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"H NMR (CDCl;, 400.13 MHz)
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3C NMR (CDCl;, 101 MHz)
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3C NMR (CDCl;, 101 MHz)
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"H NMR (CDCl;, 400 MHz)
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3C NMR (CDCl;, 101 MHz)
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3C NMR (CDCl;, 101 MHz)
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"H NMR (CDCl;, 400 MHz)
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3C NMR (CDCl;, 101 MHz)
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3C NMR (CDCl;, 101 MHz)
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BC NMR (CDCls, 101 MHz)
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"H NMR (CDCl;, 400 MHz)
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13C NMR (CDCl;, 101 MHz)
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3C NMR (CDCl;, 101 MHz)
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'HNMR (CDCls, 400 MHz)
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13C NMR (CDCls, 101 MHz) 2000
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3C NMR (CDCl;, 101 MHz)
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I3C NMR (CDCls, 101 MHz)
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13C NMR (CDCls, 101 MHz)
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13C NMR (CDCls, 101 MHz)
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3C NMR (CDCl;, 101 MHz)
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3C NMR (CDCl;, 101 MHz)

—165.58
—161.20

Cl Ohle
) D
\ /.

¥ ,;,N \/‘&\0 Et

Sg

7.16 CDCI3

—114.51
—~112.88
104.27
94.33
79.31
71.75
—62.67
—55.57
—50.22
14.23

T T T T T T T

180 170 160 150

7000

6500

6000

5500

5000

4500

4000

3500

3000

2500

2000

1500

1000

500

0

-500




I3C NMR (CDCl;, 101 MHz)
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"H NMR (CDCl;, 400 MHz)
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13C NMR (CDCls, 101 MHz)
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BC NMR (CDCls, 101 MHz)
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3C NMR (CDCl;, 101 MHz)
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3C NMR (CDCl;, 126 MHz)
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13C NMR (CDCl;, 126 MHz)
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BC NMR (CDCls, 101 MHz)
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3C NMR (CDCl;, 101 MHz)
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13C NMR (CDCl;, 101 MHz) AY%YE3
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3C NMR (CDCl;, 101 MHz)
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13C NMR (CDCls, 101 MHz)
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3C NMR (CDCl;, 101 MHz)
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13C NMR (CDCls, 101 MHz)
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3C NMR (CDCl;, 101 MHz)
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Mass Spectrum Report

Analysis Info

Acquisition Date

20.11.2018 13:13:01

Analysis Name D:\Data\2018\november\20\TOK62.d
Method tune_low.m Operator Bruker Customer
Sample Name TOK®62 Instrument / Ser# micrOTOF 10223
Comment MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 2000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. 428.9821 +MS, 0.3-0.5min #(14-27)|
x105
3.0
2.5
407.0001
2.0
1.5
1.0
0.5
415.2116
J\J 32657 | 419.2406
0.0 : oy L —— L - e ‘
405 410 415 420 425 430 435 m/z
Bruker Compass DataAnalysis 4.0 printed: 20.11.2018 13:15:11 Page 1 of 1



3b

Display Report

Analysis Info Acquisition Date 23-Oct-18 14:08:54
Analysis Name D:\Data\Work\2018\October\23\TOK_48_000001.d

Method tune_wide_pos.m Operator BDAL@DE

Sample Name TOK_48_ Instrument maXis 62
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 300 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 1000.0 Vpp Set Divert Valve Source

Inte;:)sg 415.9670 +MS, 0.3-0.4min #(15-26)|
X 4

437.9493

0.6

0.4+

0.2 453.9231

0o L L ) | e 4713697

400 410 420 430 440 450 460 470 480 490m/z

Bruker Compass DataAnalysis 4.0 printed: 23-Oct-18 14:10:45 Page 1 of 1
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Mass Spectrum Report

Analysis Info

Acquisition Date 13.11.2018 10:18:33
Analysis Name D:\Data\2018\november\13\TOK58.d
Method tune_low.m Operator Bruker Customer
Sample Name TOK58 Instrument / Ser# micrOTOF 10223
Comment MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
In;eﬂ)ss, 447.0302 +MS, 0.0-0.5min #(2-28)
PE 425.0479
31
2 437.1942
1]
419.0235
3953330 4110324 | L 477.0408
2008* 425.0469 C16H17IN4O2, M+nH ,425.05|
15004
10004
500
2008* 447.0288 C16H17IN402, M+nNa ,447.03
15004
10004
500
0 T T T T T T
400 420 440 460 480 500 miz
Bruker Compass DataAnalysis 4.0 printed: 13.11.2018 10:24:43

Page 1 of 1



Mass Spectrum Report

Analysis Info

Acquisition Date 05.10.2018 9:49:27
Analysis Name D:\Data\2018\october\05\TOK38.d
Method tune_low.m Operator Bruker Customer
Sample Name TOK38 Instrument / Ser# micrOTOF 10223
Comment MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. 448.9703 +MS, 0.0-0.5min #(2-28),
x104
84
64
44
2,
464.9440
426.9888
413.2647 439.0400 477.9778 494.9402
0 iy A — - alhy N - LA s TN D “ - il A
400 420 440 460 480 500 m/z

Bruker Compass DataAnalysis 4.0 printed: 05.10.2018 9:51:28 Page 1 of 1
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Mass Spectrum Report

Analysis Info

Analysis Name D:\Data\2019\apriN09\TOK128.d

Method tune_low.m
Sample Name TOK128
Comment MeOH

Acquisition Date

Operator
Instrument / Ser#

09.04.2019 17:30:18

Bruker Customer

micrOTOF 10223

Acquisition Parameter

Source Type ESI
Focus Not active
Scan Begin 50 m/z
Scan End 3000 m/z

lon Polarity

Set Capillary
Set End Plate Offset

Positive Set Nebulizer

0.4 Bar

Set Dry Heater 180 °C

4500 V Set Dry Gas

4.0 I/min

-500 V Set Divert Valve Source

Intens.
x1053

1.253
1.004
0.751
0.504
0.257

413.2662
0.00 A

4241771

446.1593

462.1330

I L

+MS, 0.1-0.5min #(6-28)

488.2686

2000+
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5004

424.1768

C25H21N502, M+nH ,424.18)

20007
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A
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Bruker Compass DataAnalysis 4.0

prin

ted: 09.04.2019 17:35:02

Page 1 of 1
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Mass Spectrum Report

Analysis Info

Acquisition Date 08.02.2019 14:19:51
Analysis Name D:\Data\2019\february\08\TOK102.d
Method tune_low.m Operator Bruker Customer
Sample Name TOK102 Instrument / Ser# micrOTOF 10223
Comment MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. 433.1425 +MS, 0.1-0.5min #(3-28)

x105

1.50

1.251

1.00

447.1579
0.751
455.1244
435.1408
0.501
44 9.‘1560
471.0986
0.251 457.1223 533.1390
413.0964 535.1369
0.00 ; 427';1175A_J \h . 1 L J h,‘ N A lrh . N wp 508'.3335A . U\m ;
420 440 460 480 500 520 540 m/z

Bruker Compass DataAnalysis 4.0 printed: 08.02.2019 14:22:07 Page 1 of 1
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Mass Spectrum Report

Analysis Info Acquisition Date 03.12.2018 13:48:26
Analysis Name D:\Data\2018\december\3\TOK70.d
Method tune_low.m Operator Bruker Customer
Sample Name TOK70 Instrument / Ser# micrOTOF 10223
Comment MeOH 50v
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. +MS, 0.1-0.5min #(4-28)
x105
446.1587

1.54

1.0

0.5

4241769
419.2747 437.1952 441.2950 J
0.0 A VJ\‘ T T A T T T T T A
420 425 430 435 440 445 450 455 460 m/z

Bruker Compass DataAnalysis 4.0 printed: 03.12.2018 13:50:32 Page 1 of 1
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Mass Spectrum Report

Analysis Info

Acquisition Date

08.02.2019 14:05:29

Analysis Name D:\Data\2019\february\08\TOK101.d
Method tune_low.m Operator Bruker Customer
Sample Name TOK101 Instrument / Ser# micrOTOF 10223
Comment MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. 533.1395 +MS, 0.2-0.5min #(12-28)|
x104
455.1248
84
6,
41 535.1373
45f.1229
433.1424
2,
435.1417
471.0988
413.2690 { 491.2869 523.1127 576.1690
04 1 § A 1.4' " . Loa Al . e L N INUUPIOR V1 W, LA'A ; Y e
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Bruker Compass DataAnalysis 4.0 printed: 08.02.2019 14:08:32 Page 1 of 1



5e

Mass Spectrum Report

Analysis Info

Acquisition Date

03.12.2018 13:57:39

Analysis Name D:\Data\2018\december\3\TOK71.d
Method tune_low.m Operator Bruker Customer
Sample Name TOK71 Instrument / Ser# micrOTOF 10223
Comment MeOH 50v
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. 433.1270 +MS, 0.2-0.5min #(8-28)|
x104
64
54
44
411.1450
34
2
14
437.1944 449.1004
4192773 425.2823429.2428 446.1580
0dba . 4063?53% o e A h e ko L Y N JuA A . A
400 410 420 430 440 450 460 m/z

Bruker Compass DataAnalysis 4.0

printed:

03.12.2018 14:00:13

Page 1 of 1
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Mass Spectrum Report

Analysis Info Acquisition Date

21.01.2019 14:21:16

Analysis Name D:\Data\2019\january\21\TOK64.d
Method tune_low.m Operator Bruker Customer
Sample Name TOK64 Instrument / Ser# micrOTOF 10223
Comment MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. 442.0939 +MS, 0.0-0.5min #(2-28)
x104
2.0
1.5
109 303.1295
444.9912
371.1673
0.5 510.0811
420.1115 538.1650
493.20105140795 5401626 578.0686
318.2998 340.2823 393.1405 |
00, NI A Lbbor Moo L ‘
300 350 400 450 500 550 600 m/z
Bruker Compass DataAnalysis 4.0 printed: 21.01.2019 14:23:46 Page 1 of 1



58

Mass Spectrum Report

Analysis Info

Analysis Name

Method
Sample Name
Comment

D:\Data\Data\2019\may\24\TOK-100.d
tune_low.m

TOK-100

MeOH

Acquisition Date

Operator

Instrument / Ser# micrOTOF

24.05.2019 13:43:53

Bruker Customer

10223

Acquisition Parameter

Source Type

ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 8.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. 442.0922 +MS, 0.0-0.4min #(2-21),
x104
3.0
2.5
2.0
420.1098
1.5
44.0906
458.0665
1.0
422.1084
‘ 60.0636
0.5 '
414.0840 LL
0.0 A s I
400 410 420 430 440 450 460 470 m/z
Bruker Compass DataAnalysis 4.0 printed: 24.05.2019 13:47:39 Page 1 of 1



5h

Mass Spectrum Report

Analysis Info

Acquisition Date

21.01.2019 14:34:19

Analysis Name D:\Data\2019\january\21\TOK72.d
Method tune_low.m Operator Bruker Customer
Sample Name TOK72 Instrument / Ser# micrOTOF 10223
Comment MeOH 300v
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. 446.1577 +MS, 0.0-0.5min #(2-28),
x104
2.5
2.0
1.5
1.04
418.1520
0.5
4p4.1766
369.1587 ) 462.1324
321.1307 396.1537 L 479.1703 572.0849
0.0 sk al I TG W N i N VN [N " N . AL .
300 350 400 450 500 550 600 m/z
Bruker Compass DataAnalysis 4.0 printed: 21.01.2019 14:36:00 Page 1 of 1



Mass Spectrum Report

Analysis Info

Acquisition Date 03.12.2018 13:40:50
Analysis Name D:\Data\2018\december\3\TOKG3.d
Method tune_low.m Operator Bruker Customer
Sample Name TOK63 Instrument / Ser# micrOTOF 10223
Comment MeOH 50v
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Source
Intens. 479.1698 +MS, 0.1-0.5min #(2-29)|
x104

2.5

2.0

1.57 457.1874

1.0

495.1443
0.5
463.2992 4603853
453.2007 ) 473.3264 492.3972
0.0 A s PP § ] JAMA)\.,JM,\J\ S AAN A Ak AA A A

450 460 470 480 490 500 miz

Bruker Compass DataAnalysis 4.0 printed: 03.12.2018 13:43:03 Page 1 of 1



Display Report

Analysis Info Acquisition Date  22.06.2021 10:51:23
Analysis Name  D:\Data\2021\june\22\TOK_141000001.d

Method tune_low.m Operator Bruker Customer
Sample Name Instrument / Ser# micrOTOF 10223
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 4.0 l/min
Scan End 1000 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens. +MS, 0.2min #(11),
x109/ 4422234
1.5
1.0+
0.54 443.2262
] J 4442277
0.0 yi
C26H27N502, M+nH ,442.22
2000- 442.2238
1500+
1000+
443.2270
500+
444.2304
0 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 T T T T T T T T T
441 442 443 444 445 446 447 448 449 450 m/z

Bruker Compass DataAnalysis 4.0 printed:  22.06.2021 10:56:10 Page 1 of 1



5k

Display Report

Analysis Info

Analysis Name D:\Data\Work\2022\02\17\GAI_18.d
Method 20211118_tune_low_pos.m
Sample Name

Comment

Acquisition Date

Operator
Instrument / Ser#

17-Feb-22 12:13:32

BDAL@DE
maXis

62

Acquisition Parameter

Source Type ESI
Focus Not active
Scan Begin 100 m/z
Scan End 1000 m/z

lon Polarity

Set Capillary
Set End Plate Offset

Positive

3200 V
-500 V

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.3 Bar
180 °C
4.0 l/min
Source

Inte:]r;)s“. 444.1662
X

8

445.1693

441.2961

446.1723
A

+MS, 0.2-0.3min #(9-17)

453.1670 454.2780

20001 444.1666

1500

1000+

445.1699
5001

446.1733
i

C24H21N504, M+nH ,444.17|

0

438 440 442 444 446

448

450 452

454 miz

Bruker Compass DataAnalysis 4.0 printed:

17-Feb-22 12:23:36
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51

Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\2021\june\22\TOK_156000001.d
tune_low.m

Acquisition Date 22.06.2021 10:57:16

Opera

tor

Bruker Customer
Instrument / Ser# micrOTOF 10223

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 4.0 l/min
Scan End 1000 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens. | +MS, 0.1-0.1min #(6-8),
x109 | 439.1401
2.0
1.5+
1.0+
440.1428
0.5
441.1456
/L 442.2199
0.0+ N
C25H18N404, M+nH ,439.14
20004 439.1401
1500+
1000+
440.1434
500+
441.1468
0 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
438 439 440 441 442 443 444 445 446 m/z
Bruker Compass DataAnalysis 4.0 printed:  22.06.2021 10:59:16 Page 1 of 1



5m

Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

D:\Data\2021\june\22\TOK_157000001.d
tune_low.m

Operator

Acquisition Date 22.06.2021 11:00:19

Bruker Customer
Instrument / Ser# micrOTOF 10223

Acquisition Parameter

Source Type lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 4.0 l/min
Scan End 1000 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens. +MS, 0.2-0.2min #(9-10)
x104| 413.1721
6_
4_
24 4141755
415.1792
) 416.3560
0 C23H20N602, MnH 413.17
20004 413.1721
1500+
1000+
414.1753
500+
415.1787
0 T T T T T T T
412 413 414 415 416 417 m/z
Bruker Compass DataAnalysis 4.0 printed:  22.06.2021 11:01:50 Page 1 of 1



8a

Mass Spectrum Report

Analysis Info
Analysis Name  D:\Data\Data\2019\apri\25\TOK134.d

Acquisition Date  25.04.2019 10:24:31

Method tune_low.m Operator Bruker Customer
Sample Name TOK134 Instrument / Ser# micrOTOF 10223
Comment MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 8.0 I/min
Scan End 3000 m/z Set End Plate Offset -500 vV Set Divert Valve Source
Intens. 487.1763 +MS, 0.0-0.6min #(2-33
x109
3_
2_
489.1740
1 m
509.1578
459.1685 l
— , , , Ilil , , , . —k » — , .JL.LJ.". A , , . , , —A Iﬁll , , , —
450 460 470 480 490 500 510 m/z
Bruker Compass DataAnalysis 4.0 printed:  25.04.2019 10:26:27 Page 1 of 1



Mass Spectrum Report

Analysis Info Acquisition Date  20.12.2019 18:13:57
Analysis Name D:\Data\2019\december\20\GAI954.d

Method tune_low.m Operator Bruker Customer
Sample Name  GAI954 Instrument / Ser# micrOTOF 10223
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set End Plate Offset  -500 V Set Divert Valve Source
Intens .- +MS, 0.0-0.6min #(2-33)
x1041 478.2099
5_
4_
3_
E 464.1943
27 500.1855
1_
i 486.1750
i 494.2050
i 472.1644 ﬁ L \J\ A
04as T Lo A kj. ,.»L-L;«.]L_k)« A Ao o AN A A e k».;._l_u
E C26H23N90, M+nH ,478.21
2000+
478.2098
1500+
1000+
500+
0!""l""I""I""I'"'IA""I""I""I""I""I"'
455 460 465 470 475 480 485 490 495 500 505 m/z

Bruker Compass DataAnalysis 4.0 printed:  20.12.2019 18:19:17 Page 1 of 1



9a

Mass Spectrum Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

D:\Data\2019\december\23\GAI958.d

tune_low.m
GAI958
MeOH

Acquisition Date 23.12.2019 9:47:53

Operator

Bruker Customer

Instrument / Ser# micrOTOF 10223

Acquisition Parameter

Source Type

Focus
Scan Begin
Scan End

ESI

Not active

50 m/z

3000 m/z

lon Polarity

Set Capillary

Set End Plate Offset  -500 V

Positive

4500 V

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 I/min
Source

Intens. 1
x105 ]

1.0+

0.8+

0.6+

0.4

0.2+

0.0

467.1263

487.1729

Y U

503.1397

505.1382

e T

525.1228

527.1197

+MS, 0.0-0.6min #(2-32)

557.1309

2000+
1500+
1000+

500+

503.1415

505.1388

C26H23CINGO1S, M+nH .503.14

2000+
1500+
1000+

500+

525.1235

527.1207

C26H23CIN60O1S, M+nNa ,525.12

500

520

560 m/z
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