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Figure S1: HRESIMS spectrum of compound 1
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Figure S2: HRESIMS spectrum of compound 2
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Figure S3: HPLC chromatogram of compound 2. HPLC analysis employed a Shimadzu liquid chromatography system. Column: YMC-
Pack ODS-A (column size, 150 x 4.6 mm; particle size, 5 um; pore size, 12 nm; at 40 °C). The UV-active metabolite was monitored at
254 nm by a diode array UV detector. The mobile phase consisted of distilled water/trifluoroacetic acid (99.9:0.1, v/v) for pump A and

methanol/trifluoroacetic acid (99.9:0.1, v/v) for pump B. The mobile phase: a flow rate of 1.0 mL/min: 0-30 min, 20-100%; 30—40 min,

100%.
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Figure S4: '"H NMR spectrum of compound 2 in CD;0D at 500MHz
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Figure S5: 13C NMR spectrum of compound 2 in CD;0D at 125MHz
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Figure S6: HSQC spectrum of compound 2 in CD;0D

RN

@8,

-60
. : ‘ -70

- 80

f1 (ppm)

-90

-100

110

12 11 10 9 8 T 6 ) 4 3 2 1 0 -1 -2 -3
2 (ppm)

S8



|

-
8

23 L e T &

!
R s

Figure S7: 'H-'H COSY spectrum of compound 2 in CD;0D
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Figure S8: HMBC spectrum of compound 2 in CD;0D
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Figure S9: 'H NMR spectrum of compound 2 in DMSO-ds at 400MHz
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Figure S10: 3C NMR spectrum of compound 2 in DMSO-dsat 100MHz
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Figure S11: HSQC spectrum of compound 2 in DMSO-dj
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Figure S12: 'H-'H COSY spectrum of compound 2 in DMSO-d

T ]
<{2_Pioton-2-12.jdf o
E +”
g3
= 3
£ 1 I J —--- PROCESSING PARAMETERS —---
= I l g, sinbaell auto
= — M — UL . = ££e( 1, TRUE, TRUE )
T 24 — . >
12_CPSY-1-3fjdf il |
L sinbell auto
E zarofill( 4 )
< 4 . £ft( 1, TRUE, TRUE )
= 5 'y || PEm
3 1 abs
] symmatrize( Cosy, 24 )
<] [transpose]
o~
] ’. Filename = 2_CoS¥-1-3.jdf
I~k * Auther = delta
bt —t Experi = cosy.jxp
E % Samplae_Id =2
] = DMBO-D6
] e Pl Actual Start Time = B-SEP-2021 16:53:06
3 _ i Revision_Time = 9-SEP-2021 09:16:54
E & ks [ Comment = gradient absolute wval
E Data Format = 20 REAL REAL
o1 Dim Size = 1024, 1024
a4 —_— S =5 Dim Title = Proton Froton
] Dim Units = [ppm] [ppm]
1 Dimensions =XY¥Y
= 3 - b - Spectrometer = DELTA2 MR
= 3 5 I Field Strangth = 9.389766(T] (400[MEz]
] . L X_Acq_Duration = 0.1703936[s]
E - — X_Domain = 1H
=3 s [ X_Freq = 39978219838 [Miz]
~ X offset = 5[ppm]
3 X_Foints = 1280
4 X_Prescans -4
= 3 X_Resolution = 5.86876502[Hz]
el X_Sweep = 7.51201923[kHz]
] X_Sweep_Clipped = 6.00961538 [kHz]
] ¥_Domain = 1E
1 ¥ Freq = 39978219838 [Miz)
= g: ¥ offset = 5[ppm]
S < ] ¥ _Points = 256
S ] ¥_Prescans =0
f‘_’ & ¥ Resolution = 23.42719204 [Hz]
e = ¥_Sweep = 5.99736116[kHz]
& S - o Irr_Domain = Proton
2 E - = Ire Freq = 39978219838 [MEz]
= E Irr Offset = 5[ppm]
bR Tri_Domain = Proten
e Tri_Froq = 399.78219838 [MEz]
a3 Tri_Offset = 5[ppm]
F i Blanking = 2[us]
g = ] F Clipped = FALSE
B ey Scans =4
cro— Total Scans - 1024
- . L
L R L B B L B o L i B B i B o S B e B o e m m n E i m T Relaxation_Delay = 1.5[s]
120 110 100 9.0 8.0 7.0 60 50 40 30 2.0 1.0 0 02 04 06 [Recv=cain g
i e =21,
X : parts per Million : Proton abundance x_méé:wmtn = 10.5[us]

S14



oton-2+12.idf : Z ) e

peamep
—
.

0 30.0 60.090.0

(thousandths)

- -
=
|
|
I
|
|

L

——-- PROCESSING PARAMETERS —--—
sexp( 0.2[Hz], 0.0[s] }

id( O[%], O[%], BO(%], 100[%] )

. w3 zerofill( 1 )
) Y-143.jdf II_'“I £££( 1, TRUE, TRUE )
L} 7 machi
g FFR
< B
L]
o
B
1 =
& Q Filename = 2_CoSY-1-3.jdf
Author = delta
] Experiment = cosy.jxp
4 Sample Id =2
Seolvent = DMSO-D6
4 o Actual_Start Time = B-SEP-2021 16:53:06
[=] (=] @ - Revision Time = 9-SEP-2021 09:16:54
- =
4 Comment = gradient absoclute val
Data_Format = 2D REAL REAL
1 27} =] k Din_Size = 1024, 1024
] Dim Title = Proton Proton
Dim Units = [ppm] [ppm]
= Dimensions =XY
Spectrometer = DELTAZ HMR
4 Field Strength = 9.389766[T] (400[MEz]
X _Aecq_Duration = 0.1703936([s]
1 X _Demain = 1H
X Freq = 399,78219838 [MHz]
4 % _Offset = S[ppm]
1 X_Points = 1280
=3 X_Prescans =4
vy — X_Rasclution = 5.86876502[Hz]
4 x = 7.51201923[kHz]
¥_sweep_Clipped = 6.00961538 [kHz]
1 ¥_Domad = 1H
¥ _Freq = 39578219838 [MHz]
= 1 ¥ Offset = 5[ppm]
g 4 ¥_Points = 256
e ¥_Prescans =0
o 1 Y_Resolution = 23.42719204 [Bz]
Lt 4 Y Sweep = 5.99736116[kHz]
= Irz_Demain = Proten
a2 o @ Irr_Fregq = 399.78219838 [MHz]
= Irr_Offsat = 5[ppm]
E N o = Tri_Domain = Proton
5 ] Tri_Freq = 399.78215838 [MHz]
o 'l.‘ﬂ._otfl.t = 5([ppm]
o o Blanking = 2[us]
g Clipped = FALSE
g . Scans =4
R - Total Scans = 1024
>‘ LA RALAS RALEE ]
e T T e T T T T T T T T | [ T T T T[T Relaxation Delay = 1.5[s]
6.0595.85756555453525.15049484746454443424.14.03.93.83.73.63.53.433323.13.00 0.1 02 0.3 04 Recve.Gain LB s
X : parts per Million : Proton abundance xtwso:m;h = 10.5[as]

S15



Figure S13: HMBC spectrum of compound 2 in DMSO-dj
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