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Figure S1 - *H spectrum of compound 1
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Figure S2 - *H spectrum of compound 1 zoomed-in (a)
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Figure S3 - 'H spectrum of compound 1 zoomed-in (b)
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Figure S4 - 13C spectrum of compound 1
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Figure S5 - 13C spectrum of compound 1 zoomed-in (a)
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Figure S6 - 13C spectrum of compound 1 zoomed-in (b)
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Figure S7 - 13C spectrum of compound 1 zoomed-in (c)



Compound 1

H H Sample Name  WSR2211t3 Pulse sequence gHSQCAD Temperature 27 Study owner  npchem
Aglle“t TEGI'II'IOIOgIES Date collected  2021-05-11 Solvent  cd3od Spectrometer  Agilent-NMR-inova600 Operator  npchem

Jln

I W t_»bﬁk_)'\_wk” W l u e _JJ‘\J/\bM\fM\ (ot J\\J

5]
' ~ 0
]

o 60 O °

Y o

' ® L 3 (]
0afqp 0
0
J 0
@
00
Data file exp Plot date 2021-05-12

Figure S8 - HSQC spectrum of compound 1
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Figure S9 - HSQC spectrum of compound 1 zoomed-in (a)
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Figure S10 - HSQC spectrum of compound 1 zoomed-in (b)
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Figure S11 - HSQC spectrum of compound 1 zoomed-in (c)
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Figure S12 - HMBC spectrum of compound-in 1
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Figure S13 - HMBC spectrum of compound 1 zoomed-in



Compound 1

Sample Name WSR2211t3 Pulse sequence gCOSY Temperature 27 Study owner  npchem

Aglle"t Technologles Date collected  2021-05-11 Solvent cd3od Spectrometer  Agilent-NMR-inova600 Operator  npchem

Fl1 (ppm)

Y
-]

Data file exp Plot date 2021-05-11

Figure S14 - COSY spectrum of compound 1
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Figure S15 - COSY spectrum of compound 1 zoomed-in (a)
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Figure S16 - COSY spectrum of compound 1 zoomed-in (b)
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Figure S17 - ROESY spectrum of compound 1
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Figure S18 - ROESY spectrum of compound 1 zoomed-in (a)
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Figure S19 - ROESY spectrum of compound 1 zoomed-in (b)
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Figure S20 - *H spectrum of compound 2
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Figure S21 - *H spectrum of compound 2 zoomed-in (a)



Compound 2

H H Sample Name WSR224b Pulse sequence PRESAT Temperature 27 Study owner  npchem
Agilent Technologies
g g Date collected  2021-02-24 Solvent  cd3od Agilent-NMR: Operator npchem
E e d 000 AR
© 0O 0 o o ® I~ o~ b
R IR ER SRS IR S IR NER R {
MM mmmm e o
o
S8w 2o
- 2 428 ¥ nomIo
S e 3ada "o Q™
88n,2883938 702338
PP I I - S AL P P d B
&3 : 7 °a
T O L
T«
a
n e
3 P
R =3
28T Sas
P e - e -
- n oo g
A
oo 7
@ 3
o -
0 “
6.0 5.5 5.0 4.5 4.0 3.5 ppm
Data file exp Plot date 2021-02-24

Figure S22 - *H spectrum of compound 2 zoomed-in (b)
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Figure S23 - 13C spectrum of compound 2



Compound 2

H H Sample Name  WSR224b Pulse sequence  CARBON Temperature 27 Study owner npchem
AgllentTechnologles Date collected  2021-02-25 Solvent cd3od Spectrometer  Agilent-NMR-inova600 Operator  npchem
o N TN
a = @ ®©in
o n ¥ N
~ oo
- PRI
J J

46.915
46.022

<« ~ o~
- © b IN
g o ° Sacg 3 8
;@ s w5 s 9 a
SY _ < : -8 o ~
- 24 2 N o - ®
- P 0 n o a ©
. o . - 2
; i f3 B g b 3
© ;T - ° « N - -
-« a o 3 - ~ N
L = = ] =
© =4 °
§ H ~
B} a a
o &
©
-
-
b
~
il 1 f
45 40 35 30 25 20 15 10 ppm
Data file exp Plot date 2021-02-25

Figure S24 - 13C spectrum of compound 2 zoomed-in (a)
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Figure S25 - 13C spectrum of compound 2 zoomed-in (b)



Compound 2

H H Sample Name  WSR224b CARBON 27 >r npchem
Agilent Technologies Samg ) ) P
2 ollected  2021-02-25 Agilent-NMR-inova600 Operator  npchem
®
© <«
n o o o~ o .
o o n n 2
RIS B e 3
® C® @m0 0 ]
R Q8 g
o b=~ i T ol Qo S
S A& A3 - S a
! 1 - = .
s L o« 2 3 o -
® ~ -
] _ m 2 “ © S -~ *
- Y H
2 n - - n N
- 5 N ® ] 3
a <
© ~
- a
b A
|| f U
} | 1 LA 1 I 1 f
[ i i 1 " [ [ i I h I
Data file exp Plot date 2021-02-25

Figure S26 - 13C spectrum of compound 2 zoomed-in (c)
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Figure S27 - HSQC spectrum of compound 2
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Figure S28 - HSQC spectrum of compound 2 zoomed-in (a)
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Figure S30 - HSQC spectrum of compound 2 zoomed-in (c)
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Figure S32 - HMBC spectrum of compound 2 zoomed-in (a)
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Figure S33 - HMBC spectrum of compound 2 zoomed-in (b)
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Figure S34 - HMBC spectrum of compound 2 zoomed-in (c)
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Figure S35 - COSY spectrum of compound 2



Compound 2

H H Sample Name  WSR224b Pulse sequence gCOSY Temperature 27 Study owner  npchem
Agllent Technologles Date collected  2021-02-24 Solvent cd3od Spectrometer  Agilent-NMR-inova600 Operator npchem
—
g
&l
< 2.0
-
)
2.4
2.8
3.2 2 = -
3.6
5.4 5.2 5.0 4.8 4.6 4.4 4.2 4.0 3.8

Data file exp Plot date 2021-02-24

Figure S36 - COSY spectrum of compound 2 zoomed-in
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Figure S37 - ROESY spectrum of compound 2
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Figure S38 - ROESY spectrum of compound 2 zoomed-in



