Supplement 1:

Parameters for NOESYPRID experiments (1Dimensional '"H NMR spectra with

solvent suppression)

F2 - Acquisition Paramcters

PROBHD 5 mm Fl
PULPROG noesyprid

TD 32768
SOLVENT D20

NS 64

DS 8

SWH 12019.23 H«
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 228.1

DW 83.2 psec

DE 7.00 psec

TE 3000K

DI 2.00000000 sec
D8 0.10000000 sec
D11 0.03000000 scc
d12 0.00002000 se¢
MCREST 0.00000000 sec
MCWRK 0.01500000 sec

NUCI 'H

Pl 7.75 psec

PL1 1.00 dB

PL9 55.00 dB

SFOI 600.2928245 MHz
F2 - Processing parameters

Sl 65536

SF 600.2199568 MHz
WDW no

SSB 0

LB 0.3 Hz

GB 0.0

PC 1.00
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Parameters for TOCSY experiments

F2 - Acquisition Parameters “====——— CHANNEIL fl ===—===
PROBHD 5 mm TXI ‘H-13 NLCI 'H
PULPROG mlevphpr Pl 10.65 psec
D 2048 p5 26.68 psec
SOLVENT DO P6 40.00 usec
;2 26 p? 80.00 usec
SWH 6313.131 Hz §1”] 2533'3‘; usee
FIDRES 3.082584 Hz PL9 54.00 dB
AQ 0.1622516 sec PLi0 12.00 dB
RG 228.1 SFOI 600.2928250 MHz
Dw 79.200 psec
DE 6.50 psec FI - Acquisition parameters
TE 3000K NDO 1
do 0.00006855 sec D 120
D1 1.20000005 sec SFOI 600.2928 MHz
D9 0.09500000 sec FIDRES 52.526527 Hz,
dll 0.03000000 sec SW 10.500 ppm
di2 0.00002000 sec FnMODE TPPI
di3 0.0¢0000400 sec
FACTORI 6 F2 - Processing parameters
INO 0.00015865 sec $1 2048
1 36 SF 600.2899643 MHz
MCREST 0.00000000 sec WhwW SINE
MCWRK 0.01500000 sec $SB 2
SCALEF 6 LB 0.00 Hz
GB 0
PC 1.00
F1 - Processing parameters
SI 2048
MC2 TPPI
SF 600.2899657 MHz
wWDW SINE
SSB 2
LB 0.00 Hz
GB 0
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Parameters for HSQC experiments

F2 - Acquisition Parameters ——=—== GRADIENT CHANNEL —====
PROBHD 5mm TX! ‘H-13 GPNAMI SINE.100
PULPROG hsqcetgppr GPNAM2 SINE.100

TD 2048 GPX] 0.00 %
SOLVENT DO GPX2 0.00 %

NS 280 GPY1 0.00 %

DS 16 GPY2 0.00 %

SWH 6313.131 Hz GPZ1 80.00 %%
FIDRES 3082584 Hz GprZ2 20.10%

AQ 0.1622516 sec Plé 1500.00 usec
RG 5792.6

Dw 79.200 psec F1 - Acquisition parameters

DE 7.00 usec NDO 2

TE 3000K D 100

CNST2 145.0000000 SFOI 150.9573 MHz
do 0.00000300 sec FIDRES 301.886780 Hz
Dl 1.20000005 sec SwW 199.982 ppm
d4 0.00172414 sec FnMODE Echo-Antiecho
dl 0.03000000 sec

dl3 0.00000400 sec F2 - Processing parameters

Dié 0.00020000 sec SI 2048

DELTA 0.00172730 scc SF 600.2899613 MHz
DELTAI 0.00021614 scc WDW QSINE

INO 0.00001656 scc SSB 2

MCREST 0.00000000 sec LB 0.00 Hz
MCWRK 0.00600000 sec GB 0

STICNT 50 PC 1.40
===——_== CHANNEI. f] ~=—==— F1 - Processing parameters
NUCI 'H SI 2048

Pl 10.65 usec MC2 echo-antiecho
p2 2130 psec SF 150.9430146 MHz
P28 1.00 psce WDw QSINE

PLI 0.00 dB 5SB 2

SFOI 600.2928250 Mtz GB 0

=———==== CHANNEL f2 ====———=

CPDPRG2 garp

NUC2 PC

P3 13.20 psec

pd 26.40 psec

PCPD2 65.00 psec

PL.2 0.00 dB

PL12 13.80 dB

SFO2 1509573206 MHz
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Parameters for HMBC
F2 - Acquisition Parameters ===—~= GRADIENT CHANNFI], =====
PROBHD S mm TXI ‘H-13 GPNAMI SINE.100
PULPROG hmbcgplpndqfpr GPNAM?2 SINE.100
TD 2048 GPNAM3 SINE.100
SOLVENT D.0 GPX] 0.00 %
NS 416 GPX2 0.00 %
DS 16 GPX3 0.00 %
SWH 6313.131 Hz GPY1 0.00 %
FIDRES 3.082584 Hz GPY2 0.00 %
AQ 0.1622516 sec GPY1 0.00 %
RG 57926 GPZ1 50.00 %
DWW 79.200 usec GPZ2 30.00 %
DE 7.00 psec GPZ3 40.10 %
TE 3000K P16 1000.00 psec
CNST2 145.0000000
CNSTI13 6.0000000 F1 - Acquisition parameters
do 0.00000300 sec NDO 2
D1 1.20000005 sec D 26
dz2 0.00344828 sec SFOI 1509573 MHz
d6 0.08333334 scc FIDRES 346.068665 H:
D16 0.00020000 sec SwW 220.079 ppm
INO 0.00001505 sec FnMODE QF
MCREST 0.00000000 sec
MCWRK 0.02000000 sec F2 - Processing parameters
SI 2048
=——===—- CHANNEL f] ====—=-_= SF 600.2899533 MHz
NUCI 'H WDW SINE
Pl 10.65 upsec SSB 0
p2 21.30 psec lCJig 3'00 Hz
PLI 0.00dB PC 1 40
PLS 54.00 dB . )
SFOI1 600.2928250 MHz, .
F1 - Processing parameters
=====—— CHANNEL. {2 ====—— SI 2048
NUC2 Be MC2 QF
P3 13.20 usec SF 150.9426278 MHz
/ SINE
PL2 0.00 dB ;"'S‘;W )
SFO2 150.9573206 MH:z LB 0.00 Hz
GB 0
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