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Figure S1. The Western blot results of compounds TL3, TLS,

TL10, BS3, BS4, BS7, BS10, SR2, SRS and SR10.

The nomenclature, chemical structure, HPLC, HRMS, 'H-NMR

and BC-NMR spectra data of title compounds.
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Figure S1. The effect of compounds TL3, TL8, TL.10, BS3, BS4, BS7, BS10, SR2, SRS and SR10
on phosphorylation level of Ber-Abl and STATS in CML cells. K562 cells were treated with DMSO
(0.1%), and compounds at 20 pM for 48 h, respectively. The cells were lysed by RIPA (Radio
Immunoprecipitation assay buffer) containing protease and phosphatase inhibitor, and p-Ber-Abl,
p-STATS and GADPH levels were analyzed by Western blot.




(5)-5-(4-((1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3,3-dimethyl-1-oxobutan-2-
yl)carbamoyl)phenyl)-N,N-diethylnicotinamide (TL1)
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Parameter Value 2E+08
1 Tite 2hj1394 IEH08
2 Origin Bruker BioSpin GmbH )
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4 Spectrometer spect 2EH08
5 Solvent DMSO X
6 Temperature 2927 IEH08
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& Number of Scans 16 i
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(5)-5-(4-((1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3,3-dimethyl-1-oxobutan-2-
yl)carbamoyl)phenyl)-N-cyclopropylnicotinamide (TL2)
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(S)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3,3-dimethyl-1-oxobutan-2-yl)-
4-(6-(methylsulfonamido)pyridin-3-yl)benzamide (TL3)
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(8)-4-(6-acetamidopyridin-3-yl)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-
3,3-dimethyl-1-oxobutan-2-yl)benzamide (TL4)
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(S)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3,3-dimethyl-1-oxobutan-2-yl)-
4-(6-pivalamidopyridin-3-yl)benzamide (TL5)
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(8)-5-(3-((1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3,3-dimethyl-1-oxobutan-2-
yl)carbamoyl)phenyl)-N,N-diethylnicotinamide (TL6)
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(8)-5-(3-((1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3,3-dimethyl-1-oxobutan-2-
yl)carbamoyl)phenyl)-N-cyclopropylnicotinamide (TL7)
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13 Acquisition Date 2019-03-27T11:. L1600
14 Modification Dae 2019-03-27T11:29:50
15 Spectrometer Frequency 100,61 L1400
16 Spectral Width 240385
17 Lowest Frequency -1958.4 |
18 Nuclews 13C 1200
19 Acquired Size 32768
20 Spectral See 65536 [ioee
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(S)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3,3-dimethyl-1-oxobutan-2-yl)-
3-(6-(methylsulfonamido)pyridin-3-yl)benzamide (TLS8)
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Parameter \alue 3500
1 Title zhj1507
2 Orign Bruker BioSpin GbH
3 Owner hp
4 Spectrometer spect 3000
5 Solvent DMSO
6 Temperature 2959
7 Pulse Sequence 280
& Number of Scans 16 r2500
9 Receiver Gain 161
10 Relaxation Delay 1.0000
11 Pulse Width 13.9000
12 Acquisition Time 40894 L2000
13 Acquisition Date 2020-09-26T 19:01:00
14 Modification Date 2020-09-26T 19:01:00
15 Spectrometer Frequency 400.13
16 Spectral Width 80128 L1500
17 Lowest Frequency -1535.6
18 Nuclews 1H
19 Acquired Size 32768
20 Spectral Size 65536
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Parameter Value L2000
1 Title 7hj1507-C
2 Origin Bruker BioSpin GmbH 1908
3 Owner hp 1800
4 Spectrometer spect
5 Solvent DMSO 17
6 Temperature 296.4 1600
7 Pulse S ¢
e Sequence B0 [0
8 Number of Scans 1500
9 Receiver Gain 203 1400
10 Relaxation Delay 2.0000 L1300
11 Pulse Width 8.9000
12 Acquisition Time 13631 1200
13 Acquisition Date 2020-09-28T03:08:08 L1100
14 Modification Date 2020-09-28T03:08:08
15 Spectrometer Frequency 100.61 1000
16 Spectral Width 24038.5 Looo
17 Lowest Frequency -1958.4
18 Nuclews 13C [ 800
19 Acquired Size 32768 Lro0
20 Spectral Size 65536
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(8)-3-(6-acetamidopyridin-3-yl)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-
3,3-dimeth yl-1-oxobutan-2-yl)benzamide (TL9)
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Parameter Value

1 Tide zhjl403

2 Origin Bruker BioSpin GmbH

3 Owner nmr

4 Spectrometer spect

5 Solvent DMSO

6 Temperature 2929

7 Pulse Sequence 7230

8 Experiment 1D

9 Number of Scans 16

10 Receiver Gain 181

11 Relaxation Delay 1.0000

12 Pulse Width 13.9000

13 Acquisition Time 3.9846

14 Acquisition Date 2018-11-28T11:10:05

15 Modification Date 2018-11-28T11:10:05
16 Spectrometer Frequency 400.13

17 Spectral Width 8223.7
18 Lowest Frequency -1640.9
19 Nucleus IH

20 Acquired Size 32768
21 Spectral Size 32768
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Parameter Nalue

1 Tide 7hj1403-C

2 Origin Bruker BioSpin GmbH

3 Owner nmr

4 Spectrometer spect

5 Solvent DMSO

6 Temperatire 297.3

7 Pulse Sequence zpg30

8  Number of Scans 503

9 Receiver Cain 203

10 Relaxation Delay 20000

1 Pulse Width £.9000

12 Acquisition Time 1.3631

13 Acquisition Date 2019-03-27T13:45:08

14 Modification Date 2019-03-27T13:4508

15 Spectrometer Frequency 100.61

16 Spectral Width 24038.5

17 Lowest Frequency -1958.4

18 Nuclews 13C

19 Acquired Size 32768

20 Spectral Size 65536
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(S)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3,3-dimethyl-1-oxobutan-2-yl)-
3-(6-pivalamidopyridin-3-yl)benzamide (TL10)
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Parameter Vale
1 Title zhjl405
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 292.9
7 Pulse Sequence 2g30
8 Experiment 1D
9 Number of Scans 16
10 Receiver Gamn 90
11 Relaxation Delay 1.0000
12 Pulse Width 13.9000
13 Acquisition Time 3.9846
14 Acquisition Date 2018-11-28T 11:20:51
15 Modification Date 2018-11-28T11:20:51
16 Spectrometer Frequency 400.13
17 Spectral Width 8223.7
18 Lowest Frequency -1640.9
19 Nucleus 1H
20 Acquired Size 32768
21 Spectral Size 32768
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Parameter \alue

1 Title #hj1405-¢

2 Origin Bruker BioSpin Gimbl

3 Owner nmr

4 Spectrometer speet

5 Solvent DM

6 Temperaluwe 208.0

7 Pulsc Sequence 230

& Number of Scans 577

Y Receiver Gain 203

10 Relaxation Delay 2.0000

11 Pulse Width 8.9000

12 Acquisition Time 1.3631
13 Acquisition Date 2019-03-29T 11:29:58
14 Modification Date ~ 2019-03-29T11:29:58
15 Spectrometer Frequeney 100.61

16 Spectral Widkh 24038.5
17 Lowest Frequency -1958.4
18 Nicleus 13C

19 Acquired Size 32768
20 Spectral Size 65536
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(8)-5-(4-((3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-1-
oxopropan-2-yl)carbamoyl)phenyl)-N,N-diethylnicotinamide (BS1)
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Parameter Value
1 Tide Zhijl418 SEH8
2 Origin Bruker BioSpin GmbH ZE+08
3 Owner nmr 2EH08
4 Spectrometer spect 2E+08
5 Solvent DMSO 2E+08
e @
ul cl equence zg3 JEHB
8 Experiment D
9 Number of Scans 16 2EH08
10 Receiver Gain as [2E+08
11 Relaxation Delay 1.0000 F2E+HD8
12 Pulse Width 13.9000 2E+08
13 Acquisition Time 3.9846 L 2E+08
14 Acquisition Date 2018-12-05T10:34:55 1E+08
15 Modification Date 2018-12-05T 10:34:55
16 Spectrometer Frequency 400,13 (108
17 Spectral Width 8223.7 1E+08
18 Lowest Frequency -1640.9 1E+08
19 Nucleus 1H 1E+H08
20 Acquired Size 32768 9E+07
21 Spectral Size 32768 SE+H7
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Parameter alue [2800.
1 Title #hjl418-C
2 Orign Bruker BioSpin GmbH 2600
3 Owner nmr i
4 Spectrometer spect 2400
5 Solvent DMSD L
6 Temperatue 297.3 [-2200
7 Pulse Soquenice 20 | L
8 Number of Scans 320
9 Receiver Gain 203 2000
10 Relaxation Delay 2.0000
11 Pulse Widh 8.9000 [1s00
12 Acquisition Time 1.3631 I
13 Acqpiisition Date 2019.04-16T10:36:01 L1600
14 Modification Date 2019-04-16T 10:43:00 L
15 Spectrometer Frequency 100.61 L1400
16 Spectral Width 24038.5 L
17 Lowest Frequency -1958.4
18 Nucleus 13C 1200
19 Acquired Size 32768 [
20 Spectral Sze 65536 1000
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(8)-5-(4-((3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-1-
oxopropan-2-yl)carbamoyl)phenyl)-N-cyclopropylnicotinamide (BS2)
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Parameter Value
1 Titke zhjlal6 2EH8
2 Origin Bruker BioSpin GmbH L2E+08
3 Owner nmr
4 Spectrometer spect F2E+H08
5 Solvent DMSO FIE+08
6 Temperature 2929
7 Pulse Sequence zg30 F2E+HI8
8 Experiment 1D E+H08
9 Number of Scans 16
10 Receiver Gain 203 1E+08
11 Relaxation Delay 10000 1E+08
12 Pulse Width 13.9000
13 Acquisition Time 3.9846 r1E+08
14 Acquisition Date 2018-12-05T102436 LiE+08
15 Modification Date 2018-12-05T10:24:36
16 Spectrometer Frequency 400.13 FIEH8
17 Spectral Width 837 LoE+07
18 Lowest Frequency -1640.9
19 Nucleus IH SEH07
20 Acquired Size 32768 LTE+07
21 Spectral Size 32768
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Parameter Vilue F1100
1 Title zhjl416-C
2 Origin Bruker BioSpin GmbH
3 Owner e 1000
4 Spectrometer spect
5 Solvent DMSD 9
6 Temperature 2979 908
7 Pulse Sequence 2gpg30
8 Number of Scans 502 800
9 Receiver Gain 203
10 Relaxation Delay 2.0000
11 Pulse Width 8.9000 700
12 Acquisition Time 1.3631
13 Acquisition Date 2019-04-10T12:18:44
14 Modfication Date ~~ 2019-04-10T 12:18:45 600
15 Spectrometer Frequency 100,61
16 Spectral Width 24038.5 500
17 Lowest Frequency -1958.4 il
18 Nuclews 13C
19 Acquired Size 32768 400
20 Spectral Size 65536
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(S)-N-(3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-1-oxopropan-2-
y1)-4-(6-(methylsulfonamido)pyridin-3-yl)benzamide (BS3)
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Parameter Value

1 Titke zhjl414

2 Origin Bruker BioSpin GmbH |

3 Owner nmr

4 Spectrometer spect

5 Solvent DMSO

6 Temperature 293.0

7 Pulse Sequence 2830

8 Experiment 1D

9 Number of Scans 16

10 Receiver Gain 114

11 Relaxation Delay 1.0000

12 Puke Width 13.9000

13 Acquisition Time 3.9846

14 Acq n Date 2018-12-05T10:14:07

15 Modification Date 2018-12-05T10:14:08

16 Spectrometer Frequency 400.13

17 Spectral Width 8223.7

18 Lowest Frequency -1640.9

19 Nucleus IH

20 Acquired Size 32768

21 Spectral Size 32768
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Parameter Nl

1 Titlke zhj1414-C

2 Origin Bruker BioSpin GmbH

3 Owner nmr

4 Spectrometer spect

5 Solvent DMSO

6 Temperature 2980

7 Pulse Sequence zgpg30

8  Number of Scans 303

9 Receiver Gain 203

10 Relaxation Delay 2.0000

11 Pulse Widh £.9000

12 Acquisition Time 1.3631

13 Acquisition Date 2019-04-10T11:23:58

14 Modification Date 2019-04-10T11:23:58

15 Spectrometer Frequency 100,61

16 Spectral Width 24038.5

17 Lowest Frequency -1958.4

18 Nuclevs 13C

19 Acquired Size 32768

20 Spectral Size 65536
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(8)-4-(6-acetamidopyridin-3-yl)-N-(3-(tert-butoxy)- 1-((4-chloro-3-(trifluoromethyl)
phenyl)amino)-1-oxopropan-2-yl)benzamide (BS4)
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Parameter Ve 5500
1 Title hj1509
2 Origin Bruker BioSpin Gmbt
3 Owner Bp [5000
4 Spectrometer spect
5 Solvent DMSO L4500
6 Temperature 205.8
7 Pulse Soqence 2830
& Number of Scans. 16 —4000
9 Receiver Gain 144
10 Relaxation Delay 1.0000
11 Pulse Width 139000 a0
12 Acquisition Time 4.0894
13 Acquisition Date 2020-09-26T19:10:16 L3000
14 Modification Date 2020-09-26T19:10:16
15 Spectrometer Frequency 400.13
16 Spectral Widh 80128 =2500
17 Lowest Frequency -1535.6
18 Nucleus 1H
19 Acqired Size 32768 2000
20 Spectral Size 65536
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Parameter Vilue [3800
1 Title 2hj1509-C L3600
2 Origin Bruker BioSpin GmbH
3 Owner hp 3400
4 Frectrometer spect L3200
5 Solvent DMSO
6 Temperature 296.3 3000
7 Pulse Sequence 2gpg30
8 Nunber of Seans 1500 [
9 Receiver Gain 203 2600
10 Relaxation Delay 2.0000
11 Pulse Widh 8.5000 2400
12 Acquisition T 1.3631
Acquisi !vn ime 363 L2200
13 Acquisition Date 2020-09-28T06:06:15
14 Modification Date 2020-09-28T06:06:15 L2000
15 Spectrometer Frequency 100.61
16 Spectral Widih 24038.5 1800
17 Lovest Frequency -1958.4 Lico0
18 Nuclews 13C
19 Acquired Size 32768 ~1400
20 Spectral Size 65536
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(S)-N-(3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-1-oxopropan-2-
yl)-4-(6-pivalamidopyridin-3-yl)benzamide (BS5)
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Parameter Value ‘ 4E+08
1 Title zhj1408
2 Origin Bruker BioSpin GmbH [EH08
3 Owner nmr LAE+08
4 Spectrometer spect
5 Solvent DMSO | SE+08
6 Temperature 293.3 L3E+08
7 Pulse Sequence zg30
8 Experiment 1D FIEH8
9 Number of Scans 16
10 Receiver Gain %0 [3E08
11 Relaxation Delay 1.0000 LIE+H8
12 Pukse Width 13.9000
13 Acquisition Time 3.9846 [2E+08
14 Acquisition Date 2018-12-05T09:40:07 L2E+08
15 Modification Date 2018-12-05T09:40:08
16 Spectrometer Frequency 400.13 F2EH8
17 Spectral Width 82237
18 Lowest Freguency -1640.9 [2E+08
19 Nucleus H L2E+08
20 Acquired Size 32768
21 Spectral Size 32768 [1E+08
1E+08
FIEHS
FSEH)7
| FOEH)7
1 r F4EH7
. ‘l I ‘ ‘ F2E+07
‘ i .| }
A L o e A LN N ' N V& Lo
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2 E - EN a8
= = 3 = 22 f-2E+07
5 1.0 105 100 95 90 85 80 75 0 65 60 55 50 45 40 35 30 25 20 15 L0 05 00
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Parameter Nalue
1500
1 Title zhjl408-¢-1
2 Origin Bruker BioSpin GmbiT L1400
3 Owner nmr
4 Spectrometer spect L1300
5 Solvent DMSD
6 Tempemture 2080 L1200
7 Pulse Sequence 7opg30
8 Number of Scans 37 Li1oo
9 Receiver Gain 203
10 Relaxation Delay 20000 L1000
11 Pulse Width 8.9000
12 Acquisition Time 1.3631 900
13 Acquisition Date 2019-03-29T 12:59:19
14 Modification Date 2019-03-29T12:59:20 800
15 Spectrometer Frequency 100.61
16 Spectral Width 24038.5 700
17 Lowest Frequency -1958.4
18 Nuclews 13C 600
19 Acquired Size 32768
20 Spectral Sze 65536 500
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(S)-N-(3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-1-oxopropan-2-
yl)-4-(6-(cyclopropanecarboxamido)pyridin-3-yl)benzamide (BS6)
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Parameter \alue L8000
I Title hjl510
2 Orign Bruker BioSpin GmbH F7500
3 Owner hp
4 Spectrometer spect 7000
5 Solvent DMSO
6 Temperature 295.8 [6500
7 Puse 0
Sequence 231 i
8 Number of Scans 32
9 Receiver Gain 203 5500
10 Relaxation Delay 1.0000
11 Puise Width 13,9000 L5000
40894
2020-11-17T21:11:40 L4s00
14 Modification Date ~ 2020-11-17T21:11:40
15 Spectrometer Frequency 400.13 4000
16 Spectral Width 80128
17 Lowest Frequency 15373 3500
18 Nuclews H
19 Acquired Size 32768 3000
5
20 Spectral Size 65536 L2500
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Parameter il Lsooo
1 Title #j1510-C
2 Orign Bruker BioSpin GmbH 7500
3 Owner hp
4 Spectrometer spect 7000
5 Solvent DMSO
6 Temperature 296.3 6500
7 Pulse Sequence zgpg30
8 Number of Scans 1500 6000
9 Receiver Ciin 203
10 Relaxation Delay 20000 5500
11 Pulse Width 89000
12 Acquisition Time 1.3631 5000
13 Acquisition Date 2020-09-28T07:35:22
14 Modification Date ~ 2020-09-28T07:35:23 4500
15 Spectrometer Frequency 100.61
16 Spectral Width 24038.5 [4000
17 Lowest Frequency -1958.4
18 Nuclews 13c [3500
19 Acquired Size 32768
20 Spectral Sz 65536 3000
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(8)-4-(6-aminopyridin-3-yl)-N-(3-(tert-butoxy)-1-((4-chloro-3-
(trifluoromethyl)phenyl)amino)-1-oxopropan-2-yl)benzamide (BS7)
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Parameter Value FAE+H8
1 Title zhjl412
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect F4E+H08
5 Solvent DMSO
6 Temperature 293.1
7 Pulse Sequence 7230
8 Experiment 1D 3E+H08
9 Number of Scans 16
10 Receiver Gain 144
11 Relaxation Delay 1.0000
12 Pulse Width 13.9000 F2E+08
13 Acquisition Time 3.9846
14 Acquisition Date 2018-12-05T10:02:19
15 Modification Date 2018-12-05T10:02:19
16 Spectrometer Frequency 400.13 2E+08
17 Spectral Width 223,
18 Lowest Frequency -1640.9
19 Nucleus IH
20 Acquired Size 32768 [2E+H08
21 Spectral Size 32768
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Parameter ilue 2100
1 Title zhj1412-C =2000
2 Orign Bruker BioSpin GnbH
3 Owner e [1200
4 Spectrometer spect 1800
5 Solvent DMSD L1700
6 Temperature 298.0
7 Puise Sequence 2E30 F1600
8 Nnv?mr of S‘n.ans‘ 308 [ 1500
9 Recciver Gain 203
10 Relaxation Delay 2.0000 1400
1
11 Puse Width £.9000 L1300
12 Acquisition Time 13631
13 Acquisition Date 2019-04-10T10:35:55 1200
14 Modfication Date 2019-04-10T10:35:56 L1100
15 Spectrometer Frequency 100.61
16 Spectral Widh 240385 (1000
17 Lovest Froqency ~ -19584 Loo0
18 Nuwlews 13C
19 Acquired Size 32768 800
20 Spectral Size 65536 E700
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(8)-5-(3-((3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-1-
oxopropan-2-yl)carbamoyl)phenyl)-N,N-diethylnicotinamide (BS8)
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Parameter Vale
1 Title zhj1419 F3E+08
2 Origin Bruker BioSpin GmbH
3 Owner e [3E+08
4 Spectrometer spect [;
5 Solvent DMSO AEH08
6 Temperature 292.9 L3E+08
7 Pulse Sequence 7830 il
8 Experiment 1D L2E+08
9 Number of Scans 16
10 Receiver Gain 90 r2E+H08
11 Relaxation Delay 1.0000
12 Pulse Width 13.9000 [2E+08
13 Acquisition Time 3.9846
14 Acquisition Date 2018-12-05T10:40:16 2E+08
1 i -12- :40:
5 Modification Date 2018-12-05T10:40:16 R
16 Spectrometer Frequency 400.13
17 Spectral Width 8223.7 1E+08
18 Lowest Frequency -1640.9
19 Nucleus 1H HE+08
20 Acquired Size 32768
21 Spectral Size 32768 HIE+08
8E+07
FEE+0T
r4E+07
' il
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Parameter \ilue
I Title Aj1419-C [2000
2 Origin Bruker BioSpin GmbH 1900
3 Owner nmr 1800
4 Spectrometer spect
5 Solvent DMSD 1700
6 Temperature 2974 L1600
7 Pulsc Sequence 2gpe30
8 Number of Scans. 328 1500
9 Receiver Gain 203 L1400
10 Relaxation Delay 2.0000
11 Puise Width £.9000 [1300
12 Acquisition Time 1.3631 =1200
13 Acquisition Date 2019-04-16T11:06:14
14 Modification Date 2019-04-16T 11:06:14 jr 1100
15 Spectrometer Frequency 100.61 1000
16 Spectral Widh 24038.5 Looo
17 Lowest Frequency -1958.4
18 Nucleus 13C 500
19 Acquired Size 32768 L700
20 Spectral Size 65536
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(5)-5-(3-((3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-1-
oxopropan-2-yl)carbamoyl)phenyl)-N-cyclopropylnicotinamide (BS9)
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Parameter Value

1 Title zhjl417

2 Origin Bruker BioSpin GmbH

3 Owner nmr

4 Spectrometer spect

5 Solvent DMSO

6 Temperature 2929

7 Pulse Sequence 7230

8 Experiment 1D

9 Number of Scans 16

10 Receiver Gain 114

11 Relaxation Delay 1.0000

12 Pulse Width 13.9000

13 Acquisition Time 3.9846

14 Acquisition Date
15 Modification Date

17 Spectral Width

18 Lowest Frequency
19 Nucleus

20 Acquired Size

21 Spectral Size

2

2018-12-05T10:29:46
2018-12-05T10:29:47

16 Spectrometer Frequency 400.13

8223.7
-1640.9
1H
32768
32768
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Parameter Vilue

1 Title #hj1417-C

2 Origin Bruker BioSpin GmbH

3 Owner nmr

4 Spectrometer spect

5 Solvent DMSO

6 Temperature 2919

7 Pulse Sequence 230

8 Number of Scans 309

9 Receiver Gain 203

10 Relaxation Delay 2.0000

11 Pulse Width 8.9000

12 Acquisition Time 13631

13 Acquisition Date 2019-04-10T 12:40:38

14 Modfication Date 2019-04-10T 12:40:38

15 Spectrometer Frequency 10061

16 Spoctral Wickh 240385

17 Lowest Frequency -1958.4

18 Nuclews 13C

19 Acquired Size 32768

20 Spectral Sze 65536
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(S)-N-(3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-1-oxopropan-2-
y1)-3-(6-(methylsulfonamido)pyridin-3-yl)benzamide (BS10)
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Parameter Value 4E+08
1 Title hjld13 [ LaE+08
2 Origin Bruker BioSpin GmbH I
3 Owner amr HEHS
4 Spectrometer spect r4E+H)8
5 Solvent DMSO AEH08
6 Temperature 293.0
7 Pukse Sequence 2230 [IEH8
8 Experiment D FIEH8
9 Number of Scans 16 L3E+08
10 Receiver Gain 144
11 Relaxation Delay 1.0000 JEH8
12 Pulse Width 13.9000 FIE+08
13 Acquisition Time 3.9846
FIEH8
14 Acquisition Date 2018-12-05T10:08:24
15 Modification Date 2018-12-05T10:0825 [2E+08
16 Spectrometer Frequency 400.13 L2E+HI8
17 Spectral Width 82237 | LaEsas
18 Lowest Frequency -1640.9
19 Nueleus IH F2E+08
20 Acquired Size 32768 L1E+08
21 Spectral Size 32768
HIEHS
HEH8
FSE+07
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Parameter \alue 1500
1 Title 2hj1413-C
2 Orign Bruker BioSpin Gunbél [1400
3 Owner mr
4 Spectrometer spect 1300
5 Solvent DMSD
6 Temperature 2080 1200
7 Pulse Soquence 20
8 Number of Sans mn 1100
9 Receiver Gain 203
10 Relaxation Delay 2.0000 1000
11 Pulse Width 8.9000
12 Acqisition Time 13631 900
13 Acqisition Date 2019-04-10T11:01:56
14 Modification Dute ~ 2019-04-10T11:01:56 80
15 Spectrometer Frequency 100.61
16 Spectral Width 24038.5 e
17 Lowest Frequency -1958.4
18 Nucleus 13C e
19 Acquired Size 32768
20 Spectral Size 65536 1 500
1
(400
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| P !
] | 200
1 100
o
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(8)-3-(6-acetamidopyridin-3-yl)-N-(3-(tert-butoxy)-1-((4-chloro-3-
(trifluoromethyl)phenyl)amino)-1-oxopropan-2-yl)benzamide (BS11)
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Item name: L-34
Item description:
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- Pammeter Value Lsi+08
1 Tlt!& zhjl411 o [sE+08
2 Origin Bruker BioSpin GmbH
3 Owner nmr e
4 Spectrometer spect F4E+08
5 Solvent DMSO L4E+08
6 Temperature 293.1 LeE+08
7 Pulse Sequence 7g30
8 Experiment 1D 4E+08
9 Number of Scans 16 FIEH08
10 Receiver Gain 161 L3g+08
11 Relaxation Delay 1.0000 i
12 Pulse Width 13.9000 [PHs
13 Acquisition Time 3.9846 [SE+H8
14 Acquisition Date 2018-12-05T09:56:54 FIE+H08
15 Modification Date 2018-12-05T09:56:54 L2E+08
16 Spectrometer Frequency 400.13 Formn
17 Spectral Width 8223.7 njﬁjs
18 Lowest Frequency -1640.9 [2E+08
19 Nucles IH F2ZEH08
20 Acquired Size 32768 Lag+08
21 Spectral Size 32768 N
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Parameter Nilue L3400
1 Title hjl411-C
2 Origin Bruker Bio$in GinbH 320
3 Owner hp
3000
4 Spectrometer spect
5 Solvent DMSO L2800
6 Temperature 2964
7 Pulse Sequence @30 £2600
8  Number of Scans 1500
9 Receiver Gain 203 2400
10 Relaxation Delay 2.0000
11 Pulse Width £.9000 r2200
12 Anqjsil?un Time 1.3631 L2000
13 Acquisition Date 2020-09-28T00:09:28
14 Modification Date 2020-09-28T00:09:29 L1s00
15 Spectrometer Frequency 100.61
16 Spectral Width 240385 F1600
17 Lovest Frequency -1958.4
18 Nuclews 13C 1400
19 Acquired Size 32768
o 1200
20 Spectral Size 65536
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(S)-N-(3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-1-oxopropan-2-
yl)-3-(6-pivalamidopyridin-3-yl)benzamide (BS12)
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Item name: L-2 Channel name: 2: Average Time 0.2080 min : TOF MSe (50-2000) 6eV ESI+ : Centroided : Combined
Ttem description:

8.06e7
9e7H

619.23073

BeT

Te7

6e7

5e7

Intensity [Counts]

4e7

621.22818
7
el

2e7

622.22983
le7q
641.21013
T T T T T T T T T { T T T T T T T 1
200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

Observed mass [m/z]

258.17265 34008147 35326541 ‘}34-03?05'479.108?654?‘1'5580 739.24914  B1116495898.37449 04830903 95131886




g - LR - 2 o X MNS X DW= TN S X -~ FSE+D8
S & KACC RN FEERER ECErE EEhichERy N =
- * Q90 o€ 00 20 0000 W Lol ol ol ol el b B B R o] ——
| it SN ] e e L LSE+08
| FSE+OR
I SE+08
4E+H0B
Parameter Value
1 Title 7hj1409 4E+08
2 Origin Bruker BioSpin GmbH AE+08
3 Owner nmr AE+08
4 Spectrometer spect
5 Solvent DMSO 4E+08
6 Temperature 2932 IE+H08
7 Pulse Sequence 2230
8 Experiment D JEH8
9 Number of Scans 16 IEHO8
10 Receiver Gain 90
11 Relaxation Delay 1.0000 [3EH8
12 Pulse Width 13.9000 F3E+08
13 Acquisition Time 3,9846 | 2E+08
14 Acquisition Date 2018-12-05T(9:46:24
IS Modification Date ~ 2018-12-05T09:46:24 [2E+08
16 Spectrometer Frequency 40013 2E+H08
17 Spectral Width 8223.7
2E+08
18 Lowest Frequency -1640.9
19 Nucleus 1H F2E+O8
20 Acquired Size 32768 1E+08
21 Spectral Size 32768
FLE+08
HE+08
FRE+DT
GE+07
| | 4EHT
| |
i | | 26407
JL, — ,Jl QH‘J ‘\JL S L - i . B A_JL“.. —|e
! | S ! : i
] g g3 888 5 §3 2 g g= 2E+07
] s SS SSa roS= = 5 ==
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Parameter Nalue 1600
1 Title zhj1409-¢
o n O 1500
2 Origin Bruker BioSpin GmbtH
3 Owner nmr L1400
4 Spectrometer spect
5 Solvent DMSO L1300
6 Temperature 208.0 |
7 Puse Sequence zgp@0 L1200
8  Number of Seans 301
9 Receiver Gain 203 L1100
10 Relaxation Delay 20000
11 Puse Width 89000 1000
12 Acquisition Time 13631
13 Acquisition Date 2019-03-29T12:30:51 900
14 Modification Date ~ 2019-03-20T12:30:52
15 Spectrometer Frequency 10061 800
16 Spectral Width 24038.5
17 Lowest Froquency ~ -1958.4 [700
18 Nuclews 13C
19 Acquired Size 32768 reeo
20 Spectral Size 65536 L
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(S)-N-(3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-1-oxopropan-2-

y1)-3-(6-(cyclopropanecarboxamido)pyridin-3-yl)benzamide (BS13)

Intensity [Counts]
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Parameter Value i L4E+08
1 Title zhj1410
2 Origin Bruker BioSpin GmbH [4E+08
3 Owner nmr Lag+08
4 Spectrometer spect
5 Solvent DMSO FIE+H08
6 Temperature 293.2 )
7 Pulse Sequence zg30 r3E+08
8 Experiment 1D Lag+o8
9 Number of Scans 16
10 Receiver Gain 161 FIEH8
11 Relaxation Delay 1.0000 -
12 Pulse Width 13.9000 [IEH08
13 Acquisition Time 3.9846 F2E+08
14 Acquisition Date 2018-12-05T09:51:40
15 Modification Date 2018-12-05T09:51:41 F2E+08
16 Spectrometer Frequency 400.13 t
F2E+H08
17 Spectral Width 8223.7
18 Lowest Frequency -1640.9 F2E+08
19 Nucleus H 7
20 Acquired Size 32768 r2E+08
21 Spectral Size 32768 LiE+8
r1E+08
;
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1 Title 2hj14010-c-1 1300
2 Orign Bruker BioSpin GmbH
3 Owner nmr 1200
4 Spectrometer spect
5 Solvent DMSD o
6 Temperature 2979
7 Pubse Sequence 30
Sequ g L1000
8 Number of Scans n
9 Receiver Gain 203
10 Relaxation Delay 2,0000 900
11 Pulse Width 8.9000
12 Acquisition Time 1.3631 =800
13 Acquisition Date 2019-03-29T 14:00:22
14 Modification Date 2019-03-29T14:00:22 L700
15 Spectrometer Frequency 100.61
16 Spectral Width 24038.5
17 Lowest Frequency -1958.4 [oee
18 Niclews 13C
19 Acquired Size 32768 500
20 Spectral Size 65536
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(S)-3-(6-aminopyridin-3-yl)-N-(3-(tert-butoxy)-1-((4-chloro-3-(trifluoromethyl)
phenyl)amino)-1-oxopropan-2-yl)benzamide (BS14)

HN N 0.
B 2 H
= N N CF,
I
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Parameter Milue
1 Title hjl511
2 Orign Bruker BioSpin GmbH
3 Owner hp
4 Spectrometer spect
5 Solvent DMSD
6 Temperature 295.8
7 Pulse Sequence 730
8 Number of Scans 16
9 Receiver Gain 101
10 Relaxation Delay 1.0000
11 Pulse Wickh 13.9000
12 Acquisition Time 4.0894
13 Acqusition Date 2020-09-26T19:19:42
14 Modification Date 2020-09-26T19:19:42
15 Spectrometer Frequency 400.13
16 Spectral Width 8012.8
17 Lovest Frequency -1535.6
18 Nucles IH
19 Acquired Size 32768
20 Spectral Sze 65536
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Parameter Nalue
1 Title Zhjl511-C
2 Oxigin Bruker BioSpin GnbH
3 Owner hp
4 Spectrometer spect
5 Solvent DMSD
6 Temperature 2058
7 Pulse Sequence zgpgd0
8 Number of Scans 1500
9 Receiver Gain 203
10 Relaxation Delay 2.0000
11 Pulse Width 8.9000
12 Acquisition Time 1.3631
13 Acquisition Date 2020-10-12T02:33:54
14 Modification Date 2020-10-12T02:33:54
15 Spectrometer Frequency 100.61
16 Spectral Width 24038.5
17 Lowest Frequency ~ -1958.4
18 Niclews 13C
19 Acquired Size 32768
20 Spectral Size 65536
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(8)-5-(4-((1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-hydroxy-1-oxopropan-2-
yl)carbamoyl)phenyl)-N,N-diethylnicotinamide (SR1)
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Value
1 zhj1428 L8E+08
2 Bruker BioSpin GmbH
2 o, {TE+08
4 Spectrometer spect
5 Solvent DMSO L6E-+08
6 Temperature 295
7 Pulse Sequence zg30 GEH08
8 Experiment 1D
9 Number of Scans 16 L6E+08
10 Receiver Gain 114
11 Relaxation Delay 1.0000 [l
12 Pulse Width 13.9000
13 Acquisition Time 3.9846 L4E+08
14 Acquisition Date 2018-12-05T11:31:04
15 Modification Date 2018-12-05T11:31:04 SEH08
16 Spectrometer Frequency 400.13
17 Spectral Width 8223.7
4E+H8
18 Lowest Frequency -1640.9
19 Nucleus 1H
20 Acquired Size 32768 S
21 Spectral Size 32768 Lagros
|
of F2E+08
| b
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|
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1
1 1 |
y ‘ [SEH0T
: I
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Parameter Ve
1 Tite #j1428-C E700
2 Origin Bruker BioSpin GmbH
3 Owner s
4 Spectrometer spect 650
5 Sohent DMSO
6 Tenperature 2089 600
7 Pube Sequence e
8 Experment 1D
9 NurberofScams 248 [ss0
10 Receiver Gain 203
11 Relusation Deky 2.0000 Ls00
12 Puke Width 8.9000
13 Acquisition Time 1.3631
14 Acquisition Date 2019-05-14T122123 450
15 Modification Date 2019-05-14T122124
16 Spectrometer Frequency 100.61 400
17 Spectral Widih 240385
18 Lowest Frequency -1958.4
19 Nwkws 13C 350
20 Acquired St 32768
21 Spectral Stz 65536 300
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(8)-5-(4-((1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-hydroxy-1-oxopropan-2-
yl)carbamoyl)phenyl)-N-cyclopropylnicotinamide (SR2)
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Parameter Milue
10000
1 Tide 2hj1513
2 Origin Bruker BioSpin Ginbk
3 Owner hp L9000
4 Spectrometer spect
5 Solvent DMSO
6 Temperatue 295.8 L8000
7 Pulse Sequence 230
& Number of Scans 16
9 Receiver Gain 144 L7000
10 Relaxation Delay 1.0000
11 Pubse Width 13.9000
12 Acquisition Time 40894 6000
13 Acquisition Date 2020-09-26T19:29:25
14 Modfication Date  2020-09-26T 19:29:25
15 Spectrometer Frequency 400.13 5000
16 Spectral Width 8012.8
17 Lowest Frequency -1535.6
18 Nuclews 1H 4000
19 Aoquired Size 32768
20 Spectral Size 65536 i
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Paramcter ilue L
1 Title 2hj1513-C L7000
2 Origin Bruker BioSpin GnbH
3 Owner hp
4 Spectrometer spect 6500
5 Solvent DM [
6 Temperature 296.6 6000
7 Pulse Seqence 20
8 Number of Scans 2048 [3500
9 Receiver CGain 203 r
10 Relaxation Delay 20000 5000
11 Pulse Width 89000
12 Acqisition Time 13631 L4500
13 Acql ion Date 2020-11-19T08:38:32
14 Modification Date ~ 2020-11-19T08:38:32 L4000
15 Spectrometer Frequency 100.61
16 Spectral Width 24038.5
17 %:L Frogency  -1958.4 [3se0
18 Nueleus 13C
19 Acquired Size 32768 3000
20 Spectrl Sze 65536
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2000
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(8)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-hydroxy- 1 -oxopropan-2-yl)-
4-(6-(methylsulfonamido)pyridin-3-yl)benzamide (SR3)
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Ttem description:
208761 4.77e7
4.5e7
el
3.5e74
3e7A
G 2.5e7
12
o
2 559.09746
o
E 2e7
15e7
1e74
560.10163
5e6
27427877 38411363 561.09465
| [—579.08276
0 L
T T T T T T T T T T T T T T T T
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 a00

Observed mass [m/z]



*i % 2 ® oo (oS - =~ l‘-gEN r—ogm i 4 -
= S Loom ooaharne =9 = 2awvw RBRN Mo ol o
- - XLk RS e w YT wenen e moen LN 4E+H8
| ] N S laem— N I =2 N
F4E+H08
4EH8
Parameter Value
1 Title zhj1422 4E+08
2 Origin Bruker BioSpin GmbH
3 Owner nmr eS8
4 Spectrometer spect F3E+08
5 Solvent DMSO
6 Temperature 2028 IEH8
|7 Pulse Sequence zg30
8 Experiment 1D SEHM
9 Number of Scans 16 IEH08
10 Receiver Gain 128
11 Relaxation Delay 1.0000 2E+H)8
12 Pulse Width 13.9000
13 Acquisition Time 3.9846 2EH8
14 Acquisition Date 2018-12-05T10:51:17 2E+08
15 Modification Date 2018-12-05T10:51:18
16 Spectrometer Frequency 400.13 2E+H08
17 Spectral Width 8223.7
18 Lowest Frequency -1640.9 2E+H8
19 Nucleus IH
1E+08
20 Acquired Size 32768
21 Spectral Size 32768 1E+08
F1EH8
A FSE+07
' FOE+)T
M | i i HE+)7
| i 1
| | 2E+H07
\ J W Jl |
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2 Z 22253352 = b} 2 & a 26407
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11 (ppm)
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Parameter \alve
1 Title zhjl422-C
2 Orign Bruker BioSpin CmbH 240
3 Owner nmr
4 Spectrometer pect 2200
5 Solvent DM3D
6 Temperature 2075 [P
7 Pulse Sequence 2gpg30
& Number of Scans 308
9 Receiver Gain 203 1800
10 Relaxation Delay 2.0000
11 Pulse Widkh 8.9000 L1600
12 Acquisition Time 1.3631
13 Acquisition Date 2019-04-16T12:23:59
14 Modification Date ~ 2019-04-16T12:24.00 1400
15 Spectrometer Frequency 100.61
16 Spectral Width 240385 L1200
17 Lowest Frequency -1958.4
18 Nucleus 13C
19 Acquired Size 32768 1000
20 Spectral Size 65536
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(8)-4-(6-acetamidopyridin-3-yl)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-
hydroxy-1-oxopropan-2-yl)benzamide (SR4)
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Parameter \alue 7000
1 Title zhjl512
2 Orign Bruker BioSpin GbH 6300
3 Owner hp
4 Spectrometer spect 6000
5 Solvent DMSD
6 Temperature 295.8 L5500
7 Pulse Sequence 2230
8 Number of Scans 16 L5000
9 Receiver Gain 203
0 Relaxati a 0000
10 Relaxation Delay 1 Las0o
11 Pulse Width 13.9000
12 Acquisition Time 4.0894
13 Acquisition Date 2020-09-26T19:24:31 4000
14 Modification Date 2020-09-26T19:24:31
15 Spectrometer Frequency 400.13 r3s00
16 Spectral Width 80128
17 Lowest Frequency -1535.6 3000
18 Nuclews IH
19 Acquired Size 32768 2500
20 Spectral Size 63536
2000
1500
1000
il !
1 e
| | re
o =
o ]
i = k=500
T T T T T T T T T T T T T T T T
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Parameter Nlue:
1 Title 7hj1512-C 2400
2 Orign Bruker BioSpin GmbH
3 Owner hp L2200
4 Spectrometer spect
5 Solvent DMSD
6 Temperature 295.8 2000
7 Pulse Sequence zgpg30
8 Number of Sans 1500 - 1800
9 Receiver Gain 203
10 Relaxation Delay 2.0000
F1600
11 Pulse Width 8.9000
12 Acquisition Time 1.3631
13 Acquisition Date 2020-10-12T04:03:03 F1400
14 Modification Date 2020-10-12T04:03:03
15 Spectrometer Frequency 100.61 L1200
16 Spectral Width 24038.5
17 Lowest Frequency -1958.4
18 Nuclews 13C 1000
19 Acquired Size 32768
20 Spectral Size 65536 800
600
400
200
0
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 9% 80 70 60 50 40 30 20



(8)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-hydroxy- 1 -oxopropan-2-yl)-
4-(6-pivalamidopyridin-3-yl)benzamide (SR5)

OH
Q H
SR e
H
o M © cl
~
*LN N
H

SR26.lcd
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3553
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1004 F250
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0.0 2 5 10.0 125 15.0 175 200 25 250 215 30.0 325 350 375 400 425 450 475 min

Inten. (x10,000,000)

279,05, :
ol 30020 34420 38825 43325 47630 52035
. ? T T T 7 T T 7
350 400 450 500 550 600 650 mz

Inten. (x1,000,000)
50

40
30

675.35
204

10 11?_30 147.20

00 T T t T
100 150 200 250 300 350 400 450 500 550

Item name: L9

Channel name: 2: Average Time 0.1774 min : TOF MSe (50-2000) 6eV ESI+ : Combined
Item description:

56317080 2187
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Parameter Nalue
1 Title #1515
2 Origin Bruker BioSpin GobH
3 Owner hp
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 2957
7 Pulse Sequence 2630
8 Number of Scans 16
9 Receiver Gain 14
10 Relaxation Delay 1.0000
11 Pulse Width 13.9000
12 Acquisition Time 4.0804
13 Acquisition Date 2020-09-26T19:38:58
14 Modification Date 2020-09-26T19:38:58
15 Spectrometer Frequency 400.13
16 Spectral Widh 80128
17 Lowest Frequency -1535.6
18 Nuclews 1H
19 Acquired Size 32768
20 Spectral Size 65536

2533 3453
- ¥ ¥ T o
e

—2.51

—1.27

23000
22000
21000
20000
19000
18000
F17000
16000
15000
14000
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12000
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F-1000

| 1 11 Al | | |

g g 53 82283 = &

S S S RT3 = -]
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11 (ppm)
g I8 § 2383 RARQI = 5 z 3 o
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Parameter \lue

1 Title #hj1515-C
2 Origin Bruker BioSpin GmbH
3 Owner hp
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 2959
7 Pulse Sequence zgpg30
8  Number of Scans 1500
9 Receiver Gain 203
10 Relaxation Delay 2.0000
11 Pulse Width 8.9000
12 Acquisition Time 1.3631
13 Acquisition Date 2020-10-12T07:01:08
14 Modification Date 2020-10-12T07:01:08
15 Spectrometer Frequency 100.61
16 Spectral Width 240385
17 Lowest Frequency -1958.4
18 Nuclews 13C
19 Acquired Size 32768
20 Spectral Size 65536
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(8)-4-(6-aminopyridin-3-yl)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-
hydroxy-1-oxopropan-2-yl)benzamide (SR6)

OH
‘\ 0 Cl
h
H,N” N

:SR17Jed
SR17

MPa

7504
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250+

o
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Ttem name: L22
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Channel name: 2: Average Time 0.1462 min : TOF M3e (50-2000) 6eV ESI+ : Centroided : Combined
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3E+08
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rSEH7
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Parameter Value
I Title zhjl424
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 292.6
7 Pulse Sequence zg30
8 Experiment 1D
9 Number of Scans 16
10 Receiver Gain 161
11 Relaxation Delay 1.0000
12 Pulse Width 13.9000
13 Acquisition Time 3.9846
14 Acquisition Date 2018-12-05T11:02:47
15 Modification Date 2018-12-05T11:02:47
16 Spectrometer Frequency 400.13
17 Spectral Width 8223.7
18 Lowest Frequency -1640.9
19 Nucleus IH
20 Acquired Size 32768
21 Spectral Size 32768
|
|
|
‘I
o I |
, L ol
_/ . S .. A A ‘ \\«'—”; . oW
z £3 ¢ 2328 3 g 1 %
- —— e ol - - - ~
" T T T T
Lo 10.5 10.0 9.5 9.0 85 8.0 7.5 7.0 6.5 6.0 55 5.0 45 4.0 35 3.0 25 2.0 L5 1.0
fl (ppm)
233 3 55 %% 277833 2
£ ¥ BE 55 S3I8EEE -
el ] NN T e [
Parameter Nlue
1 Title zhjl424-C
2 Origin Bruker BioSpin GmbH
3 Owner hp
4 Spectrometer spect
5 Solvent DM3D
6 Temperatwe 2964
7 Pulse Sequence zgp@0
8 Number of Scans 1500
9 Receiver Gain 203
10 Relaxation Delay 2.0000
11 Pulse Width 8.9000
12 Acquisition Time 1.3631
13 Acquisition Date 2020-09-28T01:38:45
14 Modification Date 2020-09-28T01:38:45
15 Spectrometer Frequency 100.61
16 Spectral Width 24038.5
17 Lowest Frequency 19584
18 Nucleus 13¢
19 Acquired Size 32768
20 Spectral Size 65536
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(8)-5-(3-((1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-hydroxy-1-oxopropan-2-
yl)carbamoyl)phenyl)-N, N-diethylnicotinamide (SR7)

cl
N X N CFy
P | y H
N ol

H

SR20.cd
SR20
v WPa
0] N
150 750
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5 F2s.0
L 00
00 75 50 s 00 s o A5 0 25 280 25 a0 s @0 a5 40 425 40 415 mn
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Ttem name: L35 Channel name: 2: Average Time 0.1581 min : TOF MS (50-3000) GeV ESI+ : Cambined
Item description: 56313762
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s
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1e7
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Observed mass [m/z]
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Parameter Value
1 Titk Zhjl427 RE108
2 Origin Bruker BioSpin GmbH BEA08
3 Owner nmr
4 Spectrometer spect L7E+08
5 Solvent DMSO
6 Temperature 2025 GE+08
7 Pulse Sequence zg30
8 Experiment 1D 6E+08
9 Number of Scans 16
10 Receiver Gain 101 GE+H08
11 Relaxation Delay 1.0000
12 Pukse Width 13.9000 SEH8
13 Acquisition Time 3.9846
14 Acquisition Date 2018-12-05T11:25:31 F4E+08
15 Modification Date 2018-12-05T 11:25:32
16 Spectrometer Frequency 400.13 4E+8
17 Spectral Width 8223.7
18 Lowest Frequency -1640.9 Ak 08
19 Nucleus IH
20 Acquired Size 32768 [IEt08
21 Spectral Size 32768 2E+08
2E+H8
2EH8
'
| T f 1E+H8
| AR T A
‘. LW LWV -
| [ |
I\ _J A _J‘g - _,Jl'k-\_ 7/IU'\’ I\_ AAN S i S
| e | !
g £ 8% 528 ¢ g € 8%
= - e e T | = = & < SEH07
L5 10 105 100 95 2.0 8.5 8.0 75 7.0 6.0 55 5.0 4.5 4.0 35 3.0 25 20 15 1.0 05 0.0
1 (ppm)
33 23 TUEEHIEY 39 £ 3 s k I
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SN (] e i R B I B =g I | I N
540
1520
Parameter Value
1 Title zhy1427-C o
2 Origin Bruker BioSpin GmbH 480
3 Owner nmr 460
4 Spectrometer spect Lad0
5 Solvent DMSO
6 Temperare 208.5 [420
7 Pulse Sequence zepgd0 400
8 Experiment 1D 1380
9 Number of Scans 305 L360
10 Receiver Gain 203 5
11 Relaxation Delay 2.0000 r340
12 Pulse Width 8.9000 320
13 Acquisition Time 13631 300
14 Acquisition Date 2019-05-14T10:25:15
15 Modification Date 2019-05-14T10:25:16 [280
16 Spectrometer Frequency 100.61 260
17 Spectral Width 240385 240
18 Lowest Frequency -1958.4 La20
19 Nucleus 13C
20 Acquired Size 32768 200
21 Spectral Size 63536 180
: 1160
-140
|
‘ i 120
Il ] I !
[ | ; H100
: | 80
i 60
40
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F20
0
-20
——r——T ——r——r——T L e e o e e e i A J s o s e A e S
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(8)-5-(3-((1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-hydroxy-1-oxopropan-2-
yl)carbamoyl)phenyl)-N-cyclopropylnicotinamide (SR8)

cl
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Parameter Value
1 Ti1!c zhjl429 o L4E-+08
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 2924 [3E+H08
7 Pulse Sequence zg30
8 Experiment 1D
9 Number of Scans 16
10 Receiver Gain F2E+H08
11 Relaxation Delay
12 Pulse Width
13 Acquisition Time
14 Acquisition Date
15 Modification Date [2E+08
16 Spectrometer Frequency 400.13
17 Spectral Width 8223.7
18 Lowest Frequency -1640.9
19 Nucleus IH [2E+08
20 Acquired Size 32768
21 Spectral Size 32768
1E+08
' |
| ot
‘ b . I FSE+H07
1 ]
\ | J_JLM__JJ', | o _1_J|L_’\U P W P
1 P | | ! ' 0
s 238588 2 g g b g S &
- B = e e = - - i = -
T T T
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Parameter Vahe
1 Tike #j1429-C 600
2 Orgn Bruker BioSpin GirbH
3 Owner nnr 550
4 Spectrometer spect
5 Sobert DMSO
6 Tenperature 2989 500
7 Pue Sequence g0
Experiment 1D
9 Nunber of Scans 21 450
10 Receiver Gan 203
11 Rehxation Dely 2.0000
12 Pulse Width 8.9000 400
13 Acquisition Time 13631
14 Acquisition Dete 2019-05-14T123736
15 Modification Date~~ 2019-05-14T12:3736 350
16 Spectrometer Froquency 100,61
17 Spectral Width 24038.5 300
18 Lowest Froquercy  -1958.4
19 Nucleus 13C
20 Acquicd Size 32768 250
21 Spoctral Size 65536
i 200
\‘ 1
, ! 150
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| |
Il i ! ]
100
|
! 50
: 0
175 165 155 145 135 125 s 105 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 5
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(8)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-hydroxy- 1 -oxopropan-2-yl)-
3-(6-(methylsulfonamido)pyridin-3-yl)benzamide (SR9)

(o]]
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Item name: L36 Channel name: 2: Average Time 0.1272 min : TOF MS (50-3000) 6eV ESI+ : Combined
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Parameter Value
1 Tille zhjl421 s
2 Origin Bruker BioSpin GmbH B
3 Owner nmr
4 Spectrometer spect .
5 Solvent DMSO HEH08
6 Temperature 292.9
7 Pulse Sequence 230
8 Experiment 1D 4EHR
9 Number of Scans 16
10 Receiver Gain 144 AF+08
11 Relaxation Delay 1.0000
12 Pulse Width 13.9000
13 Acquisition Time 3.9846 AE+08
14 Acquisition Date 2018-12-05T 10:46:14 ]
15 Modification Date 2018-12-05T10:46:15
16 Spectrometer Frequency 400.13 )
17Spectral Width 8237 [2E+08
18 Lowest Frequency -1640.9
19 Nucleus IH
20 Acquired Size 32768 ]
21 Spectral Size 32768
2EH8
) { 1E+08
A L
| ¥
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. \ | | A ‘\
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Parameter Nilue L1600
1 Title zhj1421-C
2 Origin Bruker BioSpin GmbH L1500
3 Owner nmr
4 Spectrometer spect 1400
5 Solvent DMSD
6 Temperatwre 2975 1300
7 Pulse Sequence 2gp@i0
8 Number of Scans 520 1208
9 Recciver Gain 203
5 F1100
10 Relaxation Delay 2.0000
11 Pulse Width $.9000 L1000
12 Acquisition Time 13631
13 Acquisition Date 900
14 Modification Date 2019-04-16T12:02:13
15 Spectrometer Frequency 100.61 800
16 Spectral Widh 240385
17 Lowest Frequency 19584 700
18 Nuclews 13C
19 Acquired Size 32768 600
20 Spectral Size 65536 Ls00
+400
300
200
F100
0
+-100
T T T T T T T T T T T T T T T T T 1
180 170 160 150 140 130 120 1o 100 90 80 70 60 50 40 30 20 10
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(8)-3-(6-acetamidopyridin-3-yl)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-
hydroxy-1-oxopropan-2-yl)benzamide (SR10)

cl
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Item name: L37 Channel name: 2: Average Time 0.1581 min : TOF MS (50-3000) 6eV ESI+ : Combined
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Parameter Value
1 Title 7hj1425 CE08
2 Origin Bruker BioSpin GmbH
3 Owner nmr SEH8
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 2926 |4E+08
7 Pulse Sequence zg30
8 Experiment 1D
9 Number of Scans 16 4E+H)8
10 Receiver Gain 161
11 Relaxation Delay 1.0000
12 Pulse Width 13.9000 4E+H08
13 Acquisition Time 3.9846
14 Acquisition Date 2018-12-05T11:14:32
15 Modification Date 2018-12-05T11:14:33 A=
16 Spectrometer Frequency 400.13
17 Spectral Width 8223.7
F2EH08
18 Lowest Frequeney -1640.9
19 Nucleus H
20 Acquired Size 32768 IEHOB
21 Spectral Size 32768
2E+08
'
: i
| 1 IE+08
| rSEH7
M N ,n‘L_L l - ls
PI ~1 L
£ q AR g$E=
== PSPt S
T T
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1 (ppm)
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Parameter Nilue L1200
1 Title 7hj1425-C
2 Orign Bruker BioSpin GmbH
3 Owner e oo
4 Spectrometer spect
5 Solvent DMSD £1000
6 Temperature 2982
7 Puse Sequence 7epe30 i
8 Number of Scans 3n
9 Receiver Gain 203
10 Relaxation Delay 2.0000 800
11 Pulse Width 8.9000
12 Acquisition Time 1.3631 700
13 Acquisition Date 2019-04-30T 10:49:52
14 Modification Date 2019-04-30T 10:49:53
15 Spectrometer Frequency 100.61 600
16 Spectral Width 240385
17 Lowest Frequency -1958.4 500
18 Nuclews 13C
19 Acquired Size 32768
20 Spectral Size 65536 I
300
200
]
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0
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(8)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-hydroxy- 1 -oxopropan-2-yl)-
3-(6-pivalamidopyridin-3-yl)benzamide (SR11)
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Item name: L-30
Item description:

Intensity [Counts]
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Parameter Value

1 Title zhj1423

2 Origin Bruker BioSpin GmbH

3 Owner nmr

4 Spectrometer spect

5 Solvent DMSO

6 Temperature 292.7

7 Pulse Sequence zg30

8 Experiment 1D

9 Number of Scans 16

10 Receiver Gain 14

11 Relaxation Delay 1.0000

12 Pulse Width 13.9000

13 Acquisition Time 3.9846

14 Acquisition Date 2018-12-05T10:56:35

15 Modification Date 2018-12-05T10:56:36
16 Spectrometer Frequency 400.13

17 Spectral Width 8223.7
18 Lowest Frequency -1640.9
19 Nucleus 1H

20 Acquired Size 32768
21 Spectral Size 32768
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Parameter ilue

1 Titke zhj1423-C

2 Orign Bruker BioSpin GmbH

3 Owner nmr 1

4 Spectrometer spect

5 Solvent DMSO

6 Temperatue 2974

7 Pulse Sequence zgpgd0

8 Number of Scans 307

9 Receiver Gain 203

10 Relaxation Delay 2.0000

11 Pulse Width 8.9000

12 Acquisition Time 1.3631

13 Acquisition Date 2019-04-16T 12:45:39

14 Modification Date 2019-04-16T 12:45:40

15 Spectrometer Frequency 100.61

16 Spectral Width 24038.5

17 Lowest Frequency -1958.4

18 Nuclews 13C

19 Acquired Size 32768

20 Spectral Size 65536
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(8)-3-(6-aminopyridin-3-yl)-N-(1-((4-chloro-3-(trifluoromethyl)phenyl)amino)-3-
hydroxy-1-oxopropan-2-yl)benzamide (SR12)

HoN N dto
| H
%” N\©:CF3
© cl

SR27Jed
W Pa
S
1504 3 Frs0
1 Fs00
e Fos0
o
e e e e e e e e 0.0
00 2 50 75 125 5 175 200 25 375 25 45 mn
Inten. (x10,000,000)
40
30
20 47925 52025
10 10225
oo 14325 27925 1 N 588.55 679.70
100 180 200 250 0 350 400 450 50 550 600 630 mz
Inten.(x10,000,000)
1.00
075
477.30
050
.30
025 14520 51330
g I i o0
100 150 200 250 %0 3% 400 450 50 550 600 630 mz
Item name: L7 Channel name: 2: Average Time 0.1632 min : TOF MSe (50-2000) 6eV ESI+ : Combined
Item description:
479.11229 L5eT
1.75e7
1.5e7
1.25e7
)
5
S 1e7]
&z
2
=
=
181.10897
7.5e6]
Se6
23¢6] ha2.11027
439.09925
169.07548 4
el N T8 LD SR PRR DR UR SR SORE RNV R SPUE SRS SO OO TS
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000

Observed mass [m/z]



=
wry = L) ar ~w i Ly -
K SR 3 e 27 7 g “
TN TN U T
Parameter \alue
1 Title zhj1514
2 Orign Bruker BioSpin GmbH
3 Owner hp
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 2958
7 Pulse Sequence 230
8 Number of Scans 16
9 Receiver Gain 128
10 Relaxation Delay 1.0000
11 Pulse Width 13.9000
12 Acquisition Time 4.0894
13 Acquisition Date 2020-09-26T19:34:07
14 Modification Date 2020-09-26T19:34:07
15 Spectrometer Frequency 400,13
16 Spectral Wickh 80128
17 Lowest Frequency -1535.6
18 Nucles. IH
19 Acquired Size 32768
20 Spectral Size 65536
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Parameter \alue
1 Title 7hj1514-C
2 Orign Bruker BioSpin GimbH
3 Owner hp
4 Spectrometer spect
5 Solvent DMSOD
6 Temperature 2958
7 Pulse Sequence 22pg30
8 Number of Scans 1500
9 Receiver Gain 203
10 Relaxation Delay 2.0000
11 Pulse Widkh 8.9000
12 Acquisition Time 13631
13 Acquisition Date 2020-10-12T05:32:03
14 Modification Date 2020-10-12T05:32:03
15 Spectrometer Freqency 100,61
16 Spectral Width 24038.5
17 Lowest Frequency -1958.4
18 Nuclews 13C
19 Acquired Size 32768
20 Spectral Size 65536
1 | i ’
|
i ] J
| " L it -
r T T T T T T T T T T T T T T
180 170 160 150 140 130 120 1o 100 %0 80 70 60 50 40 30

f1 (ppm)

21000

20000

19000

18000

17000

16000

15000

F 14000

13000

12000

11000

10000

9000

F8000

11000

10000

8000

7000

4000

3000

2000

1000




