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Table S1. Spectral data of compound 1
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HR-MS

Qualitative Analysis Report

Data File NMM.d Sample Name NMM

Sample Type Sample Position P1-A1

Instrument Name Instrument 1 User Name

Acq Method Cot ngan - MSMS_Pos.m Acquired Time 01/07/2021 3:01:03 PM
IRM Calibration Status  EUEESIIIIEE DA Method COTNGAN.M.m
Comment

Sample Group Info.

Stream Name L1 Acquisition SW Version

User Chromatograms

6200 series TOF/6500 series Q-TOF 8.06.01 (B6172 SP1)

Fragmentor Voltage 140 Collision Energy

o Ionization Mode ESI

x10 1 + TIC Scan NMM.d Smooth
1.241

0.8 [
0.6
0.4
0.2}

0.2 04 06 08 1

Counts (%) vs. Acquisition Time (min)

12 14 16 18 2 22 24 26 28 3 32 34 36 38 4 42 44 46 438

Agilent Technologies

Page 1of 4

Qualitative Analysis Report

Printed at 12:26 AM on 2+Jul-2021

User Spectra
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Sample Name NMM
User Name
Sample Type Sample

ACQ Method Cot ngan - MSMS_Pos.m

x10 4

5.8
56
54
52

5
48
4.6
44
42

4
38
36
34
32

3
28
26
24
22

2
18
186
1.4
12

1
08
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0.4
02

0

Position
Inj Vol

IRM Calibration Status

Comment

P1-A1
2
Sucress

Instrument Name
InjPosition

Data Filename
Acquired Time

Instrument 1

NMM.d
01/07/2021 3:01:03 PM

+ESI Scan (rt: 0.389 min) Frag=140.0V NMM.d

287.1240

287

287.05

2871

Counts

287.15
vs. Mass-to-Charge (m/z)

2872

287.25
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'H-NMR

NMM-DMSO-1H
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NS 16
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FIDRES 0.363304 Hz
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TE 300.0 K
D1 1.00000000 sec
TDO 1
SFO1 600.3637072 MHz
NUC1 1H
0 3,33
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F2 - Processing parameters
ST 36
SF 600.3600049 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
BC 1.00
- (- — A —

=
N

15 14 13 1 10 9 8 7 6 5 4 3 2 1 0 ppm

31 8 S| (8] (88| 3 S| [@] (2
- - il el ol ] e
oMmMoONOT NHM-OWN n - o~ —\0 O 2l O o0 on-HYWOMNOr-<
MOMONHH OO 0O ®® OO ™~ oo ®r~ © TNAOD TOAO0O0O0CONDN
Noendne 222282 885 22235 = 39RQd ERZR32R8%9
RENERE G886 R BBew o Aomn  NaNNa NN
| | | |l I'
‘ \ )| | A /e |
T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 ppm
S 3 ﬁg 3 3 < ‘3.
o~ ~ =l - “ - -



196.97

BC.NMR

NMM-DMSO-C13CPD
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