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Figure S1. IR spectrum (neat)
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Figure S2. HRMS (ESI-TOF) spectrum
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Figure S3. *H NMR spectrum (600 MHz, CDCls)
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Figure S4. Assignment of *H NMR
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Figure S5. DEPT 90 (150 MHz, CDCls, top) and *3C NMR (150 MHz, CDCls, bottom)
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Figure S6. Assignment of *C NMR
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Figure S7. Assignment of COSY spectrum (600 MHz, CDCls)
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Figure S8. Assignment of HSQC spectrum (part 1, 600/150 MHz, CDCls)
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Figure S9. Assignment of HSQC spectrum (part 2, 600/150 MHz, CDCls)
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S11




abundance

0

1.0 2.0 3.0 4.

JEOL D

N Auther
i Experiment

AR —

t_u s
t
= .
C

Y : parts per Million : IH

5.0

6.0

7.0

8.0

9.0

: o P Actual_stax.:tirime
1 ‘ [[/O me J/ON\(’ - B Myl Revision Time

Comment
Data Format

Dim_Size

Dim Title
[ @ Dim Units

A /ﬂﬁ Dimensions

Site
Spectrometer

H Sample Id
4 : Solvent
+ . . U S S S —

B4

Field Strength
X_‘Acqvburation
. X Domain
X Freq
X _Offset
X_Points
X_Prescans
X Resclution
X _Sweep
Y Domain
¥_Freq
Y _Offset
Y¥_Points
¥ Prescans
Y _Resolution
¥ Sweep
Irr_Domain
1rr Freq
Irr Offset
Tri Domain
Tri_ Fraq

Tri Offset
° Clippad
Scans
Total_Scans

-

Relaxatien Delay
Recvr_Gain
Temp Get

Mix_ Time

X _Acq_Time

X Atn

. X_Pulse

. %_ Y Acq_Tima
Y_P1 _Correction
Irr Mode

< ? Tr1_Mode
Dante Presat

4 Grad 1

i Grad_]._Amp
Initial Wait

L S e e AL T —T I L e i A s S S S S B B B T[T 0 1 [T Repatition Time

—r
9.0 3.0 7.0 6.0 5.0 0 1.0 20 3.0 49 Scramble
X : parts per Millien : I|H ‘abundance

Figure S12. Assignment of NOESY spectrum (part 1, 600 MHz, CDCls)

512

[ R S (I nou

on

W

L T (T | N |

nono

wnon

[ T O T 1}

mon

RK-4-63 noasy-2.)df
delta
noesy_phase pfgz
s§60041
CHLOROFORM-D
2-0CT-2020 11:37:13
22-JUN-2022 00:07:20

phase sansitive noesy
2D COMPLEX COMPLEX
819, 512

18 1H

[ppm] [ppm]

XY

ECA 00

JNM-ECAE00

14.09%636528([T] (600[MHz]}
90.8312[ms]

1H

600 1723046 [MAZ]
5 [ppm]

1024

4
10.99732545(Hz]
11.26126126[kHz]
18

600.1723046 [MAz]
5 (ppm]

256

o

35, 17242932 [Ez]
9.00414191 (kEz]
18

600.1723046 [MHz]
5 [ppm]

1H
60C.1723046{MHz]
5 [ppm]

FALSE

8

2048

1.5(=]

50

22.4[dC]
9.5[=8]
90.9312[ma]
3[dR)
13.8([us)
28.43136[ms]
180

Off

Off

FALSE

1(ms])
45[mT/m]
1is]
1.5909312[s]
1[(ms]
37.866[us]




1.0

I

S weol))

L. Joaadiags

sedi bl

el

Lovaa oyl

50 89 88 87 86 85 84 83 82 &1 80 79 78 7.7 76 75 74 73 72 7.1

Lwa b b b snad b bina g

Y : parts per Million : 1H -

9291

e

7).

Comment
Data Format
Dim Size
Dim_Title
Dim Units
Dimensions
“Site
Spectrometer

Field Strength
X_Acq Duration

Y Points
Y_Prescans
Y _Resolution
Y_Sweep
Irr_Domain
Irr Freq
Irr_Offset
Tri_Deomain
Tri Freq
Tri_Offset
@ = Clipped
Scans
Total_Scans

W

T

Relaxation_Delay
Recvr_Gain
Temp_Get
Mix_Time

X Acq Time

X Atn

X_Fulse

Y Acq Time

Y Pl _Correction
Irr Mode
Tri_Mode
{’:'_ Dante Presat
Grad 1
Grad_l1_Amp
Initial Wait

90 89 88 87 86 85 B84 83 82
X : parts per Million : 1H

L S LU LAY L B B B L LA AL I A O LSS 0 O SRR NI UL N SRS L L L N O L LN B L T T T 7| Repetition Time

80 79 78 7 76 15 74 73 72 |0 1.0 Scramble

T1

Fibundance

LIS I (I}

S| T T < | 1 O I 1 1

[ VO T T T O O A I

woion

'
© ] !
2 i
= b |
-E g ! Filename = RK-4-63 noesy-2.jdf
_g b Author = delta
o O Experiment = neesy phase pfgz
 — 1 : Sample Td = S#60041
- i Solvent = CHLOROFORM-D
ut ! Aotual_Start_Time = 2-0CT-2020 11:37:13
- | Revision Time = 22-JUN-2022 00:07:20

phase sensitive noesy
2D COMPLEX COMPLEX
81%, 512

1H 1H

ippm] [ppm}

X I

ECA 600
JNM-ECAS00

14.09636928[T] (600 ([MHZ])

90.39312[ms]

1E

600, 1723046 (MHZ]
S(ppm]

1024

a
10.99732545{Hz]
11.26126126{kHz]
1E
600.1723046{MH=]
5{ppm}

2586

]
35.17242932[Hz]
9.00414191 [kHz}
1H

600.1723046 [MHEz]
5 (ppm]

1H

600.1723046 [MHz]

3 [ppm]
FALSE

8
2048

1.5[s)

50

22 .4[dC]
0.51s]
90.9312([(ms]
3ide]
13.8[us]
28.43136[ma]
180

off

off

FALSE

1lms}

45 [mT/m]
1{s]
1.5%09312[3]
1[ms)

37 B66lus]

Figure S13. Assignment of NOESY spectrum (part 2, 600 MHz, CDCls)
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Figure S14. Summary of the assignments of *H NMR, *C NMR, COSY, HMBC and NOESY spectra
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