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Pulse Sequence: sZpul 2
UNITYplus-400 “unity40o" «
Date: Nov 27 2020 9
Solvent: CDC13
Ambient temperature
File: U0299-1
Total 160 repetitions
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Figure S1 'H NMR of the NA-1.



AU-2

Pulse Sequence: s2pul
UNITYplus=400  “unitydoo"
Date: Dec 23 2020
Solvent: €DC13

Ambient temperature

File: UD338-

Total 48 repetitions
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Figure S2 *H NMR of the NA-2.



NA-3

Pulse Sequence: sZpul 5 b4
UNITYplus=400  “unityd00" = o
Date: Jun 2 2021 -
Solvent: CDC13
Ambient temperature
File: UO141-1
Total 48 repetitions
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Figure S3 H NMR of the NA-3.



NA=q

Pulse Sequence: sZpul
UNITYplus=400 “unityd00"
Date: Jun 2 2021
Solvent: CDC13

Ambient temperature

File: Uolal-2
Total 44 repetitions
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Figure S4 *H NMR of the NA-4.
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NA-1

Pulse Sequence: s2pul

UNITYplus-400

“unitydoo”

Date: Nov 23 2022
Solvent: COC13

Ambient temperature
Total 1088 repetitions
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Figure S5 °C NMR of the NA-1.



NA-2
Pulse Sequence: s2pul

UNITYplus=400  “unitydoe™
Date: Nov 24 2022
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Figure S6 1*C NMR of the NA-2.



Pulse Sequence: s2pul

UNITYplus-400 “unity400*

Date: Nov 23 2022

Solvent: CDC13

Ambient temperature

Total 3200 repetitions
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Figure S7 °C NMR of the NA-3.



NA=4

Pulse Sequence: s2pul
UNITYplus-400 “unityd00"
Date: Nov 24 2022
Solvent: CDC13

fent temperature
Total 768 repetitions
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Figure S8 °C NMR of the NA-4.



FT-MS

Analysis Info

Analysis Name  D\DatalgB\AU_000001.d 112021 115502 AM
Method broadband first signal
Sample Name AU Instrument: FT-MS  solariX
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\g8\AU_000002.d 3/11/2021 11:54:20 AM

Method broadband first signal Cperator: YU HSIAD-CHING

Sample Name AU Instrument: BRUKER FT-MS solariX
Comment ESI Positive

Intenss. 236.06810
x10

1.00

.50

0.25
|

i Al il

23598 23500 23602 23604 23606 23608 23610 23612 23614 236.16 mz
[— Au_oooooz d: +Ms |

Meas. mfz # Formula Score miz e [mDa] err[ppm] mSigma rdb e Conf MN-Rule
236.06810 1 CH13H1INNaO2 10000 23606820 0.10 0.42 6.8 &5 even ok

Figure S9 Fourier-transfer mass spectrometry (FT-MS) of the NA-1.



FT-MS

Analysis Info
Analysis Name D:\Data\g8\ALI2_000001.d 3/11/2021 12:01:02 PM
Method broadband first signal
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\g8\AUZ2_000002.d 3/11/2021 12:00:22 PM

Method broadband first signal Operator: YU HSIAOQ-CHING

Sample Name  AU-2 Instrument: BRUKER FT-MS solariX
Comment ESI Pasitive
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Figure S10 Fourier-transfer mass spectrometry (FT-MS) of the NA-2.



FT-MS

Analysis Info
Analysis Name  DAQTOFINA3.d 721/2021 11:06:02 AM
Method tune_low_pos_20170502_Liao lab.m
Sample Name ~ NA-3 Instrument: FT-MS  micrOTOF-Q
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Intens, *MS, 0.0-1.3min #(1-79]
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Analysis Info

Analysis Name  D:\QTOF\NA3H1.d 7/21/2021 11:09:28 AM
Method tune_low_pos_20170502_Liao lab.m Operator: YU HSIAO-CHING
Sample Name NA-3 Instrument: BRUKER FT-MS micrOTOF-Q
Comment ESI Positive
Intens 1 +MS, 0.0-2 5min #(1-147)
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Meas. m/iz # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
266.07860 1 C14H13NNaO3 100.00 266.07876 0.17 0.63 23 B85 even ok

Figure S11 Fourier-transfer mass spectrometry (FT-MS) of the NA-3.



FT-MS

Analysis Info
Analysis Name  D:\QTOF\NA4.d 712172021 11:10:39 AM
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Analysis Info

Analysis Name  D:\QTOF\NA4H3.d 7/21/2021 11:12:29 AM
Method tune_low_pos_20170502_Liao lab.m Operator: YU HSIAO-CHING
Sample Name  NA-4 Instrument: BRUKER FT-MS micrOTOF-Q
Comment ESI Positive
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Figure S12 Fourier-transfer mass spectrometry (FT-MS) of the NA-4.




