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Sample Type Sample Position PL-AG

Instrument Name Instrument 1 User Name
Acq Method defauit-20211008-pos.m  Acquired Time 9/11/2023 8:43:22 AM
IRM Calibration Status Some Ions Missed DA Method 2023.m
Comment
Sample Group Info.
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Version series Q-TOF B.05.00
(85042.0)
User Spectra
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Figure S1 HRESI-MS spectrum of the compound 1
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Figure S2 'H NMR (600 MHz, CD;0D) spectrum of the compound 1
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Figure S3 1*C NMR (150 MHz, CD30D) spectrum of the compound 1
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Figure S4 HSQC spectrum of the compound 1 (CD30D)
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Figure S5 HMBC spectrum of the compound 1(CD30D)
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Figure S6 COSY spectrum of the compound 1(CD30D)
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Figure S7 NOESY spectrum of the compound 1(CD30OD)

Sample Type Sample Position P1-A3
Instrument Name Instrument 1 User Name
Acq Method default-20211008-pos.m Acquired Time  9/11/2023 8:46:32 AM
IRM Calibration Status Some Ions Missed DA Method 2023.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.00 (85042.0)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
180 0 ESI
X105 +ESI Scan (0.116-0.265 min, 19 Scans) Frag=180.0V 21-27-3-POS.d Subtract...
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Figure S8 HRESI-MS spectrum of the compound 2
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Figure S10 1*C NMR (150 MHz, CD30D) spectrum of the compound 2
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Figure S11 HSQC spectrum of the compound 2 (CDsOD)
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Figure S12 HMBC spectrum of the compound 2 (CD30D)
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Figure S13 COSY spectrum of the compound 2 (CD;0OD)

o

T T T T T T T T

8.0 55 5.0 4.5 4.0 3.5 3.0 2.5
£2 (ppm)

YNV

Figure S14 NOESY spectrum of the compound 2 (CD3;0D)
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Instrument Name Instrument 1 User Name

Acq Method default-20211008-neg.m  Acoguired Time 9/11/2023 8:54:04 AM
IRM Calibration Status Some Tons Missed DA Method 2023.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/5500
Version series Q-TOF B.05.00
(B5042.0)

User Spectra

Fragmentar Valtage Collision Energy Ionization Mode
75 0 1
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Figure S15 HRESI-MS spectrum of the compound 3
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Figure S16 'H NMR (600 MHz, CD;0D) spectrum of the compound 3
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Figure S17 1*C NMR (150 MHz, CD30D) spectrum of the compound 3
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Figure S18 HSQC spectrum of the compound 3 (CD;0D)
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Figure S19 HMBC spectrum of the compound 3 (CD3;0OD)
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Figure S20 COSY spectrum of the compound 3 (CD;0OD)
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Figure S21 NOESY spectrum of the compound 3 (CDsOD)

Sample Type Unavailable Position Unavailable
Instrument Name Unavailable User Name Unavailable
Acq Method Acquired Time Unavailable
IRM Calibration Status Some Ions Missed DA Method 2023.m
Comment Sample information is unavailable
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
180 L] ESl
%10 3 [+*ES! Scan (0.136 min) Frag=180.0v 21-27-4-POS.d Subtract (5)
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Figure S22 HRESI-MS spectrum of the compound 4
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Figure S23 '"H NMR (600 MHz, CD30D) spectrum of the compound 4
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Figure S24 1*C NMR (150 MHz, CD3;0D) spectrum of the compound 4
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Figure S25 HSQC spectrum of the compound 4 (CD;0OD)
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Figure S26 HMBC spectrum of the compound 4 (CD30OD)
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Figure S27 COSY spectrum of the compound 4 (CD30OD)

Figure S28 NOESY spectrum of the compound 4 (CD3;0D)
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Sample Type Unavailable Position Unavailable

Instrument Name Unavailable User Name Unavailable
Acg Method Acquired Time Unavailable
IRM Calibration Status Some Ions Missed DA Method 2023.m
Comment Sample information is unavailable

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
180 0 ESI
105 |*ES! Scan (0.136 min) Frag=180.0V 21-27-4-POS.d Subtract (5)
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Figure S29 HRESI-MS spectrum of the compounds 5/6
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Figure S30 'H NMR (600 MHz, CD;0D) spectrum of the compounds 5/6
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Figure S31 1°C NMR (150 MHz, CD30D) spectrum of the compounds 5/6

ol ‘ H.ML

|

il AL

wa .

0

100

=200

T T T T T T T

14 13 12 11 10 9 8

T T T T T T T T
7 6 5 4 3 2 1 0
£2 (ppm)

Figure S32 HSQC spectrum of the compounds 5/6 (CD30OD)
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Figure S33 HMBC spectrum of the compounds 5/6 (CD;0OD)
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Figure S34 COSY spectrum of the compounds 5/6 (CD;OD)
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Figure S35 NOESY spectrum of the compounds 5/6 (CD;0D)
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Figure S36 'H NMR spectrum of the compounds 2a (400 MHz) (pyridine-de)
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Figure S37 'H NMR spectrum of the compounds 2b (400 MHz) (pyridine-ds)

2a: R = (S)-MTPA
2b: R = (R)-MTRA

Figure S38. The Ad (0S—0R) values from the (S)- and (R)-MTPA esters of 2.
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