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ROESY

Current Data Parameters
A J A NAME CA-YYH

EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
r Date_ 20040716
L Time 14.31
INSTRUM ave0o

= PROBHD 5 mm BBO BB-1H
PULPROG  roesygpphtd

D 2048
L SOLVENT D20
NS 8
o F D5 4
SHH 5127.451 Hz
r FIDRES 2.991320 Hz
L A 0.1672484 sec
0 o RG 1024
= OH 81.600 usec
L DE 5.00 usec
0 TE 203.2 K
L do 0.00007022 sec
e ot 2.00000000 sec
5 r dt2 0.00002000 sec
O L D16 0.00020000 sec
8 pig 0.00012000 sec
= o 0.00016320 sec
g MCREST 0.00000000 sec
G| @ r MCHRK 1.00000000 sec
0 L STAONT 128

- CHANNEL f1
1H
[ 11.60 usec
@ 27’ L 11 60 usec
P15 300000.00 usec
=2 P27 11 60 usec
PL1 -6.00 dB
[ PL11 13 80 0B
L PL18 -6.00 dB
SFO1 600 2328205 MHz

GRADIENT CHANNEL

GPNAM1 sine.100

L GPNAM2 sine 100
GPX1 0.00 %

= GPX2 000 %

L GPY1 0.00 %
GpY2 000 %

= GPZ1 30.00 %
epz2 30 00 %

I~ P16 1000.00 usec

F1 - Acquisition parameters
1

- NDO
A0l 256
[ SFO1 600.2328 MHz
L FIDRES 23.935386 Hz
. v SH 10.208 ppm
% 0. © = FnMODE States-TPPL
B F2 - Processing parameters
L ST 1024
° SF 600.2300000 MHz
r WOW GSINE
© o@ @ < L SSB 2
L8 0.00 Hz
L 8 0
[=] =) 4 PC 1.00
L F1 - Processing parameters
ST
- Mc2 States-TPPL
SF 600.2300000 MHz
r WOW QSINE
L 58 2
L8 0.00 Hz
- 8 0
I~ 2D NMR plot parameters
° L cxe 15.00 cn
cxt 15 00 cn
r FaPLO 5.008 ppm
FaLo 3005 98 Hz
B D D m FoPHT -0.006 ppm
[ FeHL -3 89 Hz
F1PLO 5.009 ppm
F1L0 3006 58 Hz
T T T T T T T T T FAPHL ~0.005 ppm
I I I I I FAHL -3 29 Hz
F2PPMCM 0.33430 ppn/cn
ppm 4 3 2 1 FRHZCM 200.65805 Ez/cm
F1PPMCM 0.33430 ppn/cn

F1HZCM 200.65805 Hz/cm
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Figure S1 ROESY Spectrum of CA


ROESYPF

current Data Parameters

NAME DCA-YYW
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20040716
[ Time 16.38
INSTRUM avB0o

= PROBHD 5 mm BBO BB-1H
PULPROG  roesygpphtd

1] 2048
L SOLVENT D20
NS 8
r DS 4
L SHH 6127.451 Hz
FIDAES 2.991920 Hz
L AQ 0.1672484 sec
RG 1024
r DH 81.600 usec
1 DE 6.00 usec
TE 203.2 K
- do 0.00007022 sec
D1 2.00000000 sec
r d12 0.00002000 sec
L D16 0.00020000 sec
D19 0.00012000 sec
- N 0.00016320 sec
MCREST 0.00000000 sec
r MCWAK 1.00000000 sec
L STACNT 128
- CHANNEL f1
1H
[ 11.60 usec
L 11 60 usec
P15 300000.00 usec
=2 P27 11 B0 usec
PL1 -6.00 dB
[ PL11 13 80 0B
L PL18 -6.00 dB
SFO1 600 2328198 MHz

= GRADIENT CHANNEL

GPNAM1 sine.100

L GPNAM2 sine 100
GPX1 0.00 %

~ GPX2 000 %

L GPY1 0.00 %
GpY2 000 %

= GPZ1 30.00 %
epz2 30 00 %

= P16 1000.00 usec

F1 - Acquisition parameters
1

- NDO
A0l 256
r SFO1 600.2328 MHz
L FIDAES 23.935386 Hz
S D) SH 10.208 ppm
W ® - FnMODE States-TPPL
. '@)g\\ ¢ r F2 - Pracessing parameters
= L ST 1024
SF 600.2300000 MHz
= WOW QSINE
o S58 2
2 [ LB 0.00 Hz
8 0

— @pe . - o G= © ® r oS 1.00

F1 - Processing parameters

ST
L Mc2 States-TPPL
SF 600.2300000 MHz
r WOW QSINE
L ss8 2
L8 0.00 Hz
- 8 0
r 20 NMR plot parameters
° L cxe 15.00 cn
cxt 15 00 cn
= FaPLO 5.000 ppm
FaLo 3001 15 Hz
ppm F2PHI 0.000 ppm
FeHL 000 Hz
F1PLO 5.000 ppm
F1L0 300115 Hz
T T T T T T T T T FAPHL 0.000 ppm
I I I I I FAHL 000 Hz
F2PPMCM 0.33333 ppn/cn
ppm 4 3 2 1 FRHZCM 200.07666 Eg/m
F1PPMCM 0.33333 ppn/cn

F1HZCM 200.07666 Hz/cm
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Figure S2 ROESY Spectrum of DCA


ROESYPF

Current Data Parameters
NAME SSENCD-CA-YYWQ40717
EXPNO 3
PROCND 1

F2 - Acguisition Parameters

Date_ 20040717
[ Time 9.53
INSTRUM ave0o

r PROBHD 5 mm BBO BB-1H
PULPROG roesygpphig

™ 2048
L SOLVENT 020
NS 8
r DS 4
SHH 6127.451 Hz
[ FIORES 2.991320 Hz
L A 0.1672484 sec
RG 1024
r oW 81.600 usec
1 DE 6.00 usec
TE 293.2 K
- o 0.00007022 sec
D1 2.00000000 sec
r d12 0.00002000 sec
L D16 0.00020000 sec
D19 0.00012000 sec
- N 0.00016320 sec
MCREST 0.00000000 sec
r MCWRK 1.00000000 sec
L STACNT 128
- CHANNEL 1
NUCH 1H
[ PO 11 60 usec
L Pt 11 60 usec
P15 300000.00 usec
=2 P27 11 60 usec
PL1 -6.00 dB
r PLA1 13 80 dB
L PL1B -6.00 dB
sFot 600 2328191 MHz

= BRADIENT CHANNEL

GPNAML sine.100

L BPNAM2 sine 100
GPX1 0.00 %

~ 6PX2 000 %

[ GPY1 0.00 %
6PY2 000 %

[ GPZ1 30.00 %
6pPz2 30 00 %

~ P16 1000.00 usec

F1 - Acquisition parameters
1

- NDO
™ 256
r sFO1 600.2328 MHz
L FIORES 23.935356 Hz
W 10 208 ppm
- FAMODE States-TPPL
r F2 - Processing parameters
L sI
SF 600.2300000 MHz
- WOW QSINE
5sB 2
r L8 000 Hz
L 68 0
4 PC 100
F1 - Pracessing parameters
[ SI 1024
L Mce States-TPPI
SF 600.2300000 MHz
r WOW QSINE
5sB 2
[ LB 000 Hz
L 68 0
r 2D NMR plot parameters
- L cxe 15 00 cn
cx1 15.00 cn
- FapPLO 5 000 ppm
FaLo 3001.15 Hz
ppm FaPHI 0 000 ppm
FaHT 0.00 Hz
F1PLO 5 000 ppm
F1L0 3001.15 Hz
T T T T T T T T T FAPHL 0 000 ppm
I I I I I FIHT 0.00 Hz
FaPPMCM 0.33333 ppn/cn
ppm 4 3 2 1 F2HZCM 200.07666 Hz/cm
F1PPMCM 0.33333 ppn/cn

F1HZCM 200.07666 Hz/cm
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Figure S3 ROESY Spectrum of 5-CA 


ROESYPF

Current Data Parameters
NAME SSENCO-DCA-YYW040717
3

EXPNO
PROCND 1
: F2 - Acquisition Parameters
r Date_ 20040717
L Time 11.55
INSTRUM avB00
= PROBHD 5 mm BBO BB-1H
PULPROG roesygpph19
[ ™ 2048
L SOLVENT D20
NS 8
_ r oS 4
/AN SHH 6127.451 Hz
o © = [ FIORES 2.991820 Hz
© L A0 0.1672484 sec
o @ ' RG 1024
0 © r W 81.600 usec
e 1 DE 6.00 usec
TE 293.2 K
) Y/ - o 0.00007022 sec
1/1C ) 0 D1 2 00000000 sec
o r 12 0.00002000 sec
§ @ / // L D16 0 00020000 sec
D19 0.00012000 sec
@ ,//} = INO 0 00016320 sec
0 f MCREST 0.00000000 sec
o @ i ( / = MCWRK 1 00000000 sec
¢ - L STACNT 128
@ 5 . = CHANNEL f1 =
N - NUC1 1H
r PO 11.60 usec
- PL 11 60 usec
©® (- P15 30000000 usec
&7 =2 pa7 11 60 usec
pL1 -6.00 dB
r PLA1 13 80 dB
L PL1B -6.00 dB
SFO1 600 2328187 MHz
= GRADIENT CHANNEL
[ GPNAM1 sine. 100
. = GPNAM2 sine 100
6PX1 0.00 %
~ GPX2 000 %
] L GPY1 0.00 %
7 GPY2 000 %
. 7 L 6PZ1 30.00 %
y 4 GPZ2 30 00 %
D =L - P16 1000.00 usec
o
V‘;/ o~ 3 Fi - Acquisition parameters
- NDO 1
ﬁ;\z s il 256
r SFO1 600.2328 MHz
e / L FIDRES 23.935356 Hz
& — 74 S 10.208 ppm
@ ) . = FMODE States-TPPL
Af L 2 - r F2 - Processing parameters
= L sI 1024
17 //@ SF 600.2300000 MHz
0 Jf e & - HOW QSINE
. ) 558 2
0 o o r L8 0.00 Hz
/ = L 68 Q
P PC 1.00
= 4 F1 - Processing parameters
[ SI 1024
L Nc2 States-TPPL
SF 600.2300000 MHz
r HOW QSINE
558 2
[ LB 0.00 Hz
i L 68 0
: r 20 NMR plot parameters
° L cxe 15.00 tn
X1 15.00 cn
- F2PLO 5.000 ppm
FaLO 3001.15 Hz
o o c= ~ F2PHL 0.000 ppm
= 70 pm F2HT 0.00 Hz
F1PLO 5.000 ppm
FILO 3001.15 Hz
T T T T T T T T T FAPHI 0.000 ppm
I I I I I F1HI 0.00 Hz
m 4 3 o) 1 F2PPMCH 0.33333 ppn/cn
Dp F2HzCM 200.07666 Hz/cm
FAPPMCHM 0.33333 ppn/cn

F1HZCM 200.07666 Hz/cm
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Figure S4 ROESY Spectrum of 5-DCA
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ppm

[ ppm

RLNABC-EN-CA

Current Data Parameters
NAME RLNABC-EN-CD-YYW
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20031114
Time 11.20
INSTRUM avBoo
PROBHD & mm TBI 1H-BB
PULPROG roesyphpr
0 2048
SOLVENT D20
NS 8
0s 16
SWH 6127.451 Hz
FIDRES 2.991920 Hz
AQ 0.1672484 sec
ARG 512
oW 81.600 usec
DE 6.00 usec
TE 292.6 K
do 0.00007302 sec
D01 1.50000000 sec
d11 0.03000000 sec
d12 0.00002000 sec
d13 0.00000400 sec
INO 0.00016320 sec
MCREST 0.00000000 sec
MCWRK 0.00999998 sec
STACNT 128
CHANNEL f1 =
1H
7.20 usec
400000.00 usec
-6.00 dB
70.00 dB
17.68 dB
SFD1 600.1328158 MHz

F1 - Acguisition parameters

NDO
0 256
SFD1 600.1328 MHz
FIDRES 23.935356 Hz
SW 10.210 ppm
FnMaDE States-TPPI
F2 - Processing parameters
SI 1024
SF 600.1300000 MHz
WOW QSINE
§SB 2
LB 0.00 Hz
GB 0
PC 1.00
F1 - Processing parameters

SI
Mc2 States-TPPI
SF 600.1300000 MHz
WOW QSINE
SSB 2
LB 0.00 Hz
GB 0

20 NMA plot parameters
Cx2 15.00 cm
Cx1 15.00 cm
FapLO 6.000 ppm
FaL0 3600.78 Hz
F2PHI 0.000 ppm
F2HT 0.00 Hz
F1PLO 6.000 ppm
F1L0 3600.78 Hz
F1PHI 0.000 ppm
F1HI 0.00 Hz
F2PPMCM 0.40000 ppm/cm
F2HzCM 240.05200 Hz/cm
F1PPMCM 0.40000 ppm/cm

F1HZCM 240.05200 Hz/cm
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Figure S5 ROESY Spectrum of 2-CA


ppm

[ ppm

RLNABCD-DCA

Current Data Parameters
NAME RLNABCD-DCA-YYW
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20031120
Time 14.03
INSTRUM avBoo
PROBHD & mm GXI 1H Z8
PULPROG roesyphpr
0 2048
SOLVENT D20
NS 8
0s 16
SWH 6127 451 Hz
FIDRES 2.991920 Hz
AQ 0.1672484 sec
ARG 512
oW 81.600 usec
DE 6.00 usec
TE 293.2 K
do 0.00007254 sec
D1 1.50000000 sec
d11 0.03000000 sec
d12 0.00002000 sec
d13 0.00000400 sec
INO 0.00016320 sec
MCREST 0.00000000 sec
MCWRK 0.00999999 sec
STACNT 128
CHANNEL f1 =
1H
7.95 usec
200000.00 usec
-3.00 dB
70.00 dB
19.81 dB
SFD1 600.1328160 MHz

F1 - Acquisition parameters

NDO
0 256
SFO1 600.1328 MHz
FIDRES 23.935356 Hz
SW 10.210 ppm
FnMaDE States-TPPI
F2 - Processing parameters
SI 1024
SF 600.1300000 MHz
WOW QSINE
558 2
LB 0.00 Hz
GB 0
PC 1.00
F1 - Processing parameters

SI
Mc2 States-TPPI
SF 600 1300000 MHz
WOW ASINE
§SB 2
LB 0.00 Hz
GB 0

20 NMR plot parameters
Ccx2 15.00 cm
CX1 15.00 cm
F2pPLO 6.000 ppm
FaLa 3600.78 Hz
FaPHI 0.000 ppm
F2HT 0.00 Hz
F1PLO 6.000 ppm
F1L0 3600.78 Hz
F1PHI 0.000 ppm
F1HI 0.00 Hz
F2PPMCM 0.40000 ppm/cm
F2HzCM 240.05200 Hz/cm
F1PPMCM 0.40000 ppm/cm

F1HZCM 240.05200 Hz/cm
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Figure S6 ROESY Spectrum of 2-DCA


[ ppm

RLNABCD-GCA-YYW

Current Data Parameters
NAME RLNABCD-GCA-YYW
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20031120
Time 16.39
INSTRUM avBoo
PROBHD & mm GXI 1H Z8
PULPROG roesyphpr
0 2048
SOLVENT Acetone
NS 8
0s 16
SWH 6127 .451 Hz
FIDRES 2.991920 Hz
AQ 0.1672484 sec
ARG 512
oW 81.600 usec
DE 6.00 usec
TE 293.2 K
do 0.00007254 sec
D1 1.50000000 sec
d11 0.03000000 sec
d12 0.00002000 sec
d13 0.00000400 sec
INO 0.00016320 sec
MCREST 0.00000000 sec
MCWRK 0.00999999 sec
STACNT 128
CHANNEL f1 =
1H
7.95 usec
200000.00 usec
-3.00 dB
70.00 dB
19.81 dB
SFD1 600.1328163 MHz

F1 - Acquisition parameters

NDO
0 256
SFO1 600.1328 MHz
FIDRES 23.935356 Hz
SW 10.210 ppm
FnMaDE States-TPPI
F2 - Processing parameters
SI 1024
SF 600.1300000 MHz
WOW QSINE
558 2
LB 0.00 Hz
GB 0
PC 1.00
F1 - Processing parameters

SI
Mc2 States-TPPI
SF 600 1300000 MHz
WOW ASINE
§SB 2
LB 0.00 Hz
GB 0

20 NMR plot parameters
Ccx2 15.00 cm
CX1 15.00 cm
F2pPLO 6.000 ppm
FaLa 3600.78 Hz
FaPHI 0.000 ppm
F2HI 0.00 Hz
F1PLO 6.000 ppm
F1L0 3600.78 Hz
F1PHI 0.000 ppm
F1HI 0.00 Hz
F2PPMCM 0.40000 ppm/cm
F2HzCM 240.05200 Hz/cm
F1PPMCM 0.40000 ppm/cm

F1HZCM 240.05200 Hz/cm
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Figure S7 ROESY Spectrum of 2-GCA


|_ppm

SSENBCD-CA-YYW

Current Data Parameters
NAME SSENBCO-CO-YYW
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20031114
Time 12.43
INSTRUM avBoo
PROBHD & mm TBI 1H-BB
PULPROG roesyphpr
0 2048
SOLVENT D20
NS 8
0s 16
SWH 6127 .451 Hz
FIDRES 2.991920 Hz
AQ 0.1672484 sec
ARG 256
oW 81.600 usec
DE 6.00 usec
TE 293.1 K
do 0.00007302 sec
D1 1.50000000 sec
d11 0.03000000 sec
d12 0.00002000 sec
d13 0.00000400 sec
INO 0.00016320 sec
MCREST 0.00000000 sec
MCWRK 0.00999999 sec
STACNT 128
CHANNEL f1 =
1H
7.20 usec
400000.00 usec
-6.00 dB
70.00 dB
17.68 dB
SFD1 600 1328152 MHz

F1 - Acguisition parameters

NDO 1
0 256
SFO1 600.1328 MHz
FIDRES 23.935356 Hz
SW 10.210 ppm
FnMaDE States-TPPI

F2 - Processing parameters

SI 1024
SF 600.1300000 MHz
WDW QSINE
S5B 2
LB 0.00 Hz
GB 0
PC 1.00

F1 - Processing parameters

SI
Mc2 States-TPPI
SF 600.1300000 MHz
WOW QSINE
558 2
LB 0.00 Hz
GB )

20 NMR plot parameters
cxe 15.00 cm
CX1 15.00 cm
F2pPLO 6.007 ppm
F2Lo 3605.07 Hz
F2PHI ~0.005 ppm
F2HI -3.19 Hz
F1PLO 6.007 ppm
F1L0 3605.07 Hz
F1PHI -0.005 ppm
FIHT -3.19 Hz
F2PPMCM 0.40083 ppm/cm
F2HzCM 240.55032 Hz/cm
F1PPMCM 0.40083 ppmn/cm

F1HZCM 240.55032 Hz/cm
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Figure S8 ROESY Spectrum of 5-CA


[ ppm

SSENBCD-DCA

Current Data Parameters
NAME SSENBCD-DCA-YYW
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20031120
Time 12.39
INSTRUM avBoo
PROBHD & mm GXI 1H Z8
PULPROG roesyphpr
0 2048
SOLVENT D20
NS 8
0s 16
SWH 6127 .451 Hz
FIDRES 2.991920 Hz
AQ 0.1672484 sec
ARG 256
oW 81.600 usec
DE 6.00 usec
TE 293.2 K
do 0.00007254 sec
D1 1.60000000 sec
d11 0.03000000 sec
d12 0.00002000 sec
d13 0.00000400 sec
INO 0.00016320 sec
MCREST 0.00000000 sec
MCWRK 0.00999999 sec
STACNT 128
CHANNEL f1 =
1H
7.95 usec
200000.00 usec
-3.00 dB
80.00 dB
19.81 dB
SFD1 600.1328163 MHz

F1 - Acquisition parameters

NDO
0 256
SFO1 600.1328 MHz
FIDRES 23.935356 Hz
SW 10.210 ppm
FnMaDE States-TPPI
F2 - Processing parameters
SI 1024
SF 600.1300000 MHz
WOW QSINE
558 2
LB 0.00 Hz
GB 0
PC 1.00
F1 - Processing parameters

SI
Mc2 States-TPPI
SF 600 1300000 MHz
WOW ASINE
§SB 2
LB 0.00 Hz
GB 0

20 NMR plot parameters
Ccx2 15.00 cm
CX1 15.00 cm
F2pPLO 6.000 ppm
FaLo 3600.78 Hz
FaPHI 0.000 ppm
F2HT 0.00 Hz
F1PLO 6.000 ppm
F1L0 3600.78 Hz
F1PHI 0.000 ppm
F1HI 0.00 Hz
F2PPMCM 0.40000 ppm/cm
F2HzCM 240.05200 Hz/cm
F1PPMCM 0.40000 ppm/cm

F1HZCM 240.05200 Hz/cm
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Figure S9 ROESY Spectrum of 5-DCA
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P-SSENCD-CA

Current Data Parameters
NAME P-SSENCD-CD-YYW
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20031114
Time 14.17
INSTRUM avBoo
PROBHD & mm TBI 1H-BB
PULPROG roesyphpr
0 2048
SOLVENT D20
NS 8
0s 16
SWH 6127 451 Hz
FIDRES 2.991920 Hz
AQ 0.1672484 sec
ARG 256
oW 81.600 usec
DE 6.00 usec
TE 293.5 K
do 0.00007302 sec
D1 1.60000000 sec
d11 0.03000000 sec
d12 0.00002000 sec
d13 0.00000400 sec
INO 0.00016320 sec
MCREST 0.00000000 sec
MCWRK 0.00999999 sec
STACNT 128
CHANNEL f1 =
1H
7.20 usec
400000.00 usec
-6.00 dB
70.00 dB
17.68 dB
SFD1 600.1328158 MHz

F1 - Acquisition parameters

NDO
0 256
SFO1 600.1328 MHz
FIDRES 23.935356 Hz
SW 10.210 ppm
FnMaDE States-TPPI
F2 - Processing parameters
SI 1024
SF 600.1300000 MHz
WOW QSINE
558 2
LB 0.00 Hz
GB 0
PC 1.00
F1 - Processing parameters

SI
Mc2 States-TPPI
SF 600 1300000 MHz
WOW ASINE
§SB 2
LB 0.00 Hz
GB 0

20 NMR plot parameters
Ccx2 15.00 cm
CX1 15.00 cm
F2pPLO 6.000 ppm
FaLo 3600.78 Hz
FaPHI 0.000 ppm
F2HT 0.00 Hz
F1PLO 6.000 ppm
F1L0 3600.78 Hz
F1PHI 0.000 ppm
F1HI 0.00 Hz
F2PPMCM 0.40000 ppm/cm
F2HzCM 240.05200 Hz/cm
F1PPMCM 0.40000 ppm/cm

F1HZCM 240.05200 Hz/cm
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Figure S10 ROESY Spectrum of 7-CA
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P-SSENCD-DCA

Current Data Parameters
NAME P-SSENCO-DCA-YYW
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20031120
Time 15.21
INSTRUM avBoo
PROBHD & mm GXI 1H ZB
PULPROG roesyphpr
0 2048
SOLVENT D20
NS 8
0s 16
SWH 6127.451 Hz
FIDRES 2.991920 Hz
AQ 0.1672484 sec
ARG 256
oW 81.600 usec
DE 6.00 usec
TE 293.2 K
do 0.00007254 sec
D1 1.50000000 sec
d11 0.03000000 sec
d12 0.00002000 sec
d13 0.00000400 sec
INO 0.00016320 sec
MCREST 0.00000000 sec
MCWRK 0.00999998 sec
STACNT 128
CHANNEL f1 =
1H
7.95 usec
200000.00 usec
-3.00 dB
70.00 dB
19.81 dB
SFD1 600.1328160 MHz

F1 - Acguisition parameters

NDO
0 256
SFD1 600.1328 MHz
FIDRES 23.935356 Hz
SW 10.210 ppm
FnMaDE States-TPPI
F2 - Processing parameters
SI 1024
SF 600.1300000 MHz
WOW QSINE
§SB 2
LB 0.00 Hz
GB 0
PC 1.00
F1 - Processing parameters

SI
Mc2 States-TPPI
SF 600.1300000 MHz
WOW QSINE
SSB 2
LB 0.00 Hz
GB 0

20 NMA plot parameters
Cx2 15.00 cm
Cx1 15.00 cm
FapLo 6.000 ppm
FaL0 3600.78 Hz
F2PHI 0.000 ppm
F2HT 0.00 Hz
F1PLO 6.000 ppm
F1L0 3600.78 Hz
F1PHI 0.000 ppm
F1HI 0.00 Hz
F2PPMCM 0.40000 ppm/cm
F2HzCM 240.05200 Hz/cm
F1PPMCM 0.40000 ppm/cm
F1HZCM 240.05200 Hz/cm
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Figure S11 ROESY Spectrum of 7-DCA
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