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SI 1: '"H NMR spectrum of compound 1 (500 MHz, CDClIs+CDsOD)
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SI 1: '"H NMR spectrum of compound 1 (500 MHz, CDClIs+CDsOD)
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SI 2: 3C NMR spectrum of compound 1 (125 MHz, CDCl:+CDsOD)
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SI 2: 3C NMR spectrum of compound 1 (125 MHz, CDCl:+CDsOD)
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SI 3: 'H NMR spectrum of compound 2 (500 MHz, CDCls)
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SI 3: 'H NMR spectrum of compound 2 (500 MHz, CDCls)
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SI 4: 3C NMR spectrum of compound 2 (125 MHz, CDCls)
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SI 4: 3C NMR spectrum of compound 2 (125 MHz, CDCls)
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SI 4: 3C NMR DEPT spectrum of compound 2 (125 MHz, CDCls)
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SI 5: 'H NMR spectrum of compound 3 (500 MHz, CDsOD)
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SI 5: 'H NMR spectrum of compound 3 (500 MHz, CDsOD)
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SI 6: 3C NMR spectrum of compound 3 (125 MHz, CDsOD)
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sample: RNB-0S
File: xp

Operator: ftw
INOVA-600  “Var fan-NMR"

Relax. delay 1.000 sec EEd
Pulse 45.0 degr
cq. time 2.049 sec LEd

16 repetitions
OBSERVE  H1, 599.8867814 MHz
DATA PROCESSING

Resol. enhancement -0.0 Hz
FT size 65536

Total time 0 min, 55 sec
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SI 7: 'H NMR spectrum of compound 4 (500 MHz, CDsOD)
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SI 8: 3C NMR spectrum of compound 4 (125 MHz, CDsOD)
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Pulse Sequence: s2pul
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Relax. delay 3.000 sec
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3

Total time 36 min, 45 sec

182.202

@)

OH O
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Heteronuclear polarization transfer e

Sample: RNB-05
File: xp

Pulse Sequence: DEPT
solvent: dmso

Temp. 25.0 C / 298.1 K
Operator: ftw
INOVA-600 “Var ian-NMR"

Relax. delay 2.000 sec

150.8416511 MHz
DECOUPLE H1, 599.8897808 MHz

on during acquisition
off during delay
WALTZ-16 modulated

DATA PROCESSING

Line broadening 1.0 Hz
FT size 65536

Total time 16 min, 13 sec

128.772
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40

SI 8: 3C NMR spectrum of compound 4 (125 MHz, CDsOD)
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Operator: ftw
INOVA-600  "Var fan-NMR

Relax. delay 1.000 sec

Acq: time o
vidin' 5581 0
o'Wiatn 3598:1 N F2
16 repetition
" increments (ppm)
OBSERVE 'L 500 8867813 M
OATA PROCESSTN 6.4
uss apod izatfon 0.089 sec ¢
F1"DATA" PROCESSTHG
Gauss apodization 0.012 sec
FTsize 4086 X 4096
Total time 42 min, 5o sec 6.6
6.8
7.0
7.2
7.4
7.6
7.8
8.0
8.2
8.4
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SI 9: 2D- NMR COSY spectrum of compound 4 (125 MHz, CDsOD)
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ample: RNB-05

Pulse Sequence: gHMOC
solvent

Temp. 25 9801 Kk
operator

INOVA-600  "Var ian-NMR"

Relax. delay 1.000 sec
ime 0.128 sec

OBSERVE  H1, 599.8867813 MHz |
DECOUPLE C13, 1508529643 MHz

160 140 120 100 80 60
F1 (ppm)

SI10: 2D- NMR HMQC spectrum of compound 4 (500 MHz, CDsOD)
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anple: RNB-0
ile: xp

Pulse Sequence: gHME

Total time 2 hr, 46 min, 38 sec
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SI 11: 2D- NMR HMBC spectrum of compound 4 (500 MHz, CDsOD)
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Sample: RNB-0
File: xp

Pulse Sequence: gHMBC
solvent: dmso
Temp. 25.0 C / 298.1 K
operator: ftw
INOVA-600  "Var ian-NMR"

Relax. delay 1.000 sec
Mixing 0.080 sec

Acg. time 0.128 sec
width  9598.1 Hz

OBSERVE  H1, 599.8867813 MHz
DATA PROCESSING

ine bell 0.064 sec
F1 DATA PROCESSING
Sine bell 0.004 sec

F2
(ppm)

1.%

2.0

130
F1 (ppm)
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SI 11: 2D- NMR HMQC spectrum of compound 4 (500 MHz, CDsOD)
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EOA-35P, 1H-NMR, DMSO, Varian Mercury-400
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SI 13: 3C NMR spectrum of compound 5 (125 MHz, CDsOD)
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EOA-35P, DEPT-135, DMSO, Varian Mercury-400
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Heteronuclear polarization transfer experiment
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SI13: 3C NMR DEPT spectrum of compound 5 (125 MHz, CDsOD)
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SI 14: '"H NMR spectrum of compound 6 (500 MHz, CHCls+CDsOD)
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SI 14: '"H NMR spectrum of compound 6 (500 MHz, CHCls+CDsOD)
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SI 15: 'H NMR spectrum of compound 6 (500 MHz, CHCls+CDsOD)
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