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S1



HRMS spectrum of 1a

Sample Name SB-138 Position P1-D1 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-138.d

ACQ Method ESI ALS 100-600.m Comment Acquired Time 12/3/2020 3:43:52 PM (UTC+05:30)

x10 5 |* Scan (rt: 0.196 min) SB-138.d
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Sample Name
User Name
Sample Type
ACQ Method

SB-203

Sample

ESI ALS 100-600.m

Position

Inj Vol

HRMS spectrum of 1b

P1-C5
20

IRM Calibration Status  Success

Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-203.d
12/3/2020 7:02:39 PM (UTC+05:30)

410 5 |+ Scan (rt: 0.150 min) $B-203.
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Sample Name SB-194

User Name

Sample Type Sample

ACQ Method ESI ALS 100-600.m

x10 ®
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+ Scan (rt: 0.262 min) SB-194.d

HRMS spectrum of 1c

Position P1-C1
Inj Vol 20
IRM Calibration Status Success
Comment

337.0959

Instrument Name

InjPosition
Data Filename

Acquired Time
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SB-194.d
12/3/2020 6:27:50 PM (UTC+05:30)
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HRMS spectrum of 1d

Sample Name SB-182 Position P1-D3 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

sample Type Sample IRM Calibration Status  Success Data Filename SB-182.d

ACQ Method ESI ALS 100-600.m Comment Acquired Time 12/3/2020 3:47:36 PM (UTC+05:30)

x10 4 [* Scan (rt: 0.174 min) SB-182.d
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Sample Name
User Name
Sample Type
ACQ Method

SB-188

Sample
ESI ALS 100-600.m

HRMS spectrum of 1e

Position
Inj Vol
IRM Calibration Status

Comment

P1-D5

20

Success

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-188.d
12/3/2020 3:51:20 PM (UTC+05:30)

x10 5 |* Scan (it: 0.112 min) SB-188.d
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Sample Name
User Name
Sample Type
ACQ Method

SB-202

Sample
ESI ALS 100-600.m

HRMS spectrum of 1f

Position
Inj Vol
IRM Calibration Status

Comment

P1-C4
20

Success

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-202.d
12/3/2020 7:00:45 PM (UTC+05:30)
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+ Scan (rt: 0.202 min) SB-202.d
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Sample Name
User Name
Sample Type
ACQ Method

SB-207

Sample
ESI ALS 100-600.m

HRMS spectrum of 1g

Position P1-C8
Inj Vol 20
IRM Calibration Status Success

Comment

Instrument Name

InjPosition

Data Filename

Acquired Time

Instrument 1

SB-207.d
12/3/2020 7:13:48 PM (UTC+05:30)

<10 § |+ Scan (rt: 0.138 min) SB-207.d
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HRMS spectrum of 1h

Sample Name SAMPLE Position P1-C1 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-228.d

ACQ Method ESI ALS 150-600.m Comment Acquired Time 12/4/2020 1:14:11 PM (UTC+05:30)

x10 4 |* Scan (rt: 0.130 min) SB-228.d
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HRMS spectrum of 1i

Sample Name WASH Position PLEL Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-254.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 1/7/2021 6:49:55 PM (UTC+05:30)

x10 4 |* Scan (rt: 0.744 min) SB-254.d
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HRMS spectrum of 1j

Sample Name SAMPLE Position P1-B4 Instrument Name Instrument 1

User Name Inj Vol 20 InjP ion
Sample Type Sample IRM Calibration Status Success Data Filename SB-242.d

ACQ Method ESI ALS 150-600.m Comment Acquired Time 12/11/2020 11:57:05 AM (UTC+05:30)

x10 4 |* Scan (rt: 0.285 min) SB-242.d
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Sample Name SAMPLE

User Name

Sample Type Sample

ACQ Method ESI ALS 150-600.m

HRMS spectrum of 1k

Position P1-B5
Inj Vol 20
IRM Calibration Status  Success

Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-243.d
12/11/2020 11:58:58 AM (UTC+05:30)

x10 4 |* Scan (rt: 0.366 min) SB-243.d
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Sample Name
User Name
Sample Type
ACQ Method

SB-201

Sample
ESI ALS 100-600.m

HRMS spectrum of 1l

Position P1-C3
Inj Vol 20
IRM Calibration Status  Success

Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-201.d
12/3/2020 6:36:30 PM (UTC+05:30)

x10 6 [*Scan (rt:0.175 min) SB-201.d
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HRMS spectrum of 1m

Sample Name SAMPLE Position P1-C1 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-237.d

ACQ Method ESI ALS 150-600.m Comment Acquired Time 12/4/2020 1:16:15 PM (UTC+05:30)

x10 5 |* Scan (rt: 0.329 min) SB-237.d
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HRMS spectrum of 1n

Sample Name SAMPLE Position P1-C1 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-227.d

ACQ Method ESI ALS 150-600.m Comment Acquired Time 12/4/2020 1:12:02 PM (UTC+05:30)

x10 4 |* Scan (rt: 0.335 min) SB-227.d
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HRMS spectrum of 1o

Sample Name SB-280-R2 Position P2-A11 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename SB-280-R2.d

ACQ Method ESI ALS 100-600.m Comment Acquired Time 2/16/2021 7:16:19 PM (UTC+05:30)

x10 4 |* Scan (it: 0.492 min) SB-280-R2.d
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Sample Name
User Name
Sample Type
ACQ Method

SB-277-R2

Sample
ESI ALS 100-600.m

Position
Inj Vol

HRMS spectrum of 1p

P2-A10
20

IRM Calibration Status ~ Success

Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-277-R2.d
2/16/2021 7:05:08 PM (UTC+05:30)

x10 3 |* Scan (rt: 0.764 min) SB-277-R2.d
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Counts vs. Mass-to-Charge (m/z)
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HRMS spectrum of 1q

Sample Name SAMPLE Position P1-B5 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-273.d

ACQ Method ESI ALS 100-700.m Comment Acquired Time 1/21/2021 6:24:59 PM (UTC+05:30)

x10 4 |* Scan (it: 0.486 min) SB-273.d
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HRMS spectrum of 1r

Sample Name SAMPLE 5 Position P2-A6 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-294.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 3/12/2021 7:28:08 PM (UTC+05:30)

x10 4 |* Scan (rt: 0.794 min) SB-294.d
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HRMS spectrum of 1s

Sample Name SAMPLE Position P1-D2 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-300.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 3/11/2021 9:17:16 PM (UTC+05:30)

x10 4 |* Scan (it: 0.173 min) SB-300.d
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Sample Name
User Name
Sample Type
ACQ Method

HRMS spectrum of 1t

SAMPLE Position

Inj Vol
Sample IRM Calibration Status
ESI ALS 100-700.m Comment

P1-B4
20

Success

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-270.d
1/21/2021 6:13:30 PM (UTC+05:30)

x10 4 |* Scan (rt: 0.714 min) SB-270.d
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Sample Name
User Name
Sample Type
ACQ Method

SAMPLE 3

Sample

HRMS spectrum of 1u

Position P1-A2
Inj Vol 20
IRM Calibration Status  Success

ESI ALS 150-600.m Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-316.d
21-04-2021 20:23:06 (UTC+05:30)
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Counts vs. Mass-to-Charge (m/z)
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HRMS spectrum of 1v

Sample Name WASH Position P2-B5 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-380.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 05-08-2021 18:19:06 (UTC+05:30)

x10 4 +ESI Scan (rt: 24.7 sec) Frag=175.0V SB-380.d
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Sample Name SAMPLE
User Name

Sample Type Sample
ACQ Method ESI ALS

HRMS spectrum of 1w

Position P1-C1

Inj Vol 20

IRM Calibration Status  Success
150-600.m Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

sB-218.d
12/4/2020 1:07:46 PM (UTC+05:30)

x10 4 |* Scan (it: 0.443 min) SB-218.d
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Counts vs. Mass-to-Charge (m/z)
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HRMS spectrum of 1x

Sample Name SAMPLE Position P1-C6 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-286.d

ACQ Method ESI ALS 100-600.m Comment Acquired Time 3/4/2021 12:16:16 PM (UTC+05:30)

x10 6 |+ Scan (rt: 0.562 min) SB-286.d
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HRMS spectrum of 1y

Sample Name SAMPLE Position P1-C7 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-287.d

ACQ Method ESI ALS 100-600.m Comment Acquired Time 3/4/2021 12:18:09 PM (UTC+05:30)

<10 5 |+ Scan (it: 0.529 min) SB-287.d
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Sample Name WASH

User Name

Sample Type Sample

ACQ Method ESI ALS 100-1000.m

Position
Inj Vol

IRM Calibration Status

Comment

HRMS spectrum of 1z

P2:
20

-A8

Success

Instrument Name

InjPosition
Data Filename

Acquired Time

Instrument 1

SB-344-R1.d
22-07-2021 16:44:16 (UTC+05:30)

x10 4 |*ESIScan (rt: 21.5 sec) Frag=175.0V SB-344-R1.d
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Counts vs. Mass-to-Charge (m/z)
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HRMS spectrum of 1aa

Sample Name WASH Position P2-B2 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-364-R1.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 22-07-2021 16:51:29 (UTC+05:30)

x10 8 [+ESI Scan (it: 24.0 sec) Frag=175.0V SB-364-R1.d
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HRMS spectrum of 2a

Sample Name SB-167 Position P1-D2
User Name Inj Vol 20
Sample Type Sample IRM Calibration Status Success
ACQ Method ESI ALS 100-600.m Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-167.d
12/3/2020 3:45:42 PM (UTC+05:30)

x10 5 |* Scan (rt: 0.213 min) SB-167.d

42

4

279.1129

3.8

3.6

34

3.2

3

2.8

2.6

24

22

0.8

280.1153

06
04
02
L1 |

ol

@ o

-, L "
266 268 270 272 274 276 278 280 282
Counts vs. Mass-to-Charge (m/z)
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Sample Name SB-204

User Name

Sample Type Sample

ACQ Method ESI ALS 100-600.m

Position
Inj Vol

HRMS spectrum of 2b

P1-C6
20

IRM Calibration Status  Success

Comment

Instrument Name Instrument 1

InjPosition

Data Filename SB-204.d

Acquired Time 12/3/2020 7:04:31 PM (UTC+05:30)

x10 8 |* Scan (rt: 0.130 min) SB-204.d
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Counts vs. Mass-to-Charge (m/z)
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HRMS spectrum of 2¢

Sample Name SB-235 Position P1-C3 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-235.d

ACQ Method ESI ALS 100-600.m Comment Acquired Time 12/4/2020 1:02:54 PM (UTC+05:30)

x10 4 |+ Scan (rt: 0.398 min) SB-235.d
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Sample Name
User Name
Sample Type
ACQ Method

SB-185

Sample
ESI ALS 100-600.m

HRMS spectrum of 2d

Position P1-D4
Inj Vol 20
IRM Calibration Status Success

Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-185.d
12/3/2020 3:49:28 PM (UTC+05:30)

410 © |+ Scan (rt: 0.154 min) SB-185.d
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Counts vs. Mass-to-Charge (m/z)

$32

293.6

293.8 294

294.2



HRMS spectrum of 2e

Sample Name SB-197 Position P1-C2
User Name Inj Vol 20
Sample Type Sample IRM Calibration Status  Success
ACQ Method ESI ALS 100-1000.m Comment

<10 § |+ Scan (rt: 0.207 min) SB-197.d
23
22|

214

307.1442

0.8

0.7

0.6

0.5

0.4

0.34

0.2

0.1

(0]
N
N
(0]
Me

Instrument Name Instrument 1

InjPosition

Data Filename SB-197.d

Acquired Time 12/3/2020 6:33:22 PM (UTC+05:30)

3055 30575 306 30625 3065 306.75 307 30725 3075 307.75 308 30825 3085 308.75

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

S33



Sample Name
User Name
Sample Type
ACQ Method

SB-206

Sample
ESI ALS 100-600.m

Position
Inj Vol

HRMS spectrum of 2f

P1-C7
20

IRM Calibration Status  Success

Comment

Instrument Name Instrument 1

InjPosition

Data Filename SB-206.d

Acquired Time 12/3/2020 7:06:25 PM (UTC+05:30)

x10 5 |* Scan (rt: 0.280 min) SB-206.d

1.55
15
1.45
14
1.35
13
1.25
1.2
1.15
1.1
1.05
1
0.95
0.9
0.85
0.8
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 -
0

327.0895

Cl

3255 326

326.5

327 3275
Counts vs. Mass-to-Charge (m/z)

S34

328

3285



HRMS spectrum of 2g

Sample Name SAMPLE Position P1-B3 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-232.d

ACQ Method ESI ALS 150-600.m Comment Acquired Time 12/11/2020 11:54:15 AM (UTC+05:30)

10 5 |*+ Sean (it: 0.186 min) SB-232.d
62 |
6
58
56 |
54 o
52

51 N
48
46| N
44
42

4]
38
36
34
32

3]
238
26
24
22

2
18 |
16 |
14
12

14
038
06 |
04
02

307.1441

308.1466

3058 306 3062 3064 306.6 3068 307 3072 3074 3076 307.8 308 3082 3084 3086 308.8
Counts vs. Mass-to-Charge (m/z)

S35



Sample Name SB-233
User Name

Sample Type Sample

HRMS spectrum of 2h

Position
Inj Vol
IRM Calibration Status

ACQ Method ESI ALS 100-600.m Comment

P1-C2

20

Success

Instrument Name

InjPosition
Data Filename

Acquired Time

Instrument 1

SB-233.d
12/3/2020 8:18:15 PM (UTC+05:30)

x10 4

44
42
4
38
36 |
34 |
32
3]
28
26
24

22

0.8
0.6
0.4
0.2

+ Scan (rt: 0.158 min) SB-233.d

259.1435

258.6 258.7 258.8 258.9 259

259.1

259.2

259.3

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

S36

T
259.4

259.5 259.6

259.7



Sample Name
User Name
Sample Type
ACQ Method

WASH

Sample
ESI ALS 100-600.m

Position
Inj Vol

HRMS spectrum of 2i

P1-E1
20

IRM Calibration Status Success

Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-255.d
1/7/2021 7:00:27 PM (UTC+05:30)

x10 4
85

825
8
7.75
75
7.25
7
6.75
6.5
6.25
6
575
55
525
5
475
45
425
4
3.75
35
3.25
3
275
25
225
2
1.75
15
1.25
1
0.75
05
0.25

+ Scan (rt: 0.747 min) SB-255.d

315.2066

O
N

N

’

CeHiz O

314.4

3146

314.8

315 315.2 315.4
Counts vs. Mass-to-Charge (m/z)

S37

315.6 315.8 316



Sample Name
User Name
Sample Type
ACQ Method

SB-244

Sample
ESI ALS 100-600.m

HRMS spectrum of 2j

Position P1-E1
1nj Vol 20
IRM Calibration Status  Success

Comment

Instrument Name

InjPosition
Data Filename

Acquired Time

Instrument 1

SB-244-1001.d
12/23/2020 4:06:37 PM (UTC+05:30)

x10 &

7.75 1
75
7.25

74
6.75 1
6.5
6.25

6
5.75 1
55
5.25
5
4.75
45
425
41
3.75
35
3.25
3
2.75
25
2.25
21
175
1.5
125
1
0.75
05
0.25 1
0

—244.1195

+ Scan (rt: 0.158 min) SB-244-r001.d

245.1285

N
Me\<

Me

O

244

2442

2444

244 6 2448 245 245.2
Counts vs. Mass-to-Charge (m/z)

S38

2454

2456 2458

246



HRMS spectrum of 2k

Sample Name WASH Position P1-E2 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-245.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 1/7/2021 6:47:45 PM (UTC+05:30)

x10 8 |* Scan (rt: 0.238 min) SB-245.d

1.7
1.65

1.6 O
1.55 .
15| N
145
14
N
g ©

243.1128

1.35
1.3
1.25
1.2
1.15
1.1
1.05 4
1
0.95
0.9
0.85 -
08
0.75
0.7
0.65 -
0.6
0.55 -
05
0.45 -
04
0.35 -
03
0.25
0.2+
0.15
0.1+
0.05
232 234 236 238 240 242 244 246 248 250 252 254 256
Counts vs. Mass-to-Charge (m/z)

244.1162

S39



HRMS spectrum of 2|

Sample Name WASH Position P1EL Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-205.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 1/7/2021 6:38:10 PM (UTC+05:30)

x10 6 |* Scan (rt: 0.154 min) SB-205.d

46

(0]
44
42 ) N
4 N
e

285.1599

3.8

3.6

34

3.2

26

24

22

0.8

0.6

04

0.2

T T T T T T T T T T
2842 284.4 284.6 284.8 285 285.2 2854 2856 2858 286

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

S40



Sample Name SB-248
User Name

Sample Type Sample

HRMS spectrum of 2m

Position P1-E3 Instrument Name
Inj Vol 20 InjPosition
IRM Calibration Status  Success Data Filename

ACQ Method ESI ALS 100-600.m Comment Acquired Time

Instrument 1

SB-248.d
12/23/2020 4:10:23 PM (UTC+05:30)

x10 6 |* Scan (1t:0.261 min) SB-248.d

25+
24+
234

231.1128

0]

214 N

2
ot
184
174
16
154
144
1.3
124
11

1
0.9+
0.8+
0.7
0.6+
05
0.4+

232.1164

0.3
0.2
0.1

-233.1182

L
2285 229 2295 230 2305 231 2315 232 2325 233 2335 234
Counts vs. Mass-to-Charge (m/z)

$41



Sample Name
User Name
Sample Type
ACQ Method

SAMPLE

Sample

ESI ALS 100-700.m

Position
Inj Vol

HRMS spectrum of 2n

P1-B3
20

IRM Calibration Status Success

Comment

Instrument Name

InjPosition

Data Filename

Acquired Time

Instrument 1

SB-269.d
1/21/2021 6:02:00 PM (UTC+05:30)

x10 7

0.95
0.9
0.85
0.8
0.75
0.7
0.65
0.6
0.55
0.5
045
0.4
0.35
03
0.25
0.2
0.15
0.1

0.05

04

+ Scan (rt: 0.176 min) SB-269.d

259.1443

260.1470

—261.1495

(@]

248

250

252

254

256 258 260 262
Counts vs. Mass-to-Charge (m/z)

S42

264

266

268

270

272




Sample Name
User Name
Sample Type
ACQ Method

SB-282-R2

sample

ESI ALS 100-600.m

HRMS spectrum of 20

Position P2-B2
Inj Vol 20
IRM Calibration Status Success

Comment

x10 4 |* Scan (it 0.112 min) SB-282-R2.d

13
1.25
12
1.15

1.05

0.95
0.9
0.85
0.8
0.75
0.7
0.65
0.6
0.55
05
0.45
0.4
0.35
03
0.25
0.2
0.15
0.1
0.05

307.1452

3

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-282-R2.d
2/16/2021 7:25:34 PM (UTC+05:30)

306.4

306.6

306.8 307 307.2
Counts vs. Mass-to-Charge (m/z)

$43

307.4

307.6 307.8

308



x10 7

25
24
23
22
21

2
19
18
17
16
15
14
13
12
1.1

1
0.9
0.8
0.7
0.6
0.5
04
03
0.2
0.1

0

HRMS spectrum of 2p

Position P1-C10 Instrument Name

Inj Vol 20 InjPosition

IRM Calibration Status Success Data Filename

ESI ALS 100-600.m Comment Acquired Time

+ Scan (rt: 0.394 min) SB-295.d

*311.1755

Me

—310.1595

3104 3106 310.8 311 311.2 3114 3116 311.8
Counts vs. Mass-to-Charge (m/z)

«
o
N

S44

3/4/2021 12:23:59 PM (UTC+05:30)




HRMS spectrum of 2q

Sample Name SAMPLE 7 Position P2-A8 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-302.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 3/12/2021 7:50:29 PM (UTC+05:30)

x10 4|* Scan (rt: 0.109 min) SB-302.d

25
24
23

305.1240

22
21

2
19
18
17
16
15

14

@)

13
12
1.1

1
0.9
0.8
0.7
0.6
0.5
04
0.3
0.2
0.1

0

T T T T T T T T
304.4 304.6 304.8 305 305.2 305.4 305.6 305.8 306
Counts vs. Mass-to-Charge (m/z)

$45



Sample Name
User Name
Sample Type
ACQ Method

SAMPLE

Sample
ESI ALS 100-600.m

Position
Inj Vol
IRM Calibration Status

Comment

HRMS spectrum of 2r

P1-Ci1
20

Success

Instrument Name

InjPosition
Data Filename

Acquired Time

Instrument 1

SB-297.d
3/4/2021 12:25:50 PM (UTC+05:30)

x10 7

15
145
14
1.35
13
125
12
115
11
1.05
1
0.95
0.9
0.85
08
0.75
0.7
0.65
06
0.55
0.5
0.45
04
0.35
03
0.25
0.2
0.15
0.1
0.05

328.1136

+ Scan (rt: 0.660 min) SB-297.d

*329.1834

OMe

328.2

3284

3286

T T
328.8 329 329.2
Counts vs. Mass-to-Charge (m/z)

S46

T T
3294 329.6 329.8

330



HRMS spectrum of 2s

Sample Name SAMPLE 6 Position P2-A7 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename SB-301.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 12-03-2021 19:39:19 (UTC+05:30)

x10 5 +ESI Scan (rt: 17.2 sec) Frag=175.0V SB-301.d

©
361.1309

13 Me

0.9
0.8
0.7
0.6
0.5
0.4
03
0.2

0.1

359.5 360 360.5 361 361.5 362 362.5
Counts vs. Mass-to-Charge (m/z)

S47



HRMS spectrum of 2u

Sample Name SAMPLE 2 Position P2-B7 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename SB-321.d

ACQ Method EST ALS 100-600.m Comment Acquired Time 26-04-2021 16:04:22 (UTC+05:30)

x10 6 |*ESIScan (rt: 0.188 min) Frag=175.0V SB-321.d
125
12

1.15

241.0972

11
1.05

0.95

©)

09
0385 \\
08
075
07
065
06
055
05
045
04
035
03
025
02

242.1023

0.15
0.1

0.05

239 239.5 240 2405 241 2415 242 2425
Counts vs. Mass-to-Charge (m/z)

S48



Sample Name
User Name
Sample Type
ACQ Method

Sample

HRMS spectrum of 2v

Position
Inj Vol
IRM Calibration Status

ESI ALS 100-1000.m Comment

P2-B5
20
Success

Instrument Name

InjPosition
Data Filename

Acquired Time

Instrument 1

SB-382.d
05-08-2021 18:28:16 (UTC+05:30)

x10 4

5
4.8
4.6
4.4
4.2
4
3.8
36
344
3.2
3
2.8
26
24
224
2
18
16
14
12
1
0.8
0.6
04
0.2

0

+ESI Scan (rt: 50.5 sec) Frag=175.0V SB-382.d

317.1264

A\

316.6 316.7 316.8 316.9 317

3171 317.2

317.3 3174

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

S49

3175 317.6

317.7



Sample Name SB-229

User Name

Sample Type Sample

ACQ Method ESI ALS 100-600.m

HRMS spectrum of 2w

Position P1-C1
Inj Vol 20
IRM Calibration Status  Success

Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-229.d
12/3/2020 8:16:23 PM (UTC+05:30)

x10 5 |* Scan (rt: 0.278 min) SB-229.d

438
46
44
42

4
3.8
3.6
34
3.2

26
24
2:2

18
16
14

08
06
04
0.2

341.1286

T
3375

T T T T T T T
338 3385 339 3395 340 3405 341 3415
Counts vs. Mass-to-Charge (m/z)

S50

342

3425

T T T
343 3435 344

T
3445



Sample Name
User Name
Sample Type
ACQ Method

SAMPLE

Sample
ESI ALS 100-1000.m

Position
Inj Vol

HRMS spectrum of 2x

P1-C8
20

IRM Calibration Status  Success

Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-288.d
3/4/2021 12:20:07 PM (UTC+05:30)

x10 7 |* Scan (rt: 0.721 min) SB-288.d

13
1.25
12
1.15

1.05

0.95
0.9
0.85
0.8
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

327.1118

328.1137

326.4

326.6

326.8

327 327.2 3274
Counts vs. Mass-to-Charge (m/z)

S51

327.6

327.8 328

3282



Sample Name
User Name
Sample Type
ACQ Method

SAMPLE

Sample
ESI ALS 100-600.m

HRMS spectrum of 2y

Position
Inj Vol
IRM Calibration Status

Comment

P1-C9
20
Success

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-289.d
3/4/2021 12:22:06 PM (UTC+05:30)

x10 6 |* Scan (rt: 0.839 min) SB-289.d

1.1

1.05 4

14

0.95

0.9

0.85 -

0.8

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 -

307.1416

308.1436

C4Hg

0]

T
300

301

T
302

303

“r T
304 305 306

307

308

T
309

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

§$52

310

311

312 313

314



HRMS spectrum of 2z

Sample Name WASH Position P2-A9 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status  Success Data Filename SB-345-R1.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 22-07-2021 16:46:04 (UTC+05:30)

x10 6 +ESI Scan (rt: 18.1 sec) Frag=175.0V SB-345-R1.d
3.24
3.1
34
2.9+
28+
2.7
26
25 O
24+
23
22
2.1
24
1.9
1.8
17
164
15
14
1.34
1.2
114
14
0.9
0.8
0.7
0.6
0.5+
0.4
0.3
0.2
0.1
0

355.1461

356.1499

357.1529

330 335 340 345 350 355 360 365 370 375 380 385 390
Counts vs. Mass-to-Charge (m/z)

S53



HRMS spectrum of 2aa

Sample Name WASH Position P2-B3 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-365-R1.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 22-07-2021 16:53:17 (UTC+05:30)

x10 6 |*ESI Scan (rt: 18.5 sec) Frag=175.0V SB-365-R1.d
25+

244
234

291.1140

22
214

(e}

N

N
2 (0]
19 4
181
1.7
161
151
14
13
121

292.1177

—293.1213

T T T ; + T T r r
282 284 286 288 290 292 294 296 298 300 302 304 306
Counts vs. Mass-to-Charge (m/z)

S54



HRMS spectrum of 3a

Sample Name SAMPLE 9 Position P2-A10 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-324-R.d

ACQ Method ESI ALS 150-600.m Comment Acquired Time 03-05-2021 17:16:06 (UTC+05:30)

«10 3 |*ESI Scan (rt: 0.670 min) Frag=20.0V SB-324-R.d
3.1
3 o
29
28
2.7 o
26
25 N
24
23 N
22
2.1
2]
1.9
1.8 |
1.7
1.6 |
15
14 |
13
1.2
11
1]
0.9
0.8
0.7
0.6
05
0.4
0.3
02
0.1

396.1432

397.1673

3925 393 3935 394 3945 395 3955 396 3965 397 3975 398 3985 399 3995 400
Counts vs. Mass-to-Charge (m/z)

S55



Sample Name
User Name
Sample Type
ACQ Method

WASH

Sample

EST ALS 100-1000.m

x10 7
17

0.9

0.8

0.7

0.6

0.5

0.4

03

0.2

0.1

HRMS spectrum of 3b

Position P2-B3
Inj Vol 20
IRM Calibration Status  Success

Comment

Instrument Name
InjPosition
Data Filename

Acquired Time

Instrument 1

SB-371.d
05-08-2021 17:46:19 (UTC+05:30)

+ESI Scan (rt: 17.3 sec) Frag=175.0V SB-371.d

(0]
o
e
<
@
-
’ 0]
Me
Ph
[
@
o
N
o
=
3184 3186 318.8 319 319.2 3194 319.6 319.8 320

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

S56



HRMS spectrum of 3¢

Sample Name WASH Position P2-A10 Instrument Name Instrument 1

User Name Inj Vol 20 InjPosition

Sample Type Sample IRM Calibration Status Success Data Filename SB-353-R1.d

ACQ Method ESI ALS 100-1000.m Comment Acquired Time 22-07-2021 16:47:53 (UTC+05:30)

x10 6 |*ESI Scan (it: 27.1 sec) Frag=175.0V SB-353-R1.d

224

214

N
259.1102
z

181 Mew (e}

3
o

0.94

0.8

0.7

0.6

0.5

0.4

260.1138

03

0.2+

0.1

251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270
Counts vs. Mass-to-Charge (m/z)

S57





