Figure S1. 'TH NMR spectrum of compound 1 in CD;0D
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Figure S2. 3C NMR spectrum of compound 1 in CD;0D
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Figure S3. HSQC spectrum of compound 1 in CD;0D BR U K ER
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Figure S4. 'TH-'H/COSY spectrum of compound 1 in CD;0D BRUKER

Current Data Parameters
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Figure S5. HMBC spectrum of|compound 1 in CD;0D
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Figure S6. 'TH NMR spectrum of compound 1 in DMSO-d;
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Figure S7. 13C NMR spectrum of compound 1 in DMSO-dj
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Figure S8. HSQC spectrum of compound 1 in DMSO-d,
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Figure S9. 'TH-'H COSY spectrum of compound 1 in DMSO-d
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Current Data Parameters

NAME 1K00610-20 DMSO
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20160815
Time 20.19
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG cosygpmfqgf

TD 2048
SOLVENT DMSO

NS 4

DS 8

SWH 4401.409 Hz
FIDRES 2.149125 Hz
AQ 0.2326528 sec
RG 203

DW 113.600 usec
DE 6.50 usec
TE 295.8 K
DO 0.00000300 sec
D1 1.93569195 sec
D13 0.00000400 sec
D16 0.00020000 sec
INO 0.00022720 sec
======== CHANNEL fl ========
NUC1 1H

Pl 13.09 usec
PL1 -1.00 dB
PL1W 12.14314651 W
SFO1 400.1318006 MHz
====== GRADIENT CHANNEL =====
GPNAM [1] SINE.100
GPNAM [2] SINE.100
GPNAM [3] SINE.100
GPZ1 16.00 %
GPZ2 12.00 %
GPZ3 40.00 %
Ple 1000.00 usec
Fl1 - Acquisition parameters
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F2 - Processing parameters
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Figure S10. HMBC spectrum of compound 1 in DMSO-d;

PPM

ppm

Current Data Parameters

NAME 1K00610-20 DMSO
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
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INSTRUM spect
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PULPROG hmbcgpndgf
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DE 6.50 usec
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CNST13 8.0000000
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D1 1.37220395 sec
D6 0.06250000 sec
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INO 0.00004140 sec
CHANNEL f1 =
1H
13.09 usec
26.18 usec
-1.00 dB

12.14314651 W
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GRADIENT CHANNEL

GPNAM [1] SINE.100

GPNAM [2] SINE.100

GPNAM [3] SINE.100

GPZ1 50.00 %

GPZ2 30.00 %

GPZ3 40.10 %

Plé 1000.00 usec

F1 - Acquisition parameters

TD

SFO1 100.6188 MHz
FIDRES 94.330132 Hz
SW 120.000 ppm
FnMODE QF

F2 - Processing parameters
SI 1024

SF 400.1299972 MHz
WDW SINE
SSB 0

LB 0 Hz

GB 0

PC 1.40

F1 - Processing parameters
ST 1024

MC2 QF

SF 100.6128104 MHz
WDW SINE
SSB 0

LB 0 Hz

GB 0
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