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Cbz-L-Thr-D-Val-L-Val-D-allo-Thr(¥Pro)-D-Asn(Trt)-D-Ala-OH

Current Data Parameters

NAME jc355A-ACN
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20090211
Time 18.20
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zg
TD 32768
SOLVENT CD3CN
NS 16
DS 0
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 2.0447731 sec
RG 100
DW 62.400 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
MCREST 0 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H
Pl 8.20 usec
PL1 -3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
SI 32768
SF 400.1300069 MHz
WDW no
SSB 0
LB 0 Hz
GB 0
PC 1.00
L
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Cbz-L-Thr-D-Val-L-Val-D-allo-Thr(¥Pro)-D-Asn(Trt)-D-Ala-OH (6) COSY

Current Data Parameters

NAME jc355A-ACN
EXPNO 5
PROCNO 1

F2 - Acquisition Parameters
Date_ 20090212
Time 3.34
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG cosygpmfph A ppm
TD 4000
SOLVENT MeOH

NS 4

DS 16

SWH 3591.954 Hz
FIDRES 0.897988 Hz
AQ 0.5568500 sec
RG 1024

DW 139.200 usec

DE 6.00 usec

TE 300.0 K
.00012840 sec
.50000000 sec
.00000400 sec

D16 .00015000 sec

20 100165400 sec "
N0 100027769

MCREST 0 se

MCWRK

.25000000 sec
ST1CNT 0

usec
usec
dB
MHz

GRADIENT CHANNEL =

GPNAM1 sine.100
GPNAM2 sine.100
GPX1
GPX2
GPY1 %
GPY2 % *
GPZ1 10.00 %
GPZ2 20.00 %
P16 1500.00 usec
F1 - Acquisition parameters 6
TD 256 B H
SFO1 400.1318 MHz
FIDRES 14.067072 Hz
sw 9.000 ppm
FnMODE States-TPPI
E 7
F2 - Processing parameters o
SI
SF 400.1300000 MHz o
WDW SINE
SSB 2
LB 0 Hz 8
GB 0
PC 1.40

Fl1 - Processing parameters
4096
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MCc2 States-TPPI 9
SF 400.1300000 MHz

WDW

SSB 2 UARAN RARARARARN RRARARRARS RARLLALLLS RARARARARE RUARLLLRES NS RARARARARE RS AARLLMLRAS R

LB 0 Hz
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Cbz-L-Thr-D-Val-L-Val-D-allo-Thr(¥Pro)-D-Asn(Trt)-D-Ala-OH (6)

NO T IO NOO LW OO~ OIr~-0oMm

L T L T R R < O M MIFTH OO MOMOANDDOMOO T OO~ O I~
Current Data Parameters T NN —H — O O~ O 00O O O)Y O)Y O ™~ 0 . . . . . . . . . . . . . . . . . . . . . .
NAME Je355A-ACN I N Ne R T} T N NN NN A N MNHOSOHADNDVDONNOOOVWINHMO O W O ™~
SN 2 A A A A A A A — o o N0 VOO SLTOMOMONNNN A A A A
e 2 A I A e A RSN
Date 20090211
Time 18.24
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zgdc30
D 65536
SOLVENT C6D6
NS 5120
DS 0
SWH 26178.010 Hz
FIDRES 0.399445 Hz
AQ 1.2517875 sec
RG 90.5
DW 19.100 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
d11 0.03000000 sec
MCREST 0 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 13C
Pl 12.60 usec
PL1 -6.00 dB
SFO1 100.6248025 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -3.00 dB
PL12 20.00 dB
SFO2 400.1320007 MHz
F2 - Processing parameters
SI 32768
SF 100.6126690 MHz
WDW EM
SSB 0
LB 2.00 Hz
GB 0
PC 1.00

B I I I I I I I I B B I BN BRI REAREREE] RAREARAR REARARARY RARRARAN RERARRARS RARA
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Cbz-L-Thr-D-Val-L-Val-D-allo-Thr(¥Pro)-D-Asn(Trt)-D-Ala-OH (6) HSQC

Current Data Parameters
NAME jc355A-ACN
3

EXPNO

PROCNO 1

F2 - Acquisition Parameters

Date_ 20090211

Time 21.39

INSTRUM spect

PROBHD 5 mm BBI 1H-BB

PULPROG invietgpsi
4096

SOLVENT cpel3

NS 16

DS 0

SWH 3591.954 Hz

FIDRES 0.876942 Hz

AQ 0.5702132 sec

RG 1024

oW 139.200 usec

DE 6.00 usec

TE 300.0 K

CNST2 140.0000000

do 0.00000300

D1 2.00000000

d4 0.00178571

di1 0.03000000

d13 0.00000400

D16 0.00015000

D24 0.00178500

DELTA 0.00172240

DELTAL 0.00165800

IND 0.00002259 sec

MCREST 0 sec

MCWRK 0.33333400 sec

STICNT 0

= CHANNEL f1

8.20 usec
16.40 usec

0.50 usec
-3.00 dB
400.1318006 MHz
77777777 CHANNEL f2 ========
CPDPRG2 arp
NUC2 13C
P3 12.00 usec
24.00 usec
PCPD2 70.00 usec
PL2 -6.00 dB
PL12 10.70 dB
SFO2 100.6227903 MHz
GRADIENT CHANNEL
GPNAM1 sine.100
GPNAM2 sine.100
GPX1 0%
GPX2 0%
GPY1 0%
GPY2 0%
GPZ1 80.00 %
GPZ2 20.10 %
P16 1500.00 usec

F1 - Acquisition parameters
TD 256

SFO1 100.6228 MHz
FIDRES 86.469284 Hz
sw 219.991 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
ST 1024

SF 400.1299808 MHz
WDW QSINE
SSB 0

LB 0 Hz

GB 0

PC 1.00

Fl - Processing parameters
£ 1024

MCc2 echo-antiecho

SF 100.6126591 MHz
WDW

SSB 0

LB 0 Hz

GB 0
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Cbz-L-Thr-D-Val-L-Val-D-allo-Thr(¥Pro)-D-Asn(Trt)-D-Ala-OH (6) HMBC

Current Data Parameters

NAME jc355A-ACN
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20090211
Time 18.20
INSTRUM spect

PROBHD 5 mm BBI 1H-BB

PULPROG zg

TD 32768
SOLVENT CD3CN

NS 16

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 2.0447731 sec
RG 100

DW 62.400 usec
DE 6.00 usec
TE 300.0 K

D1 2.00000000 sec
MCREST 0 sec

MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

Pl 8.20 usec
PL1 -3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
ST 32768

SF 400.1300069 MHz
WDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00

ppm
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Cyclic depsipeptide (11)

Current Data Parameters

NAME JC277cyclicpeptide2D
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20080312

Time 19.43
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zg

TD 32768
SOLVENT MeOD

NS 16

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 2.0447731 sec
RG 71.8

DW 62.400 usec
DE 6.00 usec
TE 300.0 K

D1 1.00000000 sec
MCREST 0 sec

MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

Pl 8.20 usec
PL1 -3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
SI 32768

SF 400.1300066 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

7.26
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Cyclic depsipeptide (11) COSY

Current Data Parameters

NAME JC277cyclicpeptide2D
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20080312
Time 19.43
INSTRUM spect
PROBHD 5 mm BBI 1H-BB ppm
PULPROG cosygpgf
D 2048 |
SOLVENT MeOH F
NS 4 F
b3 0 0
SWH 8012.820 Hz
FIDRES 3.912510 Hz o
AQ 0.1278452 sec 70) F
RG 90.5 ' F
DW 62.400 usec 1
DE 6.00 usec 0 A
TE 300.0 K ¢ 0 d
do 0.00000300 sec Y
D1 2.00000000 sec
di3 0.00000400 sec ¥
D16 0.00015000 sec i g Tl 2
INO 0.00012480 sec ¥
MCREST 0 sec
MCWRK 2.00000000 sec
CHANNEL f1 ==
16 0 8 -3
8.20 usec i o
8.20 usec F
-3.00 dB o
400.1320007 MHz o
g E
= GRADIENT CHANNEL @ F 4
GPNAM1 sine.100 ! r
GPNAM2 sine.100 7 F
GPX1 0% / \J @ F
GPX2 03 s o
GPY1 0% I L5
GPY2 0% W
GPZ1 10.00 & b @ F
GPZ2 10.00 % F
P16 1500.00 usec o
Fl1 - Acquisition parameters
™ 256 F
SFO1 400.132 MHz F
FIDRES 31.300079 Hz F
sw 20.025 ppm o
FnMODE QF i
F2 - Processing parameters F 7
SI 4096 4 - F
SF 400.1300066 MHz } L
WDW SINE r
SSB 0 r
LB 0 Hz
GB 0 . E 8
PC 1.00 F
Fl1 - Processing parameters o
SI r
MC2 oF 9
SF 400.1300000 MHz F
WDW States o
SSB 0 U R RS RS RS AR RN ML RRLRARALE RS R
LB 0 Hz

o 0 9 8 7 6 5 4 3 2 1 0 ppm



Cyclic depsipeptide (11)
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Current Data Parameters M OO NN HHOO O ™~ O 00O O™~ L T T S S S S S S S R S S T T
NAME jc277xweekend ~r~rrr < N M AN AN NN OO NN A AT O OO NOINNDOME~TOMANOO OO O Oy O
o 2 A A A A A R R e e R B VO OVOWONWOW ST TTONNNNN A A A
F2 - Acquisition Parameters NZ//J ‘ \\\/// \:\\\\\\\\/ \ \\ ///%/l
Date 20080418
Time 18.58
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zgpg30
TD 65536
SOLVENT Cé6D6
NS 70245
DS 0
SWH 28248.588 Hz
FIDRES 0.431039 Hz
AQ 1.1600372 sec
RG 181
DW 17.700 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
MCREST 0 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 13cC
Pl 12.60 usec
PL1 -6.00 dB
SFO1 100.6248025 MHz

=== CHANNEL f2 ===
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -3.00 dB
PL12 20.00 dB
PL13 20.00 dB
SFO2 400.1300000 MHz
F2 - Processing parameters
SI 32768
SF 100.6126289 MHz
WDW EM
SSB 0
LB 2.00 Hz
GB 0
PC 1.00

" o i
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Cyclic depsipeptide (11) HSQC

Current Data Parameters

NAME JC277cyclicpeptide2D
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20080312

Time 19.43
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zg

TD 32768
SOLVENT MeOD

NS 16

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 2.0447731 sec
RG 71.8

DW 62.400 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
MCREST 0 sec

MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

Pl 8.20 usec
PL1 -3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
SI 32768

SF 400.1300066 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

I
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Cyclic depsipeptide (11) HMBC

Current Data Parameters
NAME

EXPNO
PROCNO

JC277hsqe
4
1

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

MCREST
MCWRK

= CHANNEL f1 =

= CHANNEL f£2 =

GPNAM3
GPX1
GPX2
GPX3
GPY1
GPY2
GPY3
GPZ1
GPZ2
GPZ3
P16

20080511
18.07
spect.

5 mm BBI 1H-BB

inv4gplplrndgf

2048
MeOH
64

16

8012.820
3.912510
0.1278452
8192

62.400

6.00

300.0
140.0000000
00000300
80000001
00357143
07200000
00000400
00015000
00001988
0 se

ocnoocoocooo

.80000001

1H
8.20
16.40

-3.00
400.1320007
13C

-6.00
100.6227903

GRADIENT CHANNEL

sine.100
sine.100
sine.100

coococoo

Hz
Hz
sec

usec
usec

sec
sec
sec
sec
sec
sec
sec

usec
usec
dB
MHz

usec

£ oo oo oo

sec

Fl - Acquisition parameters
™D 512

MHz
Hz
ppm

MHz

MHz

SFO1 100.6228
FIDRES 49.135220

SW 250.015
FnMODE oF

F2 - Processing parameters
ST 4

SF 400.1300097
WDW SINE
SsB 2

1B 0 Hz

GB 0

PC 1.40

F1 - Processing parameters
ST 2048
MC2 OF

SF 100.6126243
WDW States
SSB 2

1B 0 Hz

GB 0

L wll | UJJmM

L

ay

ceo

& b
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— 20
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Cyclic depsipeptide (10)
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NN NI TRV TS ==

NAME jc258puremethanol
EXPNO 2
PROCNO 1
Date 20071204
Time 16.33
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zg
D 32768
SOLVENT MeOD
NS 32
DS 0
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 2.0447731 sec
RG 90.5
DW 62.400 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H
Pl 8.20 usec
PL1 -3.00 dB
SFO1 400.1328009 MHz
ST 32768 /—’_
SF 400.1300071 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
/
— N y " o/
[ T T T T T T T T T T T T T T T T T T
9.0 6. 1.0 0.5 ppm

8.5 8.0 7.5 7.0 6.5 0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15

[oo] o © o ©
W TR W R
N N ™
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Cyclic depsipeptide (10) COSY

Current Data Parameters

NAME jc258pure
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20071206
Time 19.20
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG cosygpmfph EDIDIU
TD 2048 -
SOLVENT MeOH r
NS 15 F
DS 0 - C
SWH 4006.410 Hz r
FIDRES 1.956255 Hz F
AQ 0.2556404 sec L
RG 4597.6 F
DW 124.800 usec F
DE 6.00 usec | W - 1
TE 300.0 K [ { F
do 0.00011390 sec i W [ F
D1 2.50000000 sec L
d13 0.00000400 sec *' F
D16 0.00015000 sec F
d20 0.00165400 sec ) m‘ M. =2
INO 0.00024960 sec . [
MCREST 0 sec o
MCWRK 1.25000000 sec o
ST1CNT 0 i [} [
i s 3
Pl 8.56 usec [
p2 17.12 usec F
PL1 -3.00 dB r
SFOL 400.1320007 MHz 1 § )
GRADIENT CHANNEL r
GPNAM1 sine.100 F
GPNAM2 sine.100 Bl o
GPX1 0% r
GPX2 0% F
GPY1 0% - 5
GPY2 03 F
GPz1 10.00 % by s
GPZ2 20.00 % | ' o
Pl6 1500.00 usec r
Fl1 - Acquisition parameters F 6
TD 256 r
SFO1 400.132 MHz o
FIDRES 15.650040 Hz o
SW 10.013 ppm F
FnMODE States-TPPI ) E
; | =7
F2 - Processing parameters | r
ST 2048 ‘ ' L
SF 400.1300035 MHz o
WDW SINE r
SSB 0 L
LB 0 Hz - 8
GB 0 r
PC 1.00 o
F1 - Processing parameters r
ST 256 [
MC2 States-TPPI - 9
SF 400.1299891 MHz r
WDW o
SSB 0 L o L L o B o B L L
s o T T T T T T T T T T

= 0 9 8 7 6 5 4 3 2 1 0 ppm
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Cyclic depsipeptide (10) HMBC

Hz
Hz
sec

usec
usec

sec
sec
sec
sec
sec
sec
sec

usec

Current Data Parameters
NAME JC493pseudolb
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
te 20100728
Time 18.19
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG  inv4gplplrndgf
TD 4096
SOLVENT CD3CN
NS 64
DS 8
SWH 4006.410
FIDRES 0.978127
AQ 0.5112308
RG 2048
oW 124.800
DE 6.00
TE 0K
CNST2 145.0000000
do 0.00000300
D1 1.50000000
d2 0.00344828
D6 0.06250000
di3 0.00000400
D16 0.00015000
INO 0.00002484
MCREST 0 sec
MCWRK 1.50000000
= CHANNEL f1 =
1H
6.07
12.14

GPNAM1
GPNAM2
GPNAM3
GPX1
GPX2
GPX3
GPYL
GPY2
GPY3
GPZ1
GPZ2
GPZ3
Plé

-3.00
400.2101790
= CHANNEL f2 =

13C

12.00

-6.00
100.6424892

GRADIENT CHANNEL

sine.100

sine.100

sine.100
0%
0%
0%
0%
0%
0%

50.00

30.00

40.10

1500.00

usec

MHz

usec

MHz

%
u

sec

F1 - Acquisition parameters
™D 512

SFOL
FIDRES
sW
FnMODE

100.6425
39.318066
200.023
QF

MHz
Hz
ppm

F2 - Processing parameters

SI
SF
WDW
SSB

400.2081726
SINE

2
0 Hz
0
1.00

MHz

F1 - Processing parameters

QF
100.6323106
States

2

MHz

ppm

& -
L %he
.

© e,

—100

—120

—140

—160

—180
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2 1
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Cbz-L-Thr-p-Val-L-Val-D-allo-Thr(tert-butyl)-D-Asn(Trt)-L-Ala-OH (9)

Current Data Parameters

NAME Jc378
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20090612
Time 18.34
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zg

TD 32768
SOLVENT CDC13

NS 16

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 2.0447731 sec
RG 32

DW 62.400 usec
DE 6.00 usec
TE 300.0 K

D1 2.00000000 sec
MCREST 0 sec

MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

Pl 8.20 usec
PL1 -3.00 dB
SFOL1 400.1328009 MHz
F2 - Processing parameters
SI 32768

SF 400.1300074 MHz
WDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00 ]

Tﬂ’%ML T~

9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5 ppm
O WO T W W
o - 0 o - © I3\ I3\ o
— ™
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Cbz-L-Thr-p-Val-L-Val-D-allo-Thr(tert-butyl)-D-Asn(Trt)-L-Ala-OH (9) COSY

Current Data Parameters

NAME Jc378
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20090612
Time 21.54
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG cosygpmfph A ppm
TD 4096 o
SOLVENT MeOH L
NS 16 -
Ds 8 F O
SWH 4006.410 Hz r
FIDRES 0.978127 Hz F
AQ 0.5112308 sec o
RG 1448.15 F
DW 124.800 usec ik o
DE 6.00 usec L . - 1
TE 300.0 K " F
do 0.00011452 sec a o
D1 3.00000000 sec L
dl3 0.00000400 sec r
D16 0.00015000 sec F
a20 0.00165400 sec N y ﬁ =2
INO 0.00024991 sec H i F
MCREST 0 sec F
MCWRK 1.50000000 sec E
ST1CNT 0 5 ") F
= CHANNEL f1 us - 3
Pl 8.20 usec — F
p2 16.40 usec F
PL1 -3.00 dB r
SFO1 400.1318006 MHz F 4
GRADIENT CHANNEL i ,‘f i Y o
sine.100 ® . & F
sine.100 o
0% 4 Hom r
0 % F
0% [ ] -5
0% o
10.00 % o
20.00 % F
1500.00 usec r
F1 - Acquisition parameters F 6
TD 256 r
SFO1 400.1318 MHz F
FIDRES 15.630470 Hz F
SW 10.000 ppm -
FnMODE States-TPPI F 7
F2 - Processing parameters __-_J * r
SI 4096 o
SF 400.1300076 MHz L
WDW SINE r
SSB 2 F
LB 0 Hz - 8
GB 0 r
PC 1.00 E
F1 - Processing parameters o
ST 1024 F
MC2 States-TPPI - 9
SF 400.1300076 MHz -
WDW E
SSB 2 U I I UL I I RN IR I UM I
LB 0 Hz

e ¢ 9 8 7 6 5 4 3 2 1 0 ppm
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Cbz-L-Thr-p-Val-L-Val-D-allo-Thr(tert-butyl)-D-Asn(Trt)-L-Ala-OH (9)

Current Data Parameters

NAME Jc378
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20090612
Time 18.39
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zgdc30

TD 65536
SOLVENT C6D6

NS 5120

DS 0

SWH 26178.010 Hz
FIDRES 0.399445 Hz
AQ 1.2517875 sec
RG 812.7

DW 19.100 use
DE 6.00 use
TE 300.0 K
D1 1.00000000 sec
dll 0.03000000 sec
MCREST 0 sec

MCWRK 0.01500000 sec
======== CHANNEL fl =======
NUC1 13C

Pl 12.60 use
PL1 -6.00 dB
SFO1 100.6248025 MHz
======== CHANNEL f2 =======
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 use
PL2 -3.00 dB
PL12 20.00 dB
SFO2 400.1320007 MHz
F2 - Processing parameters
SI 32768

SF 100.6126298 MHz
WDW EM
SSB 0

LB 2.00 Hz
GB 0

PC 1.00

210 200

190

180

170

160

_—145.9

138.1

150

130.0
129.5
129.1

128.9
128.7
127.8

v
/
\

140

130

120

110

75.6
71.7

68.6

67.8
67.4

62.2

61.1
60.9

60.1
51.7

49.6
49.4
49.2

49.0
48.8

48.6
48.4

39.0

31.5
31.0

28.5
20.0

19.9
19.8

19.4

TN

100

90

80

70

60

50

40

30

20

10

ppm
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Cbz-L-Thr-p-Val-L-Val-D-allo-Thr(tert-butyl)-D-Asn(Trt)-L-Ala-OH (9) HSQC

Current Data Parameters

NAME Jc378
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 20090613
Time 6.53
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG invietgpsi
™D 1096
SOLVENT CDC13

16
DS 8
SWH 4006.410
FIDRES 0.978127
AQ 0.5112308
RG 2048
oW 124.800 usec
DE 6.00 usec
TE 300.0 K
CNST2 140.0000000
do 0.00000300
D1 3.00000000 s
d4 0.00178571
di1 0.03000000
d13 0.00000400
D16 0.
D24 0
DELTA
DELTAl
INO
MCREST 0 sec
MCWRK 0.50000101 sec
ST1CNT 0

CHANNEL f1

0.50 usec

-3.00
400.1318006 MHz

CHANNEL £2

garp
13C

10.70 dB
100.6227903 MHz

GRADIENT CHANNEL

sine.100
sine.100
0%
0%
0%
0%
80.00 %
20.10 %

150000 usec

F1 - Acquisition parameters
TD 256

100.6228 MHz
86.469284 Hz

991 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
ST 2048

400.1300049 MHz

SINE
2
0 Hz
0
1.40

ST 512
MC2 echo-antiecho
100.6126295 MHz

1

J_ A AR M

kil Al

it e i iadd

-AAM‘M‘.MLM-I‘.A‘A.MAA.A;.mMnmum.‘xuml‘“Aﬂ“& st

il @@

—100

—120

—140

ppm
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Cbz-L-Thr-p-Val-L-Val-D-allo-Thr(tert-butyl)-D-Asn(Trt)-L-Ala-OH (9) HMBC

Current
NAME
EXPNO
PROCNO

F2 - Ac
Date
Time
INSTRUM
PROBHD
PULPROG

TD
SOLVENT

GPNAM1
GPNAM2
GPNAM3

- Ac

TD
SFOL
FIDRES
sW
FnMODE

F2 - Pr
ST
SF
WDW
5SB
LB
GB
PC

Fl - Pr
SI
MC2
SF
WDW
55B

LB
GB

Data Parameters
Jc378

6

1

quisition Parameters
20090613
10.56

5 mm BBI 1H>Bé
inv4gplplrndgf
4096

MeOH
32
8
4006.410 Hz
0.978127 Hz
0.5112308 sec
2048
124.800 usec
6.00 usec
300.0 K
140.0000000
.00000300 sec
.00000000 sec
.00357143 sec

.00015000 sec
.00002259 sec

coococowo

o
I}
N
S
S
S
1S3
m

o

a

c
3.00000000 sec
= CHANNEL f1 =

8

16.

400.1318006 MHz

= CHANNEL f2 =
13C

12.00 usec

-6.00 dB

100.6227903 MHz

GRADIENT CHANNEL =
sine

sine.100

cococooo

s

50.00 %

30.00 %

40.10 %
1500.00 usec

quisition parameters
129

100.6228 MHz
171.597961 Hz

219.991 ppm
QF
ocessing parameters
400.1300076 MHz
SINE
2
0 Hz
0
1.40

ocessing parameters
512

QF
100.6126298 MHz
States
2
0 Hz
0

ppm

e

25

B S =

==

[

= wgEE—c

—100

—120

—140

—160

—180

9

8

7

6

5

4

ppm

ppm
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Cyclic depsipeptide (8)

O NN HO O O M>~~ OO0 WO W N WA OO ONOWOWM LM<
AN AN AN AN NN < DNDOFTITANNAN A AL ™M MM ANANHAAAOO O I~
L . LI S S S S S T S S ) L T

[ e N Lo IO O™ A A A A A A A A A OO O

Current Data Parameters

i Ve NN N

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date_ 20090529

Time 17.43

INSTRUM spect

PROBHD 5 mm BBI 1H-BB

PULPROG zg

TD 32768

SOLVENT MeOD

NS 32

DS 0

SWH 8012.820 Hz

FIDRES 0.244532 Hz

AQ 2.0447731 sec

RG 35.9

DW 62.400 usec

DE 6.00 usec

TE 300.0 K

D1 2.00000000 sec

MCREST 0 sec

MCWRK 0.01500000 sec

======== CHANNEL f1l ========

NUC1 1H

Pl 8.20 usec

PL1 -3.00 dB

SFOL1 400.1328009 MHz

F2 - Processing parameters

SI 32768

SF 400.1300073 MHz

WDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00

16.5
o
o
3
(&) ]
o

29.5
IN
3
N
o
w
31
AN
15 o
N
31
N
20 o
=
} )
275
o
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Cyclicd

Current Data P
NAME

EXPNO

PROCNO

F2 - Acquisiti
Date

Time

INSTRUM
PROBHD 5 mm
PULPROG c
TD

SOLVENT

NS

DS

o

=

o
Qooocono

MCREST 0 se

MCWRK
ST1CNT

epsipeptide (8) COSY

arameters
je375
5

1

on Parameters
20090531
16.54
spect
BBI 1H-BB
osygpmfph
4096
MeOD
16
8
4006.410 Hz
0.978127 Hz
0.5112308 sec
812.75
124.800 usec
6.00 usec
300.0 K
.00011174 sec
.50000000 sec
.00000400 sec
.00015000 sec
.00165400 sec
.00024991 sec

1.25000000 sec
0

SFO1 40

GRADIEN
GPNAM1
GPNAM2
GPX1
GPX2
GPY1
GPY2
GPZ1
GPZ2
P16

cocoo

90 de oo oe

F1 - Acquisiti
TD

SFO1

FIDRES

sw

FnMODE St

F2 - Processin
SI

SF 40
WDW

SSB

LB 0 Hz

GB 0

PC

F1 - Processin
SI

MC2 St
SF 40
WDW

SSB

LB 0 Hz
GB 0

-3.00
0.1320007 MHz
T CHANNEL

sine.100
sine.100

10.00
20.00
1500.00 usec

on parameters
256
400.132 MHz
15.630470 Hz
10.000 ppm
ates-TPPI
g parameters
4096
0.1300051 MHz
SINE
2
1.00

g parameters

ates-TPPI
0.1300089 MHz

2

Ll

ppm

o !

"

N

w

(@)

L L I I I I L I I
1Ny

7 6 5 4

ppm
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Cyclic depsipeptide (8)

Q> < A T~ (@)} A O O O

L . . L DWWOOAOAIUOHMmOMO NNWOWLIOOMI>SLWAN
Current Data Parameters O M AN HO 0 LO ~ O O 0 ™~ . . . . . . . . . . . . . . . . . .
NAME 3ed73 I N To) <N N N NN ODOANNM~TOVONNAT- MO O T O 00O OO 0O
RS ? i B B B B o S SOOVOOVOONMLWLSTMNNN A
F2 - Acquisition Parameters \\\ // ‘ ‘ \ \\// k\k\NV//// \ \ \ ' \V//
Date 20090529
Time 17.46
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zgdc30
TD 65536
SOLVENT C6D6
NS 20480
DS 0
SWH 26178.010 Hz
FIDRES 0.399445 Hz
AQ 1.2517875 sec
RG 90.5
DW 19.100 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
dil 0.03000000 sec
MCREST 0 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 13C
Pl 12.60 usec
PL1 -6.00 dB
SFO1 100.6248025 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL2 -3.00 dB
PL12 20.00 dB
SFO2 400.1320007 MHz
F2 - Processing parameters
ST 32768
SF 100.6126307 MHz
WDW EM
SSB 0
LB 2.00 Hz
GB 0
PC 1.00

210 200 190 180 170 160 150 140 130 120 90 80 70 60 50 40 30 20
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Cyclic depsipeptide (8) HSQC

Current Data Parameters
NAME

3c375
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date_ 20090601
Time 0.45
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG invietgpsi

4096
SOLVENT cpel3
NS 32
DS 8
SWH 4006.410 Hz
FIDRES 0.978127 Hz
AQ 0.5112308 sec
RG 2298.
oW 124.800 usec
DE 6.00 usec
TE 300.0 K
CNST2 140.0000000
do 0.00000300 sec
Dl 2.50000000 sec
d4 0.00178571 sec
d11 0.03000000 sec
di13 0.00000400 sec
D16 0.00015000 sec
D24 0.00178500 sec
DELTA 0.00172676 sec
DELTAL 0.00165800 sec
IND 0.00002259 sec
MCREST 0 sec
MCWRK 0.41666749 sec
STICNT 0

= CHANNEL f1 =

10.38 usec

20.76 usec

0.50 usec

-3.00 dB
400.1320007 MHz

CHANNEL £2

CPDPRG2

NUC2

P3 12.00
24.00

PCPD2 70.00

PL2 -6.00

PL12 10.70

SFO2 100.6227903 MHz

—————— GRADIENT CHANNEL =====

GPNAM1 sine.100

GPNAM2 sine.100

GPX1 0%

GPX2 0 %

GPYL 0%

GPY2 0%

GPZ1 80.00 %

GPZ2 20.10 %

Pl6 1500.00 usec

F1 - Acquisition parameters
TD 256

SFO1 100.6228 MHz
FIDRES 86.469284 Hz
s 219.991 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
2048

SF 400.1300067 MHz
WDW SINE

sSB 2

LB 0 Hz

GB 0

BC 1.40

F1 - Processing parameters
ST 1024

MCc2 echo-antiecho

SF 100.6126976 MHz
WDW

sSB 2

LB 0 Hz

GB 0

1L

- 20

— 40

— 60

— 80

—100

—120

—140

9

8

4 3

2 1

160
ppm
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Cyclic depsipeptide (17)
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Current Data Parameters

NAME 3c370£13
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20090

Time 18.44
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG 2g

D 32768
SOLVENT MeOD

NS 8

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
a0 2.0447731 sec
RG 101.6

DW 62.400 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
MCREST 0 sec

MCWRK 0.01500000 sec

CHANNEL f1l ===
1H
8.20 usec

-3.00 dB
400.1328009 MHz

F2 - Processing parameters
27

SF 400.1300080 MHz
WDW no

0.5 ppm
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Cyclic depsipeptide (17) COSY

Current Data Parameters

NAME JC377hsgc
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20090626
Time 18.37
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG cosygpmfph
TD 4096
SOLVENT MeOH
NS 48
DS 8
SWH 2394.636 Hz
FIDRES 0.584628 Hz
AQ 0.8552948 sec
RG 645.075
DW 208.800 usec
DE 6.00 usec
TE 300.0 K
do 0.00019712 sec
D1 1.29999995 sec
d13 0.00000400 sec
D16 0.00015000 sec
d20 0.00165400 sec
INO 0.00041652 sec
MCREST 0 sec
MCWRK 0.64999998 sec
ST1CNT 0
CHANNEL f
8.75 usec
17.50 usec
-3.00 dB

400.1312004 MHz

GRADIENT CHANNEL

sine.100
sine.100
0%
0%
0%
0%
10.00 %
20.00 %

1500.00 usec

Fl - Acquisition parameters
TD 256

SFO1 400.1312 MHz
FIDRES 9.378188 Hz

Sw 6.000 ppm
FnMODE States-TPPI

F2 - Processing parameters

SI 2048

SF 400.1300078 MHz
WDW SINE

SSB 0

LB 0 Hz

GB 0

PC 1.00

F1 - Processing parameters

ST

MC2 States-TPPI

SF 400.1300078 MHz
WDW

SSB 0

LB 0 Hz

GB 0

ppm

it .

" ; [

P s :“

i “

{H
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Cyclic depsipeptide (17) HSQC

Current Data Parameters

sec

sec

NAME JC377hsqc
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20090627
2.07
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG invietgpsi
1096
SOLVENT cpel3
NS 64
DS 8
SWH 4006.410
FIDRES 0.978127
aQ 0.5112308
RG 1625.
D 124.800
DE 6.00
TE 00.0
CNST2 140.0000000
do 0.00000300
D1 1.29999995
d4 0.00178571
di1 0.03000000
di13 0.00000400
D16 0.00015000
D24 0.00178500
DELTA 0.00172350
DELTAL 0.00165800
IND 0.00003549
MCREST 0 sec
MCWRK 0.21666709
STLCNT 0
= CHANNEL fl =:
8.
17.
0.
-3.00

400.1318006

= CHANNEL f2

CPDPRG2

NUC2

P3 12.00
P4 24.00
PCPD2 70.00
PL2 -6.00
PL12 .70
SFO2 100.6197719

GRADIENT CHANNEL

usec
usec
usec
dB
dB
MHz

ppm

sine.100
sine.100

0%

0%

0%

0%

80.00 %
20.10 %

P16 1500.00 usec
F1 - Acquisition parameters
™D 512
SFOL1 100.6198 MHz
FIDRES 27.518492 Hz
E 140.027 ppm
FnMODE Echo-Antiecho
F2 - Processing parameters
sI 1024
SF 400.1300073 MHz
WDW SINE
ssB 1
LB 0 Hz
GB 0
BC 1.40
F1 - Processing parameters
sI 512
MC2 echo-antiecho
SF 100.6126510 MHz
WDW
SSB 1
LB 0 Hz
GB 0

—100

—120

—140

9 8 7 6 5 4 3 2 1

ppm
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Cyclic depsipeptide (17) HMBC

Current Data Parameters
NAME

JC377hsqc

EXPNO 4

PROCNO 1
F2 - Acquisition Parameters

Date_ 20090627

18.53

INSTRUM spect.

PROBHD 5 mm BBI 1H-BB
PULPROG  inv4gplplrndgf
4096

TD
SOLVENT MeOH
S 64
DS 16
SWH 4006.410 Hz
FIDRES 0.978127 Hz
AQ 0.5112308 sec
RG 2048
DW 124.800 usec
DE 6.00 usec
TE 300.0 K
CNST2 140.0000000
do 0.00000300 sec
D1 1.29999995 sec
dz2 0.00357143 sec
D6 0.07200000 sec
di13 0.00000400 sec
D16 0.00015000 sec
INO 0.00002485 sec
MCREST 0 sec
MCWRK 1.29999995 sec
= CHANNEL f1
usec
usec
B
MHz
NUC2
P3 usec
PL2 -6.00 dB
SFO2 100.6227903 MHz

GRADIENT CHANNEL =
sine.100
sine.100
sine.100

g

coocooo

%
%

GPZ2 30.00
GPZ3 40.10 %
Plé 1500.00 usec

F1 - Acquisition parameters
TD

SFOL 100.6228 MHz
FIDRES 39.298290 Hz
E 199.962 ppm
FnMODE OF

F2 - Processing parameters
ST 4096

SF 400.1300078 MHz
WDW SINE

sSB 2

LB 0 Hz

GB 0

BC 1.40

F1 - Processing parameters
ST 1024

MC2 OF

SF 100.6126295 MHz
WDwW States

SSB 2

LB 0 Hz

GB 0

il

- 20

— 40

— 60

— 80

—100

—120

—140

—160

—180

ppm
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Cyclic depsipeptide (22)

M M — O O O
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Current Data Parameters

NAME JC412rchain

EXPNO

PROCNO 1

F2 - Acquisition Parameters

Date_ 20091106

ime 17.30

INSTRUM spect

PROBHD 5 mm BBI 1H-BB

PULPROG zg

TD 32768

SOLVENT DMSO

NS 32

DS 0

SWH 8012.820 Hz

FIDRES 0.244532 Hz

AQ 2.0447731 sec

RG 256

DW 62.400 usec

DE 6.00 usec

TE 300.

D1 2.00000000 sec

MCREST 0 sec

MCWRK 0.01500000 sec
=== CHANNEL fl ===

NUC1 1H

Pl 8.20 usec

PL1 -3.00 dB

SFO1 400.1328009 MHz

F2 - Processing parameters
sI 32768

SF 400.1300033 MHz
WDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00

S

7.43
7.42
7.41
7.40
7.24
6.78
6.76
5.06
5.04
5.03
4.47
4.45
4.43
4.41
4.40
4.39
4.38
3.97
3.96
3.95
3.94
3.92
3.79
3.77
3.07
3.06
2.71
2.61
2.46
2.27
2.25
1.90
1.88
1.86
1.85
1.51
1.44

A

O 0WOWMANI™ O N WO
MM OO0 O O ™~ ™~
HrA A A A A O O OO OO OO

—

///

N

9.5 9.0 8.5

~ar

8.0 7.5 7.0 6.5
1\‘00’/
o
—

T
6.0

55 5.0 4.5 4.0 3.5
[ce] (2] [QV]
WO

T
3.0

<
I\

2
)
oi

5

!
20 15 1.0 ppm
R
Te) ~
N~
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Cyclic depsipeptide (22) COSY

Current Data Parameters

NAME JC398DMSO1b
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20090918
Time 18.36
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG cosygpgf
TD 4096
SOLVENT CDC13
NS 128
DS 16
SWH 4006.410 Hz
FIDRES 0.978127 Hz
AQ 0.5112308 sec
RG 1024
DW 124.800 usec
DE 6.00 usec
TE 300.0 K
do 0.00000300 sec
D1 2.00000000 sec
dl3 0.00000400 sec
D16 0.00015000 sec
INO 0.00024988 sec
MCREST 0 sec
MCWRK 2.00000000 sec
= CHANNEL fl =

GRADIENT CHANNEL

1H
5.30 usec
5.30 usec
-3.00 dB
400.2099789 MHz

SINE.100
SINE.100
0%
0%
0%
0%
10.00 %
10.00 %

1500.00 usec

F1 - Acquisition parameters
128

TD

SFO1 400.21 MHz
FIDRES 31.265633 Hz
SW 10.000 ppm
FnMODE QF

F2 - Processing parameters
SI

SF 400.2081745 MHz
WDW SINE

SSB 0

LB 0 Hz

GB 0

PC 1.00

Fl1 - Processing parameters
SI 024

MC2 QF

SF 400.2081743 MHz
WDW States

SSB 0

LB 0 Hz

GB 0

M L

]

& .
" ©
]
] []
i ]
. @
@ vl
[ )
' s ®

9 8 7 6 5

4 ppm 3 2 pprm
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Cyclic depsipeptide (22)

Current Data Parameters

NAME 100907kajjcle
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20100907
Time™ 13.39
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgdc30
TD 262144
SOLVENT DMSO
NS 12417
DS 8
SWH 37878.789 Hz
FIDRES 0.144496 Hz
RQ 3.4603508 sec
RG 128
DW 13.200 usec
DE 15.00 usec
TE 298.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 30
======== CHANNEL fl ========
NUC1 13C
Pl 15.00 usec
PL1 -2.20 dB
PL1IW -1.#INDO0OOO W
SFO1 150.9201628 MHz
HANNEL £2
CPDPRG2 waltz64
NUC2 1H
PCPD2 100.00 usec
PL2 5.90 dB
PL12 25.00 dB
PL2W -1.#INDOOOO W
PL12W -1.#INDOOOO W
SFO2 600.1324005 MHz
F2 - Processing parameters
ST 262144
SF 150.9028117 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 1.00

200 190

180

170

160

150

140

130

120

110

100

71.5
68.0

65.9

61.0
60.2

56.6
51.7

48.6

43.2
41.2

38.6
37.1

32.3

29.6
29.5

29.2
29.1

28.9

26.5
25.8

19.7
19.6

19.4

TUSSSSSS YN

90

80

70

60

50

40

30

20

10

ppm
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Cyclic depsipeptide (22) HSQC

Current Data Parameters
N

AME JC398403DMSOHMBC
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20090929
Time 18.08
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG invietgpsi
TD 2048
SOLVENT DMSO
NS 256
DS 8
SWH 4006.410 Hz
FIDRES 1.956255 Hz
AQ 0.2556404 sec
RG 4096
oW 124.800 usec
DE 6.00 usec
TE 300.0 K
CNST2 145.0000000
do 0.00000300 sec
Dl 2.00000000 sec
d4 0.00172414 sec
di1 0.03000000 sec
d13 0.00000400 sec
D16 0.00015000 sec
D24 0.00172000 sec
DELTA 0.00171660 sec
DELTAL 0.00165800 sec
IND 0.00004140 sec
MCREST 0 sec
MCWRK 0.

33333400 sec
0

= CHANNEL f1 =
5.30 usec
10.60 usec
2000.00 usec
-3.00 dB
400.2099789 MHz
77777777 CHANNEL f£2 ========
CPDPRG2 p
NUC2 13C
P3 12.00 usec
P4 24.00 usec
PCPD2 80.00 usec
PL2 -6.00 dB
PL12 10.48 dB
SFO2 100.6374576 MHz
—————— GRADIENT CHANNEL =====
GPNAM1 sine.100
GPNAM2 sine.100
GPX1 0%
GPX2 0%
GPY1 0%
GPY2 0%
GPz1 80.00 %
GPZ2 20.10
P16 1500.00 usec

F1 - Acquisition parameters
TD 110

SFO1 100.6375 MHz
FIDRES 109.793587 Hz
su 120.008 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
SI 2048

SF 400.2081751 MHz
WDW SINE

SSB 2

LB 0 Hz

GB 0

PC 1.00

F1 - Processing parameters
ST 512

Mc2 echo-antiecho

SF 100.6325017 MHz
WDW

sSB 2

LB 0 Hz

GB 0
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Cyclic depsipeptide (22) HMBC

b

Current Data Parameters

NAME JC398403DMSOHMBC
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20090929
Time 18.08
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG invietgpsi
TD 2048
SOLVENT DMSO
NS 256
DS 8
SWH 4006.410 Hz
FIDRES 1.956255 Hz
A0 0.2556404 sec
RG 4096
oW 124.800 usec
DE 6.00 usec
TE 300.0 K
CNST2 145.0000000
do 0.00000300 sec
Dl 2.00000000 sec
d4 0.00172414 sec
d11 0.03000000 sec
di13 0.00000400 sec
D16 0.00015000 sec
D24 0.00172000 sec
DELTA 0.00171660 sec
DELTAL 0.00165800 sec
IND 0.00004140 sec
MCREST 0 sec
MCWRK 0.33333400 sec
ST1CNT 0
= CHANNEL f1 =
1H
5.30 usec
10.60 usec
2000.00 usec
-3.00 dB

400.2099789 MHz

= CHANNEL f2
CPDPRG2
NUC2
3 12.00 usec
pd 24.00 usec
PCPD2 80.00 usec
PL2 -6.00 dB
PL12 10.48 dB
SF0O2 100.6374576 MHz
GRADIENT CHANNEL
GPNAM1 sine.100
GPNAM2 sine.100
GPX1 0%
GPX2 0%
GPY1 0%
GPY2 0%
cpzl 80.00
GPz2 20.10
P16 1500.00 usec

F1 - Acquisition parameters
™ 110

SFO1 100.6375 MHz
FIDRES 109.793587 Hz
sw 120.008 ppm
FnMODE Echo-Antiecho

F2 - Processing parameters
sI 2048

SF 400.2081751 MHz
WDW SINE

sSB 2

LB 0 Hz

GB 0

PC 1.00

F1 - Processing parameters
ST 512

MCc2 echo-antiecho

SF 100.6325017 MHz
WDW

SSB 2

LB 0 Hz

GB 0

~

o
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Cyclic depsipeptide (22) HMBC

Current Data Parameters

NAME JC398403DMSOHMBC
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date 20091002
Time 3
INSTRUM spect

PROBHD 5 mm BBI 1H-BB
PULPROG inv4gplplrndgf

TD 4096
SOLVENT DMSO
NS 512
DS 8
SWH 4006.410 Hz
FIDRES 0.978127 Hz
AQ 0.5112308 sec
RG 11585.3
DW 124.800 usec
DE 6.00 usec
TE 300.0 K
CNST2 145.0000000
do 0.00000300 sec
D1 2.00000000 sec
dz2 0.00344828 sec
D6 0.06250000 sec
di3 0.00000400 sec
D16 0.00015000 sec
INO 0.00002259 sec
MCREST 0 sec
MCWRK 2.00000000 sec
= CHANNEL f1 =
1H
5.30 usec
10.60 usec

-3.00
400.2099789 MHz

= CHANNEL f2 =
NUC2 13
P3 12.00 usec
PL2 -6.00 dB
SFO2 100.6424892 MHz
—————— GRADIENT CHANNEL =====
GPNAML sine.100
GPNAM2 sine.100
GPNAM3 sine.100
GPX1 0%
GPX2 0%
GPX3 0%
GPY1 0%
GPY2 03
GpY3 0%
GPz1 50.00
cpz2 30.00
Gpz3 40.10 %
P16 1500.00 usec
F1 - Acquisition parameters
™ 240
SFOL 100.6425 MHz
FIDRES 92.233902 Hz
s 219.948 ppm
FnMODE QF

F2 - Processing parameters
ST

SF 400.2081767 MHz
WDW SINE

SSB 2

LB 0 Hz

GB 0

PC 1.00

F1 - Processing parameters
sI 1024

MC2 oF

SF 100.6324924 Miz
WDW States

SSB 2

LB 0 Hz

GB 0

—100

—120

—140

—160

—180

ppm
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Cyclic depsipeptide (22) HMBC

Current Data Parameters
NAME JC398403DMSOHMBC
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date, 20091002
Time 16.53
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG  inv4gplplrndgf

TD 4096
SOLVENT DMSO ppm
NS

512
DS 8
SWH 4006.410
FIDRES 0.978127
AQ 0.5112308 sec
RG 11585.3
D 124.800 usec I
DE 6.00 usec
TE 300.0 K
CNST2 145.0000000 2 i o;‘°
do 0.00000300 sec . \
D1 2.00000000 sec ¢ 9“0 — 2 O
d2 0.00344828 sec "
D6 0.06250000 sec
di13 0.00000400 sec :
D16 0.00015000 sec N 0 ﬂd
INO 0.00002259 sec v R L
MCREST 0 sec . 09
MCWRK 2.00000000 sec
CHANNEL f1 = =
18
5.30 usec ! 4 I 4 O
10.60 usec
-3.00 dB
400.2099789 MHz b
CHANNEL £f2 = B r
13¢
12.00 usec
-6.00 dB [ ']
100.6424892 MHz . ) 00 B 60
GRADIENT CHANNEL =
GPNAM1 sine.100
GPNAM2 sine.100 . []
GPNAM3 sine.100
GPX1 0% . L
GPX2 0% ]
GPX3 03 :
GPY1 0%
GPY2 0%
GPY3 0%
GPz1 50.00 % — 8 O
GPZ2 30.00 %
GPZ3 40.10 %
P16 1500.00 usec

F1 - Acquisition parameters
TD 240

SFOL 100.6425 MHz
FIDRES 92.233902 Hz
sw 219.948 ppnm
FnMODE QF m
e o ] PP
sI 2048 .
SF 400.2081767 MHz [ —
WDW SINE
SSB 2
LB 0 Hz
GB 0 4 " '
. « L
PC 1.00 i ’ S . 2 e . é
F1 - Processing parameters ‘ '
SI 1024
Mc2 OF I 1 8 O
SF 100.6324924 MHz
WDwW States
SSB 2 R R I I IR IS I
LB 0 Hz
GB 0

6 5 4 3 2 1 ppm
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Cyclic depsipeptide (23)

TN O AN HOON AT AL NOILITOLTONTOANATOOIO0OOODN>>TIONOOLOMOANAOOONO OO HO N>
OO AT A HOOOVOOL IO MM DNOOOVWODOLITTNMMANANNAHAAADO OO O I~
OO0V IITTOOONDOOO OO NN A A A A A A A A A A A A A DO OO OO OO

T = ———— s ==\

Current Data Parameters

NAME JC410schain
EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date_ 20091106

ime 17.07
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zg

TD 32768
SOLVENT DMSO

NS 32

DS 0

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 2.0447731 sec
RG 287.4

DW 62.400 usec
DE 6.00 usec
TE 300.

D1 2.00000000 sec
MCREST 0 sec
MCWRK 0.01500000 sec

=== CHANNEL fl ===

NUC1 1H

Pl 8.20 usec
PL1 -3.00 dB
SFO1 400.1328009 MHz

F2 - Processing parameters
sI 32768

SF 400.1300028 MHz
WDW no

SSB 0

LB 0 Hz

GB 0

PC 1.00

b, JHJM{@ |

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 . . .
(@] o 2] o o ™ N~ ™ < mi|m AN
WoOW T Wl R W R
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Cyclic depsipeptide (23) COSY

Current Data Parameters

NAME EpimerS
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20090619
Time 21.13
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG cosygpmfph
D 4096
SOLVENT MeOH
NS 64
DS 8
SWH 4006.410 Hz
FIDRES 0.978127 Hz
AQ 0.5112308 sec
RG 1625.5
DW 124.800 usec
DE 6.00 usec
TE 323.1 K
do 0.00011452 sec
D1 2.00000000 sec
di3 0.00000400 sec
D16 0.00015000 sec
d20 0.00165400 sec
INO 0.00024991 sec
MCREST 0 sec
MCWRK 1.00000000 sec
ST1CNT 0
= CHANNEL f1 =
1H
8.20 usec
16.40 usec

-3.00 dB
400.1318006 MHz

GRADIENT CHANNEL
GPNAM1 sine.100
GPNAM2 sine.100
GPX1 0%
GPX2 0%
GPY1 0%
GPY2 0%
GPZ1 10.00 %
GPZ2 20.00 %
Plé6 1500.00 usec
F1 - Acquisition parameters
TD
SFO1 400.1318 MHz
FIDRES 15.630470 Hz
sw 10.000 ppm
FnMODE States-TPPI
F2 - Processing parameters
ST 4096
SF 400.1300130 MHz
WDW SINE
SSB 2
LB 0 Hz
GB 0
PC 1.00

Fl1 - Processing parameters
1024

ST
MC2 States-TPPI

SF 400.1300096 MHz

WDW LIS I e LI LI T
SSB 2 I I I I I I I I I

= 0 9 8 7 6 5 4 3 2 1 ppm
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Cyclic depsipeptide (23)

Current Data Parameters

NAME 100908kajjcle
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20100908
Time 10.21
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG zgdc30

TD 262144
SOLVENT DMSO

NS 19028

DS 8

SWH 37878.789 Hz
FIDRES 0.144496 Hz
AQ 3.4603508 sec
RG 203

DW 13.200 usec
DE 15.00 usec
TE 298.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO

======== CHANNEL fl ========
NUC1 13C

Pl 15.00 usec
PL1 -2.20 dB
PLIW -1.#INDO0OOO W
SFO1 150.9201628 MHz
======== CHANNEL f2 ========
CPDPRG2 waltz64

NUC2 1H
PCPD2 100.00 usec
PL2 5.90 dB
PL12 25.00 dB
PL2W -1.#INDO00OO W
PL12W —-1.#INDO00OO W
SF02 600.1324005 MHz
F2 - Processing parameters
ST 262144

SF 150.9028117 MHz
WDW EM

SSB 0

LB 3.00 Hz
GB 0

PC 1.00

200 190

180

170

160

150

140

130

120

110

100

71.6
69.1

90

65.8

60.9
60.4

57.8
56.5

52.1

48.5
43.3

41.2
38.7
37.6

32.3
29.5

29.1
29.1
28.9

26.5
25.2

19.8
19.8

=SS D

80

70

60

50

40

30

20

10 ppm
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Cyclic depsipeptide (23) HSQC

Current Data Parameters

NAME Epimers
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091009
19.20
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG invietgpsi
1096
SOLVENT DMSO
NS 1024
DS 8
SWH 4006.410 Hz
FIDRES
AQ
RG
bW
DE
TE
CNST2 140.0000000
do 0.00000300 sec
D1 2.00000000 sec
d4 0.00178571 sec
di1 0.03000000 sec
di13 0.00000400 sec
D16 0.00015000 sec
D24 0.00178500 sec
DELTA 0.00172240 sec
DELTAL 0.00165800 sec
IND 0.00004969 sec
MCREST 0 sec
MCWRK 0.33333400 sec
STLCNT 0
= CHANNEL f1
8.20 usec
16.40 usec
0.50 usec
-3.00 dB

400.1318006 Mz

CPDPRG2 garp

NuC2 13C
P3 12.00 usec
24.00 usec
PCPD2 70.00 usec
PL2 -6.00 dB
PL12 10.70 dB
SFO2 100.6172566 MHz
GRADIENT CHANNEL =:
sine.100
sine.100
0%
0%
0%
0%
80.00 %
20.10 %
P16 1500.00 usec
F1 - Acquisition parameters
™D 63
SFOL1 100.6173 MHz
FIDRES 159.728455 Hz
E 100.012 ppm
FnMODE ~ Echo-Antiecho
F2 - Processing parameters
sI 2048
SF 400.1299998 MHz
WDW SINE
ssB 2
LB 0 Hz
GB 0
BC 1.00

Fl - Processing parameters
ST 512

MCc2 echo-antiecho

SF 100.6128422 MHz
WDW

SSB 2

LB 0 Hz

GB 0

ppm
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Cyclic depsipeptide (23) HMBC

Current Data Parameters

NAME Jc410schain
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date 20091120
Time™ 20.23
INSTRUM spect

PROBHD 5 mm BBI 1H-BB
PULPROG  inv4gplplrndgf

TD 4096
SOLVENT DMSO
NS 1024
DS 8
SWH 4006.410 Hz
FIDRES 0.978127 Hz
AQ 0.5112308 sec
RG 2048
DW 124.800 usec
DE 6.00 usec
TE 300.0 K
CNST2 140.0000000
do 0.00000300 sec
D1 1.20000005 sec
dz2 0.00357143 sec
D6 0.10000000 sec
di3 0.00000400 sec
D16 0.00015000 sec
INO 0.00002485 sec
MCREST 0 sec
MCWRK 1.20000005 sec
CHANNEL f£1
1H
8.38 usec
16.76 usec

-3.00
400.1320007 MHz
———————— CHANNEL f£2 ========

NUC2 13C
P3 12.60 usec

-6.00
SFO2 100.6227903 MHz

GRADIENT CHANNEL =
sine.100
sine.100
sine.100

cocococoo
o 0o o0 o

0 0P o

50.00 %

30.00 %

40.10 %
1500.00 usec

F1 - Acquisition parameters

™ 77
SFOL 100.6228 MHz
FIDRES 261.308105 Hz
sW 199.962 ppm
FnMODE QF

F2 - Processing parameters
sI 48

sF 400.1300000 Mz
WDW

SSB 0

LB 0 Hz

cB 0

PC 1.00

Fl - Processing parameters
sI 2048

Mc2 oF

sF 100.6135390 MHz
WDW States-TPPL

SSB 0

LB 0 Hz

cB 0

4 i \
N I
| [

10

20

30

40

50

60

70

80

B BT | J

ppm

—180

8 7 6 5 4 3 2 1

ppm
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1-Methyl-15-[bis(tert-Butoxycarbonyl)guanidino] pentadecanoate (15)

(@)
Current Data Parameters <
NAME JC486mpure .
EXPNO 1 (@)
PROCNO 1
F2 - Acquisition Parameters
Date_ 20100826
Time 12.06
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zg
TD 32768
SOLVENT CDC13
NS 1
DS 0
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 2.0447731 sec
RG 80.6
DW 62.400 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H
Pl 8.20 usec
PL1 -3.00 dB
SFO1 400.1328009 MHz
F2 - Processing parameters
SI 32768
SF 400.1300091 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00

——9.24

4.06
4.05
4.03
3.90
3.88
3.86
3.66
3.66
2.32
2.30
2.28
2.27
1.62
1.6l
1.59
1.59
1.57
1.55

N O N~ 10
IO < < N KN
— o

TN TINNE

1

L —

-

S

10.5 100 9.5

9.0

8.5

8.0

7.5

7.0

6.5

6.0

5.5

5.0

4.5

40 35

O|O|O

N[N (|

3.0

25 20

.

15

LO
N
~

1.0 ppm
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1-Methyl-15-[bis(tert-Butoxycarbonyl)guanidino] pentadecanoate (15)

O [~ < o

Current Data Parameters © oy I~

NAME Jc486m ) NN

EXPNO 3 N ™M O W

PROCNO 1 ™~ O O O
— — —

F2 - Acquisition Parameters

Date 20100823

Time 15.20

INSTRUM spect

PROBHD 5 mm BBI 1H-BB

PULPROG zgdc30

TD 65536

SOLVENT C6D6

NS 3605

DS 0

SWH 26178.010 Hz

FIDRES 0.399445 Hz

AQ 1.2517875 sec

RG 512

DW 19.100 usec

DE 6.00 usec

TE 300.0 K

D1 1.00000000 sec

dil 0.03000000 sec

MCREST 0.00000000 sec

MCWRK 0.01500000 sec

======== CHANNEL f1l ========

NUC1 13C

Pl 12.60 usec

PL1 -6.00 dB

SFO1 100.6248025 MHz

== == CHANNEL f2 =

CPDPRG2 waltzl6é

NUC2 1H

PCPD2 90.00 usec

PL2 -3.00 dB

PL12 20.00 dB

SFO2 400.1320007 MHz

F2 - Processing parameters

SI 32768

SF 100.6127741 MHz

WDW EM

SSB 0

LB 2.00 Hz

GB 0

PC 1.00

OO NOOVOOWOIFTOANANHDONMTMOOLWOLWMHOH
NWOWMHOVOVWILJITOMOWVWULOWINTTITNNASOMO WO
NOMCH- VOV AL T OO OO O)YO) o) Oy O O O WO
OO MM ANNNNNNNNNNNNN

NS

240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 ppm
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15-(tert-Butoxycarbonylguanidino) pentadecanoic acid (12)

Current Data Parameters

NAME JCsansacidlb
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20100819
Time 17.48
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG zg

TD 65536
SOLVENT CDC13

NS 8

DS 0

SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894966 sec
RG 362

DW 62.400 usec
DE 6.00 usec
TE .

D1 2.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

Pl 5.30 usec
PL1 -3.00 dB
SFO1 400.2105792 MHz
F2 - Processing parameters
SI 65536

SF 400.2081821 MHz
WDW no

SSB 0

LB 0.00 Hz
GB 0

PC 1.00

Nej ANO A>T MAHOOO ™I >0
N MMM MOANNLOOOOOWIOOMOMMOOMANN
~ N MM NANN A A A — o A

. A

Wl 1

9.5 9.0

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5

30 25 20 15 1.0 0.5 ppm

Lo NN [T~
N [sol Il RIe)}
—
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15-(tert-Butoxycarbonylguanidino) pentadecanoic acid (12)

PROCNO 1

< ~ o
Current Data Parameters e AN o O
NAME JCfinalacidsans30H N ° ©
EXPNO 2 oo N
~ LN
— [ee

77.32
77.20
77.00
76.68
42 .23
34.03
29.52
29.43
29.29
29.24
29.12
29.04
28.97
28.88
28.23
27.88
26.49
24.67

F2 - Acquisition Parameters

< AN
0
—

Date 20100611

Time 17.59

INSTRUM spect

PROBHD 5 mm BBI 1H-BB

PULPROG zgdc30

TD 65536

SOLVENT C6D6

NS 20480

DS 0

SWH 26178.010 Hz

FIDRES 0.399445 Hz

AQ 1.2517875 sec

RG 90.5

DW 19.100 usec

DE 6.00 usec

TE 300.0 K

D1 1.00000000 sec

dil 0.03000000 sec

MCREST 0.00000000 sec

MCWRK 0.01500000 sec

======== CHANNEL f1l ========

NUC1 13C

Pl 12.60 usec

PL1 -6.00 dB

SFO1 100.6248025 MHz
== CHANNEL f2 =

CPDPRG2 waltzl6é

NUC2 1H
PCPD2 90.00 usec
PL2 -3.00 dB
PL12 20.00 dB
SFO2 400.1320007 MHz
F2 - Processing parameters
SI 32768

SF 100.6127709 MHz
WDW EM

SSB 0

LB 2.00 Hz
GB 0

PC 1.00

T T T T T T T T T T T T T T T T T T T T T T T T T T
240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 ppm
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Dehydroxy LI-F04a analogue (21)

< AN —H OO OO~ OVOMANO O~
A ARSI SN OS] NODAIFTMO MMM ANNNODOYM O
O CO GO OO O IO '

Current Data Parameters
NAME Jc497D
EXPNO 1

PROCNO

7.47
~~7.45
_~7.01
=~6.99

1

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

20100708
19.31
spect
5 mm BBI 1H-BB
2g
32768
CDC13
32
0
8012.820 Hz
0.244532 Hz
2.0447731 sec
161.3
62.400 usec
6.00 usec
300.0 K
2.00000000 sec
0 sec
0.01500000 sec

== CHANNEL fl ========

-3.00 dB
400.1328009 MHz

F2 - Processing parameters

ST
SF
WDW
SSB
LB
GB
PC

32768
400.1300029 MHz

3.0 25 2.0 15 1.0 ppm
™ — [{e]
o Te) <

N Te]
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Dehydroxy LI-F04a analogue (21) COSY

Current Data Parameters

NAME JCc497D

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters

Date_ 20100708

Time 19.32

INSTRUM spect h l

PROBHD 5 mm BBI 1H-BB

PULPROG cosygpgf ppm

TD 2048
SOLVENT MeOH ﬁ L
NS 32 r
DS 4 ) [
SWH 4006.410 Hz ' F
FIDRES 1.956255 Hz 9 o0 @9 C
a0 0.2556404 sec J £
RG 114.025 ® w b F
DW 124.800 usec o0 r
DE 6.00 usec F
TE 300.0 K 8 o # [
do 0.00000300 sec . ' 00 F
D1 1.10000002 sec [
d13 0.00000400 sec " ] =2
D16 0.00015000 sec [
NO 0.00024991 sec i 0 r
MCREST 0 sec o f °¢ F
MCWRK 1.10000002 sec L
o L [
= CHANNEL f = u
(] )] [ ._3
. q ' [
-3.00 dB [
400.1320007 MHz N
GRADIENT CHANNEL = 6 ! ¢ g — 4
GPNAM1 sine.100 w 0 n
GPNAM2 sine.100 g . ® [
GPX1 0% ] é [
GPX2 0% [
GPY1 0% F
GPY2 0% (] [ '_5
GPZ1 10.00 % F
GPZ2 10.00 % ] o [ L
P16 1500.00 usec N
Fl - Acquisition parameters r
TD 512 [
SFO1 400.132 MHz — 6
FIDRES 7.815235 Hz L
SW 10.000 ppm r
FnMODE oF F
F2 - Processing parameters F
SI 1024 r
SF 400.1300007 MHz ‘ r@ 6 ¢ r 7
WDW QSINE 0 ﬂ [
SSB 0 r
LB 0 Hz U ! r0 L
GB 0 E r
PC 1.00 L
=8
F1 - Processing parameters ' F
SI 256 [
S % 9 oo oo | s
SF 400.1299929 MHz ) L
WDW States-TPPI ) r
B 0 Hz I I I I I I I I
GB 0

9 8 7 6 5 4 3 2 1 ppm
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Dehydroxy LI-F04a analogue (21)

OO N> OO [e0]
Current Data Parameters LI A . N~ OMWUOWOME> OO M O™ 0 O0 O 0 WO WO
NAME JC497D13C N ANNOOOO WO L0 e e s e e e e e s e e e e e e e e e e e e e .
gégggo % I N  al aNe e R To) — OO~ VWO~ OONANANNNO MWW O 0 O O

L B B B s s O IO O B — OO IFTOONND MMM M ANNANN
F2 - Acquisition Parameters
Date_ 20100903
Time 18.58
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 98550
DS 2
SWH 26178.010 Hz
FIDRES 0.399445 Hz
AQ 1.2517875 sec
RG 90.5
DW 19.100 usec
DE 6.00 usec
TE 0
D1 1.00000000 sec
dil 0.03000000 sec
DELTA 0.89999998 sec
MCREST 0 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 13C
Pl 5.40 usec
PL1 -6.00 dB
SFO1 100.6445019 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 -3.00 dB
PL12 13.92 dB
PL13 20.00 dB
SFO2 400.2101790 MHz
F2 - Processing parameters
SI 65536
SF 100.6324773 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 1.00

TFA
TFA
! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! ! !
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm
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Dehydroxy LI-F04a analogue (21) HSQC

Current Data Parameters
NAME JC497D
EXPNO 7
PROCNO 1

F2 - Acquisition Parameters
Date_ 20100725
Time 12.54
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG invietgpsi

D 2048
SOLVENT DMSO

% % I ppm
DS 8

SWH 4006.410 Hz

FIDRES 1.956255 Hz

e} 0.2556404 sec
512

RG 5
oW 124.800 usec
DE 6.00 usec
TE 309.9 K
CNST2 140.0000000
do 0.00000300 sec
D1 1.50000000 sec
d4 0.00178571 sec
dil 0.03000000 sec ->
d13 0.00000400 sec * e
D16 0.00015000 sec - &
D24 0.00178500 sec
DELTA 0.00172240 sec
DELTAL 0.00165800 sec
NO 0.00004969 sec - 3
0 sec
0.25000051 sec -
0 -
CHANNEL f1 =: -

8.20 usec -

16.40 usec

0.50 usec

-3.00 d
400.1320007 MHz

CHANNEL £2

10.70
100.6177596 MHz

777777 GRADIENT CHANNEL =====

GPNAM1 sine.100
GPNAM2 sine.100
GPX1 0%

GPX2 0%

GPY1 0%

GPY2 0%

GPZ1 80.00 %
GPZ2 20.10 %
P16 1500.00 usec

F1 - Acquisition parameters
TD 512

SFOL 100.6178 MHz
FIDRES 19.654089 Hz
E 100.011 ppm
FnMODE  Echo-Antiecho

F2 - Processing parameters
sI

SF 400.1299973 MHz
WoW SINE

5SB 2

LB 0 Hz

GB 0

PC 1.40

F1 - Processing parameters
1 1024

MC2 echo-antiecho

SF 100.6128435 MHz
WD

55B 2

LB 0 Hz

GB 0

10
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Dehydroxy LI-F04a analogue (21) HMBC

Current Data Parameters
NAME JC497D
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date_ 20100725
Time 12.54
INSTRUM spect
PROBHD 5 mm BBI 1H-BB
PULPROG invietgpsi
2048
ENT DMSO
64 A ppm
8

4006.410 Hz
1.956255 Hz
0.2556404 sec
512
124.800 usec
6.00 usec
309.9 K
140.0000000
.00000300 sec
50000000 sec
00178571 sec
03000000 sec
00000400 sec
00015000 sec
00178500 sec
00172240 sec
00165800 sec
00004969 sec

20

40

ochooococooocoro

25000051 sec
0

60

CHANNEL f1 =

8.
16.
0.50 usec
-3.00 dB
SFO1 400.1320007 MHz 8 O
CHANNEL £2
CPDPRG2
NUC2
P3 12.00 usec
4 24.00 us:
PCPD2 70.00 usec 1 O O
PL2 -6.00 dB
PL12 10.70 dB
SFO2 100.6177596 MHz

,,,,,, GRADIENT CHANNEL =====

GENAM1 sine.100

GPNAM2 sine.100 120
GPX1 0%

GPX2 0%

GPY1 0%

GPY2 0%

GPZ1 80.00 %

GPZ2 20.10 %

P16 1500.00 usec l 4 O

F1 - Acquisition parameters
D 512

SFO1 100.6178 MHz
FIDRES 19.654089 Hz
W 100.011 ppm

Ei
FnMODE Echo-Antiecho

160

F2 - Processing parameters
sI

SF 400.1299973 MHz

WDW SINE

SSB 2

s 0 Bz 180
GB 0

PC 1.40

F1 - Processing parameters
1 1024

MC2 echo-antiecho

SF 100.6128435 MHz

WDW

SSB 2

B 0w 9 8 7 6 5 4 3 2 1 pprm

S48



