KKS-2-35.2.fid L T L 388988 4 g g9r2|58838888883 ag
AACI3CPD MeOD /opt/topspin3.8 Rsfiina 513 3 BOBRER 2 8 BEBG(SYRERARNART 22
DVNZ IS SN2 RSN VAN v
Parameter Value
1 Title KKS-2-35.2.fid
2 Origin Bruker BioSpin GmbH
3 Solvent MeOD
4 Temperature 297.5
5 Pulse Sequence zgpg30
6 Experiment 1D
7 Probe 5 mm PABBO BB-1H/ D Z-GRD
2114261/ 0020
OH
8 Number of Scans 4096
9 Receiver Gain 185.8 i
10 Relaxation Delay 2.0000 0 o Pr
11 Pulse Width 11.2000 H H
12 Acquisition Time 0.9088 . N \)J\ N
13 Acquisition Date 2018-11-07T06:52:00 H3N = N /\n/ N
14 Modification Date 2018-11-07T08:57:49 H = H
15 Spectrometer 150.82 AcO F O ~ ¢}
Frequency 1f Ph
16 Spectral Width 36057.7
17 Lowest Frequency -2734.1
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
!
L
|
Ly
I [ il “'
L I | 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
220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
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KKS-2-35-R.3.fid n PR
n @ % B D
Parameter Value g ; ; :. ;
1 Title KKS-2-35-R.3.fid N\
2 Origin Bruker BioSpin GmbH
3 Solvent DMSO
4 Temperature 298.1
5 Pulse Sequence zgfign
6 Experiment 1D
7 Probe Z150363_0002 (CP BBO 50052 BBF-H-D-05 Z;
8 Number of Scans 16
9 Receiver Gain 812.0
10 Relaxation Delay 1.0000
11 Pulse Width 15.0000
12 Acquisition Time 0.5767
13 Acquisition Date 2018-12-27T16:15:02
14 Modification Date 2018-12-27T16:15:02
15 Spectrometer Frequency 470.60
16 Spectral Width 113636.4
17 Lowest Frequency -103883.1 OH
18 Nucleus 19F
19 Acquired Size 65536 iP
20 Spectral Size 131072 O O r
PPy
RN Y
E H =z H
AcOr o o]
1f Ph
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
20 10 0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200 -210 -2

f1 (ppm)
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GRNRNNRNRNRNRNRNNNNNNNNNNRRRRRN GOS0 00 0frrrsrsrrmmmmmAnNnNNNNNNNcNdddNNNNNNNAAdddd-d" 030333330
e oX (o 7 syt B vtV 0 R S E e
Instrument=DRX500 (Paris) —om o e p— —r——
Probe=BBFO
Solvent=DMSO
Temp=ambient
Ran by=Sarah
Date=07/24/18
Parameter Value
1 Title KKS-1-240-R2.1.fid
2 Origin UXNMR, Bruker Analytische Messtechnik
GmbH O O
3 Solvent DMSO H \)J\ Me
4 Temperature 301.7 +
5 Pulse Sequence 2930 H3N / N /W - N
6 Experiment 1D _ H =
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD ACO F O N N O
7110902/ 0011 Ph
8 Number of Scans 16 1 g
9 Receiver Gain 71.8
10 Relaxation Delay 1.0000
11 Pulse Width 15.2000 Temperature: RT
12 Acquisition Time 3.1719
13 Acquisition Date 2018-07-24T11:53:46
14 Modification Date 2018-07-24T11:53:49
15 Spectrometer Frequency 500.13
16 Spectral Width 10330.6
17 Lowest Frequency -2076.8
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 65536

3 TR s T T DR
@ NN —“ec n KA < b
S o TR P N [N~ W <
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
12.0 115 11.0 10.5 10.0 9.5 9.0 85 8.0 7.5 7.0 6.5 6.0 5.5 5.0 45 4.0 3.5 3.0 25 2.0 1.5 1.0 05 0.0 -0.5 -1.0 -1.
f1 (ppm)
KKS-1-240-R2.2.fid §IRGINKS BINBREAIZRIBERE oo woasnagnoworoloangma
13C o30S M i BONCOSARBBONGOT 2N N Y NS Y ARNRKNC®IHO A0 QY b
REE8833n AR ARAARRIRNREY so MM E SRR Y Y IO OB NS S AN 3
. NEE2l28822 SO0220230030333330 8% ARLhLhIIITTTITIFAmAmAN a
Instrument=DRX500 (Paris) ' \\\2~ " | SN N B s s N [P
Probe=BBFO
Solvent=DMSO
Temp=ambient
Ran by=Sarah
Date=07/24/18
Parameter Value
1 Title KKS-1-240-R2.2.fid
2 Origin UXNMR, Bruker Analytische Messtechnik GmbH
3 Solvent DMSO O O
4 Temperature 304.5 H Me
5 Pulse Sequence zgpg30 + N
6 Experiment 1D H3N / N /\[‘r \.’ N
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 2110902/ 0011 H E
AcO- F o 1 N~ O
8 Number of Scans 9037 Ph
9 Receiver Gain 16384.0
10 Relaxation Delay 0.1500 1 g
11 Pulse Width 10.5000
12 Acquisition Time 1.0912 .
13 Acquisition Date 2018-07-24T15:10:30 Tem peratu re: RT
14 Modification Date 2018-07-24T15:11:17
15 Spectrometer Frequency 125.77
16 Spectral Width 30030.0
17 Lowest Frequency -2501.3
18 Nucleus 13C
19 Acquired Size 32768
20 Spectral Size 65536
|
fo | ﬁ cr ‘ I j
|
i L | 3 ‘
T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
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KKS-1-240-R.12.fid 3088
KKS-1-240-R E E 2 E
19F (run at 30 C; after heating to 100 C) R
Instrument=DRX500 (Paris)
Probe=BBFO
Solvent=DMSO
Temp=ambient
Ran by=Sarah
Date=07/17/18
Parameter Value O H
1 Title KKS-1-240-R.12.fid
2 Origin Bruker Analytik GmbH
3 Solvent DMSO
4 Temperature 305.4 O O
5 Pulse Sequence zgfign H \)k Me
6 Experiment 1D
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 2110902/ +H3N / ” /\[‘( N
0011
AcO" F 0 ~ N~ O
8 Number of Scans 16 Ph
9 Receiver Gain 912.3
10 Relaxation Delay 1.0000 1 g
11 Pulse Width 19.7000
12 Acquisition Time 0.6554
13 Acquisition Date 2018-07-17T15:35:05 Temperatu re: RT
14 Modification Date 2018-07-17T15:35:09
15 Spectrometer Frequency 470.55
16 Spectral Width 100000.0
17 Lowest Frequency -97059.0
18 Nucleus 19F
19 Acquired Size 65536
20 Spectral Size 131072
T T T T T T T T T T T T T T T T T T T T
0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190
f1 (ppm)

) 3888355833088 50 BLBICERRARYRGARBRRRRREARRARAABIEIRNRRESS
KKS-1-240-R2.101.fid EAAASESASASARRDS S SRS oo kL kLA NI S AR L e b
1H at 100 C e —
Instrument=DRX500 (Paris)

Probe=BBFO
Solvent=DMSO
Temp=100 C
Ran by=Sarah
Date=Q4/R6/18 Value OH
1 Title KKS-1-240-R2.101.fid
2 Origin UXNMR, Bruker Analytische Messtechnik GmbH
3 Solvent DMSO
4 Temperature 372.4 O O
5 Pulse Sequence 2930 H M e
6 Experiment 1D N \)J\
7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD 7110902/ 00?1H3N / ”/Y N
8 Number of Scans 16 -
9 Receiver Gain 90.5 ACO F O ~ P h N O
10 Relaxation Delay 1.0000
11 Pulse Width 15.2000
12 Acquisition Time 3.1719 1 g

13 Acquisition Date
14 Modification Date

15 Spectrometer Frequency 500.13

2018-07-26T11:16:03
2018-07-26T11:16:06

Temperature: 100 °C

16 Spectral Width 10330.6
17 Lowest Frequency -2076.8
18 Nucleus 1H
19 Acquired Size 32768
20 Spectral Size 65536
P YA S PR ry PyYe g £
aa g S 2 @ R - o = =
Som @ N - c o + & 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
10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5 -1.0
f1 (ppm)
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KKS-1-240-R2.101.fid  S2858% 4 SERARNRNNAI  gag EEEERE] :
1H at 100 C SN2 Y ~ NS T I
Instrument=DRX500 (Paris)

Probe=BBFO
Solvent=DMSO
Temp=100 C
kan by =Sarah val
Date=67/36/18 oue

1 Title KKS-1-240-R2.102.fid
2 Origin UXNMR, Bruker Analytische Messtechnik GmbH
3 Solvent DMSO
4 Temperature 372.4
5 Pulse Sequence zgpg30
6 Experiment 1D OH

7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z110902/ 00111

8 Number of Scans 9009 O O

9 Receiver Gain 18390.4 H M e
10 Relaxation Delay 0.1500 N \)J\

11 Pulse Width 10.5000 +H3N = N/ﬁ( \

12 Acquisition Time 1.0912 H -

13 Acquisition Date 2018-07-26T14:26:47 ACO- F O —\ N O
14 Modification Date 2018-07-26T14:33:27 Ph
15 Spectrometer Frequency 125.77
16 Spectral Width 30030.0 1
17 Lowest Frequency -2439.7 g
18 Nucleus 13C
19 Acquired Size 32768 Temperatu re: 100 °C

20 Spectral Size 65536

|
n | T ‘
A ; L
| L L l ,
T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)

KKS-1-240-R.102.fid =N

KKS-1-240-R 5EER

19F A

-

Instrument=DRX500 (Paris)

Probe=BBFO

Solvent=DMSO O H

Temp=100

Ran by=Sarah

Date=07/17/18

Parameter Value O H O M e

1 Title KKS-1-240-R.102.fid N \)J\

2 Origin Bruker Analytik GmbH +H3N = N /W - N

3 Solvent DMSO H -

4 Temperature 372.4 ACO' F O —\ N O

5 Pulse Sequence zgflgn P h

6 Experiment 1D

7 Probe 5 mm PABBO BB/ 19F-1H/ D Z-GRD Z110902/ 0011 1 g

8 Number of Scans 16

9 Receiver Gain 1024.0 Temperatu re: 100 °C

10  Relaxation Delay 1.0000

11 Pulse Width 19.7000

12 Acquisition Time 0.6554

13 Acquisition Date 2018-07-17T13:57:15

14 Modification Date 2018-07-17T13:57:18

15  Spectrometer Frequency = 470.55

16  Spectral Width 100000.0

17  Lowest Frequency -97059.0

18  Nucleus 19F

19 Acquired Size 65536

20  Spectral Size 131072

T T T T T T T T T T T T T T T T T T T T T
0 -10 -20 -30 -40 -50 -60 -70 -80 -90 -100 -110 -120 -130 -140 -150 -160 -170 -180 -190 -200
f1 (ppm)
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2. HPLC Chromatograms of Final Compounds

Absorbance (AU)

Absorbance (AU)

(&)

o

[&]

o

(4]

o

Chrom Type: Fixed WL Chromatogram, 215 nm
E OH
E 'Pr
3 o)
3 + 2
3 HaN™ 7 N N
K H/\n/ z H
3 Aco- F o ~ 0
3 1b Ph
3 p—|
) L] I T I L) I T I T I L] l T I L) I T I T | L] l T I L] ' T I T I T I T I L] l T I L] I T I T I T l T I L] | T I T I T I T l L] I
0 5 10 15 20 25 30
Retention Time (min)
Chrom Type: Fixed WL Chromatogram, 215 nm
OH
i
0 ! o PrH
N N.
HaNT N N/\n/ \;)J\N Me
. F o " o
AcO 1c Ph
— ~
G B B B B i B B B B B B B B B B B B B B B B B B S
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Retention Time (min)
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Absorbance (AU)

Absorbance (AU)
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Chrom Type: Fixed WL Chromatogram, 215 nm
3 |
3 OH
- iPr
E *H3N = N -~ N
= ; H i H
::‘ AcO” 1d Ph
e vV
-IIIIIIlllllll'lIlIIIl]llllllllllll'lIlllllllllllllllllllllll
0 5 10 15 20 25 30
Retention Time (min)
Chrom Type: Fixed WL Chromatogram, 215 nm
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Absorbance (AU)

Absorbance (AD)
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o
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Chrom Type: Fixed WL Chromatogram, 215 nm

.6
_ OH |
.5—: 1
E i
4§ ? Ho§ PrH
S
.3—5 AcO F H (6] :\ H (o]
3 1f Ph
2 3 >

IIIIIIIIIIIIIIIIIIIlIIIIIIIIIlIIIIIIIIIlIIIIIIIIIIIIIIIIIIII
0 5 10 15 20 25 30

Retention Time (min)

Chrom Type: Fixed WL Chromatogram, 215 nm

OH :
0 0
H Me
+H3N/(;‘z//“\N/ﬁWJN\)J\N L
AcO" F Hoof = N0

pPh
19
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