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1. Spectroscopic data

Figure S1. 1H NMR spectrum of 1 (600 MHz, CD;0D)
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Figure S2. 3C and DEPT NMR spectra of 1 (150 MHz, CD;0D)
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Figure S3. HMBC spectrum of 1
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Figure S4. HRESIMS report of 1

Generic Display Report

Analysis Info Acquisition Date  3/7/2023 11:24:49 AM
Analysis Name  D:\Data\GJH\ZZZ\1 XG1A.d
Method tune_pos_standard_20141031.m Operator Demo User
Sample Name 1XG1A Instrument maXis HD
Commeant
Intens, 1XG1A.d: +MS, 0. 1min #4
108
200.0680
178.0860
1.5
1.04
0,59
30,2473
246.2422 258.2785
2182110
1851143 1941381 241.1426
P PR A O { - T W B T R
180 190 200 210 220 230 240 250 miz
Bruker Compass DataAnalysis 4.4 printed: 3/31/2023 10:57:15 AM by: demo Page 10of1
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Figure SS. IR report of 1

wmm.mmh
= .
£ serus
e
mwﬁ\ytuﬁxlxxxluu £2°5201
M\[
< 1€°T6ET
P
< 10 "G95 T .
= L .
e ———— 18995
e @
580751
= ) 249481
—
N
q|\|\|\i’
Mm\~\| R TeST
{
Mf
~
>
L.
xw‘lom.ﬁ.&
rfNr:u
. P
~_ 7h 2128
e -
€
¢
T
E3
R R ' ' ' E ' cee '
= & & = = = = =2 & o
= 8 8 & 2 8 & 8 8 =

T

6P 1891

1000

1500

" 2000

2500

3000

" ss00

4000

A (en-1)

S6



Figure S6. '"H NMR spectrum of 2 (600 MHz, CD;0D)
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Figure S7. 3C and DEPT NMR spectra of 2 (150 MHz, CD;0D)
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Figure S8. HSQC spectrum of 2
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Figure S9. HMBC spectrum of 2
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Figure S10. HRESIMS report of 2

Qualitative Analysis Report

Data Filename Ixg20a.d Sample Name Ixg20a

Sample Type Sample Position P1-A4

Instrument Name Instrument 1 User Name

Acq Method sm Acquired Time  4/13/2018 2:13:55 PM
IRM Calibration Status EEE== oA Method Default.m

Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
135 0
x10 6 |+ESI Scan (0.14 min) Frag=135.0V Ixg20a.d
262.1046
2 ([C12 H17 N O4]+Na)+
1.75
15
1.25
:
075
05
0% 262.2510
ez 261.4 261.6 261.8 262 215'2.2J 262.4 2626 262.8 263
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ion
102.1269 1 |513321.69
200.1268 1 [393223.44
222.111 1 11169930.88
262.1046 1 11912241.25 C12 H17 N 04 (M+Na)+
278.0785 1 |541678.94
461.2267 1 |366489.53
501.2225 1 |1421629.38
502.2253 1 [391769.81
Formula Calculator Element Limits
[Element [Min Max
C 3 60
H 0 120
(9] 0 30
N 0 3
Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz [Mz [Diff-(mDa) _|Diff. (ppm)__[DBE___|
[ci2Hizno04 ] 239.1158| 262.1050]  262.1046] 0.40] 1.53] 5.0000]
--- End Of Report -
Agilent Technologies Page 1 of 1 Printed at: 2:16 PM on: 4/13/2018
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Figure S11. IR report of 2
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Figure S12. '"H NMR spectrum of 3 (600 MHz, CD;0D)
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Figure S13. 3C and DEPT NMR spectra of 3 (150 MHz, CD;0D)
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Figure S14. HSQC spectrum of 3
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Figure S15. HMBC spectrum of 3
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Figure S16. HRESIMS report of 3

Qualitative Analysis Report

Data Filename Ixg21g.d Sample Name Ixg21g

Sample Type Sample Position P1-A5

Instrument Name Instrument 1 User Name

Acq Method s.m Acquired Time  5/3/2018 10:10:32 AM
IRM Calibration Status EEE== oA Method Default.m

Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125.2)

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
100 0
x10 5 |+ESI Scan (0.11-0.15 min, 3 Scans) Frag=100.0V Ixg21g.d Subtract
262.1055
4 ([C12 H17 N O4]+Na)+
35
3
25
2
15
:
0.5
261.2 261.4 261.6 261.8 262 262.2 262.4 262.6 262.8 263
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ion
194.081 1 |35750.83
262.1055 1 [389479.88 C12 H17 N 04 (M+Na)+
263.1085 1 149929 C12 H17 N 04 (M+Na)+
278.0791 1 1127673.75
501.2211 1 [110860.15
502.2235 1 129897.03
523.2029 1 |27776.94
540.2571 1 {29902.53
Formula Calculator Element Limits
[Element [Min Max
C 3 60
H 0 120
(9] 0 30
N 0 3
Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz [Mz [Diff. (mDa) [DIff- (ppm) [DBE |
|ci2Hiznos | 239.1158] 262.1050]  262.1055] -0.50] -1.91] 5.0000
--- End Of Report -
Agilent Technologies Page 1 of 1 Printed at: 10:14 AM on: 5/3/2018
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Figure S17. IR report of 3
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Figure S18. '"H NMR spectrum of 4 (600 MHz, CD;0D)
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Figure S19. 3C and DEPT NMR spectra of 4 (150 MHz, CD;0D)
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Figure S20. HSQC spectrum of 4
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Figure S21. 'H-'H COSY spectrum of 4
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Figure S22. HMBC spectrum of 4
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Figure S23. HRESIMS report of 4

Formula Predictor Report - Ixg6a.lcd Page 1 of 1
Data File: E\DATA\2018\0128\Ixg6a.lcd

Elmt = Val. Min Max Elmt Val. Min Max Eimt  Val. Min Max Elmt Val. Min Max Use Adduct

H 1 0 100 e} 2 0 50 Si 4 0 0 Br 1 0 0 Na

c 4 0 100 F 1 0 0 S 2 0 0 | 3 0 0

N 3 0 10 Na 1 0 0 Cl 1 0 0
Error Margin (ppm): 5 DBE Range: -2.0-100.0 Electron lons: both

HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 10
Event#: 1 MS(E+) Ret. Time : 0.507 Scan#:77
234.0739

1.100e5+

1.000e5-

9.000e4

8.000e4

7.000e4

6.000e4

5.000e4

4.000e44

3.000e4+

2.000e4

1.000e4+

234.04 234.05 234.06 234.07 234.08 234.09 234.10

Measured region for 234.0739 m/z

234.0739

/’~
\
J

|
il

100.04

A

0 T T T T T T T T T T T T T
233.6 233.8 2340 2342 2344 2346 2348 2350 2352 2354 2356 2358 236.0 2362 2364

C10 H13 N O4 [M+Na]+ : Predicted region for 234.0737 m/z

2340737

[

100.0

50.0- | H \

|
I

235.0769

EID\

0
2336 2338 2340 2342

234.4 2346 2348 2350

2352 2354 2356 2358 2360 2362 236.4

Formula (M)

lon

C10H13 N 04

[M+Na]+

S18

Meas.m/z  Pred. m/z Df.(mDa) Df (ppm) DBE
234.0739  234.0737 0.2 0.85 5.0
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Figure S24. IR report of 4
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Figure S25. 'TH NMR spectrum of 5 (600 MHz, CD;0D)
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Figure S26. 13C and DEPT NMR spectra of 5 (150 MHz, CD;0D)
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Figure S27. '"H NMR spectrum of 6 (600 MHz, CD;0D)
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Figure S28. 13C and DEPT NMR spectra of 6 (150 MHz, CD;0D)
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Figure S29. 1H NMR spectrum of 7 (600 MHz, CD;0D)
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Figure S30. 3C and DEPT NMR spectra of 7 (150 MHz, CD;0D)
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Figure S31. 1H NMR spectrum of 8 (600 MHz, CD;0D)
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Figure S32. 3C and DEPT NMR spectra of 8 (150 MHz, CD;0D)
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Figure S33. HSQC spectrum of
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Figure S34. HMBC spectrum of 8
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Figure S35. 1H NMR spectrum of 9 (600 MHz, CD;0D)
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Figure S36. 13C and DEPT NMR spectra of 9 (150 MHz, CD;0D)
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Figure S37. HSQC spectrum of 9
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Figure S38. HMBC spectrum of 9
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