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4a

TH NMR spectrum of compound
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4a

13C NMR spectrum of compound
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Sample Name
User Name
Sample Type
ACQ Method

HRMS spectrum of compound: 4a

ATK-SA-4-OME-5T-AC Position P1-B3 Instrument Name
Inj Vol 20 InjPosition

Sample IRM Calibration Status Success Data Filename

ESI ALS 100-1000.m Comment Acquired Time

x10 9|

0.9 ;

0.8 1

0.7 1

0.6 1

0.5 1

0.4 1

0.3 ;

0.2 ;

0.1 ;

Instrument 1

ATK-SA-4-OME-ST-AC.d
20-01-2021 13:35:13 (UTC+05:30)

+ESI Scan (rt: 0.109 min) Frag=175.0V ATK-SA-4-OME-ST-AC

©
&
)
n )

o

MeO \
O 7, @
N
4a
326.1558 326.156 326.1562 326.1564

Counts vs. Mass-to-Charge (m/z)
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4b

TH NMR spectrum of compound
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4b

13C NMR spectrum of compound
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HRMS spectrum of compound: 4b
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Sample Name SA-AM
Inj Vol 5
Data Filename  SA-BN.d

Position
InjPosition
ACQ Method

P1-B10

ESI ALS 100-1000.m

Instrument Name Instrument 1

SampleType Sample

Comment

User Name
IRM Calibration Status
Acquired Time

Success
7/28/2021 2:37:43 PM

+ Scan (0.701 min) SA-BN.d
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N
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N
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0.85] llii
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0.8

0.654
0.6
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0.5+
0.45
0.4
0,354
0.3
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0.2
0.15
0.1
0.05
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Counts vs. Mass-to-Charge (m/z)
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4c

'H NMR spectrum of compound
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4c

13C NMR spectrum of compound
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HRMS spectrum of compound: 4¢

Sample Name SAMPLE 11 Position P1-AB Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-4ME-ST-AC-1R.d ACQ Method ESI ALS 100-500.m Comment Acquired Time 21172021 12:39:30 PM

x10 7 |+ Scan (0.388 min) SA-4ME-ST-AC-1R.d
1.154 310.16011
1.1
1.051
1- >
0.95 4
0.9 Me A
0.85 4
0.8 O v O
0.75- 4c
0.7
0.65
0.6
0.55-
0.5
0.45
0.4
0.354
0.3
0.25
0.2
0.15-
0.1
0.05
o : .

309.95 310 310.05 310.1 310.15 310.2 310.25 310.3 310.35 310.4 310.45
Counts vs. Mass-to-Charge (m/z)

S11



4d

TH NMR spectrum of compound
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4d

13C NMR spectrum of compound
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HRMS spectrum of compound: 4d
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Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 6 |+ Scan (0.911 min) SA-4ET-5T-AC-2.d
3.6

324.17735
3.4
3.2
i ®
2.8
2.6 Et O S O
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2 o | 4d
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0.4 4
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Counts vs. Mass-to-Charge (m/z)
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4e

'H NMR spectrum of compound
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HRMS spectrum of compound: 4e

Sample Name ATK-5A-3,4-ME-ST-AC- Position P1-A4 Instrument Name Instrument 1

Inj Vol 20
Data Filename  ATK-5A-3,4-ME-ST-AC-

SampleType Sample

Comment

InjPosition

ACQ Method ESI ALS 100-1000.m

User Name

IRM Calibration Status
Acquired Time

Success
2/3/2021 11:22:53 AM

»10 7 |+ Scan {(0.401 min) ATK-SA-3 4-ME-ST-AC-3.d
1.5 * 324.17670
1.454
1.4
1.354
1.3
1.254
1.2
1.154
1.1
1.05- Me O S
11 Z

0.951
0.94 4e
0.851
0.8
0.751
0.7
0.65-
0.6
0.551
0.5
0.451
0.4
0.354
0.3
0.251
0.2
0.15-
0.1
0.05
o

324 324.1 324.2 324.3
Counts vs. Mass-to-Charge (m/z)
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4f

TH NMR spectrum of compound
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4f

13C NMR spectrum of compound
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HRMS spectrum of compound: 4f

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

%10 6 |+ Scan (0.340 min) SA-Z24ME-5T-AC-3.d

5.4 4 324.17694
5.2+

5
4.8
4.6
4.4
®

4

3.8 Me N
I ¢ oY <
3.4+ N
e Me 4f
34
2.8
2.6
2.4
2.2+
=2
1.81
1.61
1.41
1.2
14
0.8+
0.6
0.4
0.2
0

323.8 323.9 324 324.1 324.2 324.3 324.4 324.5 324.6 324.7
Counts vs. Mass-to-Charge (m/z)
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4g

TH NMR spectrum of compound
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HRMS spectrum of compound: 4g

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 6 |+ Scan (0.714 min) SA-35ME-ST-AC.d

2.4+ 324.17541
2.3

2.2
C

2+ Me
1.9
F s eV

P

1.74 Me N
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1_
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0.7 4
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0.24
0.1
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Counts vs. Mass-to-Charge (m/z)
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4h

TH NMR spectrum of compound
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4h

13C NMR spectrum of compound
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HRMS spectrum of compound: 4h

S27



sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

«10 6 |+ Scan (0.916 min) SA-5-IND.d

55 336.17745
2.1

—_ — — — — — — — —
1

0.9-
0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1

336 336.05 336.1 336.15 336.2 336.25 336.3 336.35
Counts vs. Mass-to-Charge (m/z)
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4i

TH NMR spectrum of compound
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4i

13C NMR spectrum of compound
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HRMS spectrum of compound: 4i

Sample Name SA-2FLR. Position PL-C2 Instrument Name Instrument 1

User Name 1nj Vol 5 InjPosition

Sample Type Sample IRM Calibration Status ~ Sucress Data Filename SA-2FLR.A

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 28-07-2021 14:54:15 (UTC+05:30)

+ESI Scan (rt: 0.3612 min) Frag=175.0V SA-2FLR.d

x10 4

1.3 1
1.2 4

384.1756

1.1

1
0.9 -

\=/

0.8 1 4i
0.7 -
0.6 1
0.5 1
0.4 -
0.3 1
0.2 -
0.1 -

4 i | , | | N |
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Counts vs. Mass-to-Charge (m/z)
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4j

TH NMR spectrum of compound
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4j

13C NMR spectrum of compound

10

20

£O°CEF —

50

70

T
80

T
90

T
100

f1 (ppm)

110

T
120

96'TET L
€0'¢eT

J6-/LCT

FO L CTF T

8T'6ET

T
140

99°SHT ~\
£9'8vT ~

/9'8bT 7
/9°65T
Z€°09T A
bE'09T

CO-TOT

JE—

1

T
160

[ S

T
170

T
180

SA-4F-S[T-AC-A

S33



HRMS spectrum of compound: 4

sample Name SA-4F Position P1-BS Instrument Name Instrument 1 User Name
Inj Vol 5 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-4F.d ACQ Method ESI ALS 100-1000.m Comment Acquired Time 7/28/2021 1:57:16 PM

%10 5 |+ Scan (0.799 min) SA-4F.d
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Counts vs. Mass-to-Charge (m/z)
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4k

TH NMR spectrum of compound
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HRMS spectrum of compound: 4k

Sample Name SA-4BR Position P1-B7 Instrument Name Instrument 1

User Name Inj Vol 5 InjPosition

Sample Type Sample IRM Calibration Status =~ Success Data Filename SA=-1BR.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 28-07-2021 14:11:55 (UTC+05:30)

+ESI Scan (rt: 0.6679 min) Frag=175.0V SA-4BR.d

x10 5

3.75 - O
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2.75 4k
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0.75 1
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0.25 1
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Counts vs. Mass-to-Charge (m/z)
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41

TH NMR spectrum of compound
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13C NMR spectrum of compound: 41
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Sample Name
User Name
Sample Type
ACQ Method

SAMPLE

Sample

HRMS spectrum of compound: 41

Position P1-C8
Inj Vol 20
IRM Calibration Status Success

ESI ALS 100-1000.m Comment

x10 5

3.2 1
3.1

34
2.9 1
2.8 A
2.7 1
2.6 1
25+
2.4 4
2.3 1
2.2
21 1

2]
1.9 1
1.8 1
1.7 1
1.6 1
1.5 1
1.4 4
1.3 1
1.2 1
1.1

14
0.9 4
0.8 4
0.7 1
0.6 1
0.5 1
0.4 4
0.3 1
0.2 1
0.1 4

Instrument Name
InjPosition

Data Filename
Acquired Time

Instrument 1

SA-4BR-3.d
05-08-2021 12:48:11 (UTC+05:30)

0

+ESI Scan (rt: 0.223 min) Frag=175.0V SA-4BR-3.d

374.0549

Br

AQ /

4|

375.1862

376.0533

373 3732 3734 3736 3738 374 3742 3744 3746 3748 375
Counts vs. Mass-to-Charge (m/z)
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3752 3754 3756 3758
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S5a

TH NMR spectrum of compound
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Sa

13C NMR spectrum of compound
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HRMS spectrum of compound: Sa

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM calibration Status
Data Filename ACQ Method Comment Acquired Time

%10 6 |+ Scan (0.390 min) SA-4-MEST.d

1.7 4 340.17218

1.6
®
1.4
1.3

MeO N Me
1.2 s

1.1 5a
14
9

.8+

.7

©o o o o

.6

o

.5

0.4+

0.3

0.2

339.4 339.6 339.8 340 340.2 340.4 340.6 340.8 341
Counts vs. Mass-to-Charge (m/z)
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Sb

TH NMR spectrum of compound
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5b

13C NMR spectrum of compound
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HRMS spectrum of compound: Sb

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

%10 6 |+ Scan (0.169 min) SA-3-MEST.d
2- 340.17174

1.9

1.8
C
Me
MeO
O
7,
1.4 N

1.3 sb

g &8 @ .8

339.5 339.6 339.7 339.8 339.9 340 340.1 340.2 340.3 340.4 340.5 340.6 340.7 340.8 340.9 341
Counts vs. Mass-to-Charge (m/z)
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Sc¢

'H NMR spectrum of compound
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Sc¢

13C NMR spectrum of compound
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HRMS spectrum of compound: Sc

Sample Name SAMPLE Position P1-D7 Instrument Name Instrument 1
User Name Inj Vol 5 InjPosition
Sample Type Sample IRM Calibration Status Success Data Filename SA-4BR-ST.d
ACQ Method ESI ALS 100-1000.m Comment Acquired Time 26-07-2021 12:56:08 (UTC+05:30)
10 4 +ESI Scan (rt: 0.3725 min) Frag=175.0V SA-4BR-ST.d
X
®
1.6 1
MeO. Br
O
p Te]
1.4 N oS N
5¢ < =
O .
12 ¥ S
<
14
0.8 {
0.6 {
0.4 1
0.2 {
N T T | L PO O TR Y

400 401 402 403 404 405 406 407 408 409 410

Counts vs. Mass-to-Charge (m/z)
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S5d

TH NMR spectrum of compound
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5d

13C NMR spectrum of compound
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HRMS spectrum of compound: 5d

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM calibration Status
Data Filename ACQ Method Comment Acquired Time

<10 6 |+ Scan (0.398 min) SA—-4-CLST.d

360.11744
3.4

3.2-
3
2.8 O
2.6 MeO O X
2.4 P
2.2 5d

e

o

N

1.8
1.6
1.4
1.2

14
0.8
0.6
0.4

0.2

359.95 360 360.05 360.1 360.15 360.2 360.25 360.3 360.35 360.4
Counts vs. Mass-to-Charge (m/z)
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Se

'"H NMR spectrum of compound
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13C NMR spectrum of compound
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HRMS spectrum of compound: Se

Sample Name Position Instrument Name

Inj Vol

InjPosition SampleType

Data Filename ACQ Method Comment

User Name

IRM Calibration Status

Acquired Time

x10 5
8.25

84
7.75-
7.5
7.25-
7_
6.75-
6.5-
6.25-
54
5.75-
5.5
5.25-
5
4.751
4.5
4.25
4 4
3.751
3.5
3.25-
34
2.75-
2.5-
2.25
2 |
1.751
1.5
1.251
14
0.75-
0.5-
0.25

8]

+ Scan (0.431 min) SA-4O0ME-AC.d

356.16401

350 351 352 353 354 355 356 357
Counts vs. Mass-to-Charge (m/z)
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5t

TH NMR spectrum of compound
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5t

13C NMR spectrum of compound
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Sample Name

Inj Vol

Data Filename

HRMS spectrum of compound: 5f

Position Instrument Name
InjPosition SampleType
ACQ Method Comment

User Name

IRM cCalibration Status

Acquired Time

x10 5
7.5
7.254
74
6.75
6.5
6.25
G
5.75
5.5
5.25]
54
4,75
4.5
4.25]
4
3.751
3.5
3.251
3
2.75
2.5
2.25
2 |
1.754
1.5
1.254
14
0.75
0.5
0.25

0]

+ Scan (0.423 min) SA-4ME-AC.d

MeO i

340.16943

Me

®
AL

5f

339.8

339.9

340 340.1 340.2 340.3
Counts vs. Mass-to-Charge (m/z)
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Sg

TH NMR spectrum of compound

e —

8/'€—

€ey —

SA-40Me-ST-3MeAC

—1 = 00'¢

L

86°(

0701

= T a1

| = 80°¢

AN

L0°%

0.0

0.5

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
f1 (ppm)

10.0

S59



»

M

ar

L9°TC—

1§°Sh —

IA—

) - 3
£9°SS — E
=
=1)]
W LR
S 1693
e aa— ===
mm.R\ @
=

MWWV

100
f1|(ppm)
S60

4

110

A

13C NMR spectrum of compound
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HRMS spectrum of compound: 5g

Sample Name WASH Position P1-B2 Instrument Name Instrument 1
Inj Vol 20 InjPosition SampleType Sample
Data Filename  SA-4-OME-ST-3ME-AC.d ACQ Method ESI ALS 100-1000.m Comment

User Name
IRM Calibration Status
Acquired Time

Success
3/1/2021 12:58:28 PM

%10 7 |+ Scan (0.181 min) SA-4-OME-ST-ZME-AC.d

1.45 4 *340.17091
1.4 4
1.35
1.3
1.25 4
1.2 4
1.15
1.1+
1.05

0.954
0.9
0.854
0.8
0.751
0.7
0.65 4
0.6
0.554
0.5
0.454
0.4
0.354
0.3
0.254
0.2
0.151
0.1
0.054

340 340.1 340.2 340.3
Counts vs. Mass-to-Charge (m/z)
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Sh

TH NMR spectrum of compound
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5h

13C NMR spectrum of compound
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HRMS spectrum of compound: Sh

S64



Sample Name SA-4-ETAC Position P1-B8 Instrument Name Instrument 1 User Name
Inj Vol 5 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-4-ETAC.d ACQ Method ESI ALS 100-1000.m Comment Acquired Time 7/28/2021 2:21:10 PM

%10 6 |+ Scan (0.372 min) SA-4-ETAC.d

2.31 3541867

Et

R

aE

: MeO D

. p
N

.34 5h

- - — - - — —_— - -
1

353.6 353.8 354 354 2 354 .4 354.6 354.8 355
Counts vs. Mass-to-Charge (m/z)
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Si

TH NMR spectrum of compound
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Si

13C NMR spectrum of compound
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HRMS spectrum of compound: Si

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

<10 6 |+ Scan (0.456 min) SA-4BR-ST.d

382.21679
3.6+

3.4 M
Me eMe
3.2

3
2. 8- O
2.6+ MeO O S O
2.4 _
2.2- 5i

> |
1.8
1.6-

1.44

1.2

0.8+
0.6+
0.4

0.2+

381.9 382 3821 382.2 382.3 382 .4 382 5 382.6 382.7
Counts vs. Mass-to-Charge (m/z)
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TH NMR spectrum of compound

B |, B

£8'e—

£e'p
= ]
8741
8T'L1
67'L]
67'L]
67'L]
0€'L1
0£'L1
1€
1€,
£€°L1
£€'L1
bE'L
GE'L
9"/ <

(€L 2
LE'L

8€'L

8€'L —
6€'L

[oalles]

SA-40Me-ST-3TF-AC O LN
oo

~60'E|

-00'¢|

r90°T

M::Q
motw
4?2

R

$n Lk

0.0

0.5

1.0

1.5

2.0

2.5

3.0

3.5

4.0

4.5

5.5

6.0

6.5

7.0

7.5

8.0

8.5

9.0

9.5

S69



)

13C NMR spectrum of compound
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HRMS spectrum of compound: 5j

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

%10 6 |+ Scan (0.375 min) SA-3-TF-AC.d

2.8+ 332.11223
2.7

2.6
2.5
2.4
2.3
2.2
2.1

2_
1.9
1.8
1.7
1.6
1.5
1.4
1.3
1.2
1.1

1 4
0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1

0-4

331.4 331.6 331.8 332 3322 332.4 332.6 332.8
Counts vs. Mass-to-Charge (m/z)
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Sk

TH NMR spectrum of compound
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S5k

13C NMR spectrum of compound
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Sample Name
User Name

Sample Type
ACQ Methad

SAMPLE

Sample

HRMS spectrum of compound: Sk

Position P1-F4
Inj Vol 20
IRM Calibration Status = Success

ESI ALS 100-500.m Comment

x10 5

61
55 -
5 |
45|
4]
35
3 -
25
2
1.5 |
14
0.5

Instrument Name

InjPosition
Data Filename
Acquired Time

Instrument 1

SA-2-PY-SE.d
29-07-2021 15:5%:37 (UTC+05:30)

+ESI| Scan (rt: 0.3230 min) Frag=175.0V SA-2-PY-SE.d

327.1496

3268 327 3272 3274 3276
Counts vs. Mass-to-Charge (m/z)
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51

TH NMR spectrum of compound
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Sl

13C NMR spectrum of compound
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HRMS spectrum of compound: 51

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 6 |+ Scan (0.413 min) SA-1.3-BNC.d
1.25
1.2
1.15-
1.1 s

z
1.05-
1 @
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0.9 MeO
0.85 O
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0.75-
0.7
0.65 -
0.6 -
0.55 -
0.5
0.45-
0.4 -
0.35-
0.3
0.25-
0.2-
0.15-
0.1-
0.05

350.15660

Q /
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Counts vs. Mass-to-Charge (m/z
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Sm

TH NMR spectrum of compound
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Sm

13C NMR spectrum of compound
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HRMS spectrum of compound: Sm

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 5 |+ Scan (0.941 min) SA-4F-AC.d
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Counts vs. Mass-to-Charge (m/z)
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Sn

TH NMR spectrum of compound
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S5n

13C NMR spectrum of compound
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Sample Name SAMPLE

User Name

Sample Type Sanmphe

ACQ Method ESI ALS 100-1000.mm

HRMS spectrum of compound: 5n

Position P1-C7
Inj Vol 20
IRM Calibration Status  Success
Comment

Instrument Name

InjPosition
Data Filename
Acquired Time

Instrument 1

SA-20F3-3-R.d
05-08-2021 12:44:28 (UTC+05:30)

x10 5

0.5
0.8 4
0.7
0.5 4
0.5
0.4
0.3
0.2

0.1+

MeO

5n

Q 7/

+ESI Scan (rt: 0.245 min) Frag=175.0V SA-2CF3-3-R.d

394.1418

CF3

393.2

3934

3936 3938 394 394.2
Counts vs. Mass-to-Charge (mi/z)
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7a'

TH NMR spectrum of compound
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:7a’

13C NMR spectrum of compound
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HRMS spectrum of compound: 7a’

Sample Name SA-4-OME-21 Position P1-B5 Instrument Name Instrument 1

Inj Vol

20 InjPosition SampleType Sample

Data Filename  SA-4-OME-21.d ACQ Method ESI ALS 100-500.m Comment

User Name
IRM Calibration Status
Acquired Time

Success
17-9-2021 11:07:34 AM

=10 7

1.451
1.4 4
1.35-
1.3
1.25-
1.2
1.15-
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1.05-
14
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0.9
0.85-
0.8
0.75-
0.7
0.65 4
0.6
0.55-
0.5-
0.45-
0.4 -
0.35-
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0.25-
0.2
0.15-
0.1
0.05 -

+ES| Scan (#19) Frag=175.0V SA-4-OME.d

* 326.1554

MeO Ph
Ph

A /)

7a’

326.13 326.14 326.15 326.16
Counts vs. Mass-to-Charge (m/z)
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