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Table S1. Crystal data and structure refinement for compound 3k

Entry Identification code Compound 3k
01 Empirical formula CisHsNOy
02 Formula weight 273.1001
03 Temperature 296 (2)K
04 Wavelength 0.71073
05 Radiation type MoK\a
06 Radiation source 'fine-focus sealed tube'
07 Crystal system Monoclinic
08 Space group P21/n
09 Cell length a=3.9964(3)b=38.647(3)c=8.7063(5)
10 Cell Angle @ 90(9)B 97.942(3)y90
11 Cell Volume 1331.77(3)
12 Density 1.363
13 Completeness to theta 0.998-28.293
14 Absorption correction multi-scan
15 Refinement method Full
16 Index ranges -5<h<5,-55<k<55,-11<1<11
17 Reflection number 3314
18 Theta range 2.108-28.293
19 Cell formula units Z 4
20 CCDC no 2053801
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HRMS spectrum of compound: 3a

SAMPLE Position P1-B5 Instrument Name Instrument 1
Inj Vol 20 InjPosition
Sample IRM Calibration Status Success Data Filename ATK-5#A=4=-0ME-DMDE.d
ESI ALS 100-500.m Comment Acquired Time 21-12-2020 11:37:02 (UTC+05:30)

+ESI Scan (rt: 0.390 min) Frag=175.0V ATK-SA-4-OME-DMDE
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13C NMR spectrum of compound: 3b
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HRMS spectrum of compound: 3b

ATK-SA-AN-DMPE Position P2-82 Instrument Name Instrument 1
Inj Vol 20 InjPosition
Sample IRM Calibration Status Success Data Filename ATK-SA-AN-DMPE.d
ESI ALS 100-500.m Comment Acquired Time 12-01-2021 21:40:33 (UTC+05:30)
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13C NMR spectrum of compound: 3¢
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HRMS spectrum of compound: 3¢

Sample Name SAMPLE 8 Position P1-A6 Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-40H-DEDE-1.d ACQ Method ESI ALS 100-500.m Comment Acquired Time 2/18/2021 1:41:46 PM
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3d

TH NMR spectrum of compound
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13C NMR spectrum of compound: 3d
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HRMS spectrum of compound: 3d

Instrument 1

ATK-SA-4-ET-DMDE-1.d
04-01-2021 14:22:44 (UTC+05:30)

WASH Position P1-D3 Instrument Name
Inj Vol 20 InjPosition
Sample IRM Calibration Status Success Data Filename
ESI ALS 100-500.m Comment Acquired Time
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'H NMR spectrum of compound: 3e
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13C NMR spectrum of compound
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HRMS spectrum of compound: 3e

WASH Position P1-C7 Instrument Name Instrument 1
Inj Vol 20 InjPosition
Sample IRM Calibration Status Sucress Data Filename ATK-5A-4ME-DMDE-A.d
ESIL ALS 100-500.m Comment Acquired Time 24-12-2020 19:53:23 (UTC+05:30)

+ESI Scan (rt: 0.402 min) Frag=175.0V ATK-5A-4ME-DMDE-A.d
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13C NMR spectrum of compound: 3f
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HRMS spectrum of compound: 3f

ATK-SA-4-OME-DMDE Position P1-B4 Instrument Name
Inj Vol 20 InjPosition

IRM Calibration Status ~ Success Data Filename
ESI ALS 100-1000.m Comment Acquired Time
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TH NMR spectrum of compound: 3g
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13C NMR spectrum of compound: 3g
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Sample Name

Inj Vol

Data Filename

20
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ATK-SA-2ZME-DMDE-2.d  ACQ Method

Position P1-C4

InjPosition

HRMS spectrum of compound: 3g

ESI ALS 100-300.m

Instrument Name
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Instrument 1 User Name
Sample IRM Calibration Status
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TH NMR spectrum of compound: 3h
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13C NMR spectrum of compound: 3h
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HRMS spectrum of compound: 3h

Sample Name SAMPLE & Position P1-A4 Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM calibration Status Success
Data Filename  SA-350ME-DEDE-L.d ACQ Method ESI ALS 100-500.m Comment Acquired Time 2/18/2021 1:23:10 PM
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TH NMR spectrum of compound: 3h’
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13C NMR spectrum of compound: 3h’
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Sample Name
User Name
Sample Type
ACQ Method

HRMS spectrum of compound: 3h’

Instrument 1

ATK-5A-3,5-OME-DMDE-L1.d
04-01-2021 14:17:07 (UTC+05:30)

WASH Position P1-D2 Instrument Name
Inj Vol 20 InjPosition
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'H NMR spectrum of compound: 3i
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HRMS spectrum of compound: 3i

SAMPLE Position P1-B6 Instrument Name
Inj Vol 20 InjPosition

Sample IRM Calibration Status Success Data Filename

ESI ALS 100-500.m Comment Acquired Time

Instrument 1
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21-12-2020 11:48:28 (UTC+05:30)
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TH NMR spectrum of compound
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13C NMR spectrum of compound
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HRMS spectrum of compound: 3

WASH Position P1-C8 Instrument Name Instrument 1
Inj Vol 20 InjPosition
Sample IRM Calibration Status Success Data Filename ATK-5A-3,5-ME-DMDE-A.d
ESI ALS 100-500.m Comment Acquired Time 24-12-2020 20:04:54 (UTC+05:30)
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TH NMR spectrum of compound: 3k
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13C NMR spectrum of compound: 3k
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HRMS spectrum of compound: 3k

Instrument 1

ATK-5A-2,4-ME-DMDE.d
21-12-2020 11:54:08 (UTC+05:30)

SAMPLE Position P1-87 Instrument Name
Inj Vol 20 InjPosition
Sample IRM Calibration Status Success Data Filename
ESI ALS 100-500.m Comment Acquired Time
10 6 +ESI Scan (rt: 0.379 min) Frag=175.0V ATK-SA-2,4-ME-DMDE
X
24 2
o
1.8 4 CO e
Me X o™
1.6 - P
N7 Jco,Me
1.4 1 Me 3k
1.2 4
1 4
0.8 1
0.6 1
0.4
0.2 4
0 ; . . : ;
273.9 274 2741 274.2 274.3

Counts vs. Mass-to-Charge (m/z)
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'H NMR spectrum of compound: 31
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31

13C NMR spectrum of compound
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ATK-SA-3,4-ME-DMDE Position P1-82 Instrument Name

Sample

HRMS spectrum of compound: 31

Inj Vol 20 InjPosition
IRM Calibration Status Success Data Filename

ESI ALS 100-1000.m Comment Acquired Time

Instrument 1

ATK-SA-3,4-ME-DMDE.d
20-01-2021 13:25:15 (UTC+05:30)

x10 4]

3.5 1
3.25 1
3
2.75 1
2.5 1
2.25 1

1.75 1
1.5 {
1.25

0.75 1
0.5 {

0.25 1

+ESI| Scan (rt: 0.113 min) Frag=175.0V ATK-SA-3,4-ME-DMDE

274 ‘Iﬁﬁﬁ

=7, TJgJd

CO,Me
Me

Me N~ "CO,Me
3l

274.06 274.08 274.1 274.12 274.14

Counts vs. Mass-to-Charge (m/z)
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3m

TH NMR spectrum of compound

LT°C
mﬁm#
0C'¢+
vac
(3 3
E.mW
9T’

90"t~
607

ST'8—
658~

o

o

oo
&

ATK-5A-5IND-DMDE

COzMe

COzMe

3n

FLLg

=ET'¥|

WA:.m

00°El

=T10°T|

7160
860

4.0

8.5

3.0 2.5 2.0 1.5 1.0 0.5 0.0

3.5

7.0 6.5 6.0 5.5 5.0 4.5
f1 (ppm)

7.5

8.0

9.0

9.5

542



3m

13C NMR spectrum of compound
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HRMS spectrum of compound: 3m

Sample Name ATE-SA-5-IND-DMDE-A  Position P1-AG Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  ATK-SA-5-IND-DMDE-A. ACQ Method ESI ALS 100-1000.m Comment Acquired Time 2/3/2021 11:43:18 AM

»10 8 [+ Scan (0.234 min) ATK-SA-5-IND-DMDE-A.d

2 286.10790

8.5

CO,Me

7.5
r

2

6.5 N~ "CO,Me
6 3n

5.5
5]

4.5
4 4

3.5
2.5
2]

1.54

0.5

| | | ;

245 250 255 260 265 270 275 280 285 200 295 300 305 310 315 320 325 330 335 340
Counts vs. Mass-to-Charge (m/z)
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3m’

'H NMR spectrum of compound
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3m’

13C NMR spectrum of compound
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Sample Name

Inj Vol

Data Filename

20

ATK-SA-5IND-DMDE-B3  Position

HRMS spectrum of compound: 3m’

P1-A3

InjPosition

ATK-SA-SIND-DMDE-B3. ACQ Method ESI ALS 100-1000.m

Instrument Name Instrument 1

SampleType Sample
Comment

User Name

IRM Calibration Status

Acquired Time

Success
2/3/2021 11:11:55 AM

[ —y
h
1

+ Scan (0.227 min) ATK-SA-GIND-DMDE-B3.d

344.11373

COzMe
cO,Me

N7 >Cco,Me
6b

344 344.1 344.2 344.3
Counts vs. Mass-to-Charge (m/z)
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TH NMR spectrum of compound: 3n
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3n

13C NMR spectrum of compound
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HRMS spectrum of compound: 3n

sample Name ATK-5A-SES-DMDE-A Position P1-AS Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  ATK-SA-SES-DMDE-A.d  ACQ Method ESI ALS 100-1000.m Comment Acqguired Time 2{3/2021 11:32:03 AM

x10 6 [+ Scan (0.175 min) ATK-SA-SES-DMDE-A.d

- 290.06689

1.05-
1 4
0.951
0.9
0.851
0.8 O SN

0.754 <

2
0.7 O N~ "CO,Me

0.65 1 3m

CO,Me

0.6
0.55 4
0.5
0.45
0.4
0.354
0.3
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0.2
0.151
0.1
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oL L r v - L v " .|' . —l — . - i —
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Counts vs. Mass-to-Charge (m/z)
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3o

TH NMR spectrum of compound
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HRMS spectrum of compound: 30

Sample Name SAMPLE 21 Position p2-C3 Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  ATK-SA-INAP-DMDE-A.d ACQ Method ESI ALS 100-1000.m Comment Acquired Time 1/27/2021 11:51:29 PM

%10 6 |+ Scan (0.232 min) ATK-SA-INAP-DMDE-A.d

2 296.09275

1.94

B CO,Me
1.7 4

o
1.6
2
1.5 N~ "CO,Me
1.4 3o

0.8
0.7+
0.6+
0.5
0.4
0.34
0.2

0.1+

2959 295 95 296 296.05 2961 296.15 296.2 296.25
Counts vs. Mass-to-Charge (m/z)
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ATK-SA-4CI-DMDE-1H

TH NMR spectrum of compound: 3p

411
14,08

COzMe
Cl
N
P
N COzMe
3p
|
| i
LJ | - I .
oK, M i o
O — o0 o MM
So—= N N —
— — oM
T : T T T H T T T T T T T T T T T T 4 T T T T T
1.5 10.0 9.5 2.0 8.5 8.0 7.5 7.0 6.5 6.0 3.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)

S54



3p

13C NMR spectrum of compound
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Sample Name  SAMPLE 32

Inj Vol

20

Data Filename  SA-4-CL-DMDE-4.d

Position
InjPosition

ACQ Method

HRMS spectrum of compound: 3p

P1-Co

Instrument Name Instrument 1
SampleType Sample

ESI ALS 100-500.m Comment

User Name
IRM Calibration Status
Acquired Time

Success
3/19/2021 4:37:15 PM

x10 &
2.7
2.6+
2.5
2.44
2.3
2.2

24
.94
.84
e
.64
.5+
44
.34
L2
.1
14
g
84
7
6
5

e e e L e

CoQo

o

0.3
0.2
0.1

+ Scan (0.369 min) SA-4-CL-DMDE-4.d

Cl

CO,Me
AN
7,
N” ~CO,Me
3p

280.03912

279.98 27999

280

280.01 280.02 280.03 280.04 280.05 280.06 280.07 280.08 280.09

Counts vs. Mass-to-Charge (m/z)
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TH NMR spectrum of compound: 3q
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13C NMR spectrum of compound: 3q
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HRMS spectrum of compound: 3q

Sample Name SAMPLE 33 Position P1-C10 Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-2-CL-DMDE-2.d ACQ Method ESI ALS 100-500.m Comment Acquired Time 3/19/2021 4:48:47 PM

x10 6 |+ Scan (0.414 min) SA-2-CL-DMDE-2.d

- 280.03900

3.8
Gy CO,Me
3.4 4
3.2
2
a] N” >co,Me
z.8 Cl 3q
2.6
2.4
2.24
|
1.8
1.6
1.4 4
1.2
-
0.8
0.6
0.4 4
0.2

0

2795 2796 279.7 2798 2799 280 280.1 280.2 280.3 280.4 2805 2806 280.7 280.8
Counts vs. Mass-to-Charge {(m/z)
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ATK-SA-4SMe-DMDE

'H NMR spectrum of compound: 3r
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13C NMR spectrum of compound: 3r
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HRMS spectrum of compound: 3r

Sample Name SA-4SME-DMDE Position P1-A5 Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  5A-4SME-DMDE.d ACQ Method ESI ALS 100-550.m Comment Acquired Time 3/31/2021 12:12:22 PM

%10 6 [+ Scan (0.395 min) SA-45SME-DMDE.d

2.4 292.06555
34
2
14 COo,Me
2 MeS

.9

p

-84 N CO,Me
7 A 3r

N NN

54
4
34
.24

R T e R e e e e

.14
14
0.9+
0.8
0.7 4
0.6
0.5
0.4 4
0.3
0.2+
0.1
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Counts vs. Mass-to-Charge (m/z)
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4a

TH NMR spectrum of compound
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4a

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

Sample Name SAMPLE 12 Position P1-AS Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-40OME-DEDE.d ACQ Method ESI ALS 100-500.m Comment Acquired Time 2/11/2021 12:41:38 PM

x10 7 |+ Scan (0.161 min) SA-4OME-DEDE.d

1.054 304.11888

1
0.95
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gigs) CO,Et

0.8
MeO
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0.7 P L
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4a

0.6 -
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0.5+
0.45
0.4
0.35
0.3+
0.25
0.2
0.154
0.1+
0.05
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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

Sample Name WASH Position P1-D4 Instrument Name Instrument 1
Inj Vol 20 InjPosition SampleType Sample
Data Filename  SA-40H-DEDE-R.d ACQ Method ESI ALS 100-1000.m Comment

User Name

IRM cCalibration Status
Acquired Time

Success

2{19/2021 5:03:43 PM

%10 5 |+ Scan (0.288 min) SA-4OH-DEDE-R.d
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7 25 ] 290.10282
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5.25 1 HO
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ol L R DU P A |
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N 1 I N i | |
280 282 284 286 288 290 292 294 296 298
Counts vs. Mass-to-Charge (m/z)

S68

304

306

308

310




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 WASH
Inj Vol 20
Data Filename  SA-4-ME-DEDE.d

Position P1-B3
InjPosition
ACQ Method

Instrument Name Instrument 1
SampleType Sample

ESI ALS 100-1000.m Comment

User Name
IRM Calibration Status
Acquired Time

Success
3/1/2021 1:00:17 PM

x10 5 |+ Scan (0.526 min) SA-4-ME-DEDE.d
7.5
7.254
7 A
6.75
6.5 CO,Et
6.25 Me

288.12386

57541
5.5 N
5.25 4c

CO,Et

4.75+
4.5+
4.254

3.754
3.5+
3.25+4
34
2.754
2.5+
2.254
=2
1.754
1.5
1.254

0.75+
0.5
0.25-
o |

287.4 287.6 287.8 288 288.2
Counts vs. Mass-to-Charge (m/z)
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4d

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

Sample Name SAMPLE Position P1-AG Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-2ME-DEDE-1.d ACQ Method ESI ALS 100-500.m Comment Acquired Time 2/11/2021 12:27:36 PM

x10 & |+ Scan (0.450 min) SA-ZME-DEDE-1.d

288.12370
o

8.5-
2]

CO,Et

7.51
74

2
6.5 N~ "CO,Et
Me 4d

4.5
4

3.54
2.5+
2

1.5+

0.5+

2875 2876 2877 2878 2879 288 2831 2882 2883 28384 2885 2886 2887 28388
Counts vs. Mass-to-Charge (m/z)
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4e

'H NMR spectrum of compound

8ET
6ET
or'T
vT
[4 A
er't

L8'E~
16'€”
6E'
18727
Wy
bbb
9
Sy
6b'p
18'%

0r'9
Eu.mv.
19'9—
€89
€89

SA-350Me-DEDE

CO,Et

OMe CO,Et
X
p
N

MeO

4e

N

FpC'9

sT0°E|

=00

vE0'C
kg

~00'T
=£8'0

=00 T|

0.C

1.0 0.5

1.5

L 3.0 4.5 4.0 3.5 3.0 2.5 2.0
fl (ppm)
S75

7.0 6.5 6.0

7.5

8.0



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

Sample Name WASH Position P1-A2 Instrument Name Instrument 1 User Name
1Inj Vol 20 InjPosition SampleType Sample IRM calibration Status Success
Data Filename  SA-350ME-DMDE-2.d  ACQ Method ESI ALS 100-500.m Comment Acquired Time 2/19/2021 12:29:10 PM

x10 5 |+ Scan (0.260 min) SA-350ME-DMDE-2.d
334.1294

6.5 OMe CO,Et
61 X

P’
5.25- MeO N COzEt
5+ 4e

0|||s|1..|| ‘|“|I..||I||‘

322 324 326 328 330 332 334 336 338 340 342 344 346 348
Counts wvs. Mass-to-Charge (m/z)
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ITH NMR spectrum of compound: 4f
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13C NMR spectrum of compound: 4f
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HRMS spectrum of compound: 4f

Sample Name SAMPLE Position P1-A7 Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-24ME-DEDE-1.d ACQ Method ESI ALS 100-500.m Comment Acquired Time 2/11/2021 12:29:51 PM

%10 8 |* Scan (0.147 min) SA-24ME-DEDE-1.d

6.4+ 302.13944
6.2

6_
5.8
5.6

5.4
5.2 CO,Et

54 Me
4.8 N
4.6 -,
4.4 N~ "CO,Et
4.2+ Me 4f

4
3.8
3.6
3.4
3.2

3_
2.8
2.6
2.4+
2.2-

2
1.8
1.6
1.4
1.2

"| -
0.8
0.6-
0.4 -
0.2

302.134 302.136 302.138 302.14 302.142 302.144 302.146
Counts vs. Mass-to-Charge (m/z)
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4h

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

Sample Name WASH Position P1-Bb Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM cCalibration Status Success
Data Filename  SA-SES-DEDE.d ACQ Method ESI ALS 100-1000.m Comment Acquired Time 3/1/2021 1:05:56 PM

x10 & |* Scan (0.208 min) SA-SES-DEDE.d

8- 318.09854
7.75
7.5-
7.25]
7] CO,Et
6.75-
6.5 0o N
6.25 < _
61 © N” ~CO,Et
575 4h
5.5
5.25-
54
4.75
4.5
4.25]]
4
3.75-
3.5
3.251
3_
2.75-
2.5
2.25-
2_
1.75-
1.5
1.25
14
0.75-
0.5-
0.25

317.95 318 318.05 318.1 318.15 318.2 318.25 318.3
Counts vs. Mass-to-Charge (m/z)
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4i

TH NMR spectrum of compound
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13C NMR spectrum of compound: 4i
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Position
InjPosition
ACQ Method

Sample Mame  WASH P1-A10
Inj Vol 20

Data Filename  SA-SIND-DEDE-1.d

ESI ALS 100-1000.m

HRMS spectrum of compound: 4i

Instrument Name
SampleType:
Comment

Instrument 1
Sample

User Name
IRM Calibration Status
Acquired Time

Success
3/11/2021 1:17:28 PM

<10 6 |+ Scan (0.235 min) SA-5IND-DEDE-1.d

9.54

8.5
A
84

oA N
4i
i

6.5

CO,Et

314.14958

CO,Et

313.85 3139 321395 314

314.05 314.1

314.15 314.2 31425 3143
Counts vs. Mass-to-Charge (m/z)
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4j

TH NMR spectrum of compound
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HRMS spectrum of compound: 4

Sample Name WASH Position P1-B5 Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-SA-1-NAP-DEDE.d  ACQ Method ESI ALS 100-1000.m Comment Acquired Time 3/1/2021 1:04:02 PM

x10 6 |+ Scan (0.259 min) SA-SA-1-NAP-DEDE.d

5 324.12364
4.8+

4.6 COzEt
4.4 4

S e
4 P
N” >CO,Et
3.84 4]
3.6

3.44
3.2+

3
2.84
2.6+
2.4 4
2.2

24
1.84
1.64
1.4 4
1.2

1 4
0.8+
0.6
0.4 4
0.2+

323.95 324 324.05 324 .1 324.15 324 .2 324 .25 324.3 324.35
Counts vs. Mass-to-Charge (m/z)
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4k

TH NMR spectrum of compound
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13C NMR spectrum of compound: 4k
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HRMS spectrum of compound: 4k

P1-C11 Instrument 1

Sample

Instrument Name
SampleType
Comment

Position
InjPosition
ACQ Method

Sample Name SAMPLE 34
Inj Vol 20

Data Filename  SA-4-CL-DEDE-2.d ESI ALS 100-500.m

User Name
IRM Calibration Status
Acquired Time

Success
3/19/2021 5:00:14 PM

%10 6 |+ Scan (0.361 min) SA-4-CL-DEDE-2.d

1.354
1.3
1.254
1.2
1.15
1.1 Cl
1.054
1 N/
0.95 ak
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 4

308.06970

CO,Et

CO,Et

208 308.05 ao08.1

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

307.95
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41

TH NMR spectrum of compound
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13C NMR spectrum of compound: 41
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HRMS spectrum of compound: 41

Sample Name SAMPLE 35 Position P1-D2 Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-2-CL-DEDE-2.d ACQ Method ESI ALS 100-500.m Comment Acquired Time 3/19/2021 5:11:46 PM

%10 6 |+ Scan (0.216 min) SA-2-CL-DEDE-2.d
4.6 308.07098

4.4 4
4i CO,Et
3.84 AN
3.64
3.4
3.24
34
2.84
2.64
2.4 4

p
N7 >CO,Et
Cl 4l

2.24

1.8
1.6
1.4 4
1.2

14
0.8
0.6
0.4
0.2

307.3 307.4 307.5 307.6 307.7 307.8 307.9 308 308.1 308.2 308.3 308.4 308.5 308.6 308.7 308.8
Counts vs. Mass-to-Charge (m/z)
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4m

TH NMR spectrum of compound
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4m

13C spectrum of compound
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Sample Name

Inj Vol

Data Filename

x10 &
1.

1
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e

.64

.54

4
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.14

.84

e

o o o ©

G4

.54

=

3

2

HRMS spectrum of compound: 4m

Position
InjPosition
ACQ Method

Instrument Name

SampleType
Comment

User Name

IRM Calibration Status

Acquired Time

8

1

94

1

8]

+ Scan (0.451 min) SA--4SME-DEDE.d

COzMe
MeS

P
N COQMG
4m

320.09854

319.7 319.8

319.9

320

320.1

320.2

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

S98

320.3

320.4

320.5




TH NMR spectrum of compound: A
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13C NMR spectrum of compound: A
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HRMS spectrum of compound: A

sample Name SAMPLE 36 Position P1-D3 Instrument Name Instrument 1 User Name
Inj Vol 20 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  SA-4-OME-DMDE-IMD.d ACQ Method ESI ALS 100-500.m Comment Acquired Time 3/19/2021 5:23:23 PM

%10 8 |+ Scan (0.140 min) SA-4-OME-DMDE-IMD.d

2.6 266.10415
2.5

2.4 4

2.3
2.2 MeO CO,Me

X
21 N CO,Me
H

.84 A

[ G T G (T G FR Gy
n
1

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

265.7 265.8 265.9 266 266.1 266.2 2663 266.4 266.5 266.6 266.7 266.8
Counts vs. Mass-to-Charge (m/z)
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5102

TH NMR spectrum of compound: 5a
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13C NMR spectrum of compound
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sample Name

Inj Vol

Data Filename

InjPosition sampleType
ACQ Method Comment Acquired Time

HRMS spectrum of compound: Sa

Paosition Instrument Name User Name

IRM Calibration Status
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Sample Type
ACQ Method

SA-MIX

HRMS spectrum of mixture

Position P1-C3

Inj Vol 20
Sample IRM Calibration Status Success
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