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Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500

Epimer B, Gradient DQF-COSY90
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Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500

Epimer B, Gradient DQF-COSYS0
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Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500
Epimer B, Gradient DQF-COSY90
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Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500
Epimer B, Gradient DQF-COSY90
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Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500
Epimer B, Gradient HSQC,
with editing of CH, CH3 from CH2
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Current Data Parameters
NAME m_uanﬁa

PROCNO 1

F2 - Acquiisition Parameters
Date_ 20110404

Time 1217
INSTRUM drx500
PROBHD & mm TB| H/C-B
PULPROG hsqcedelgpsp.3

TD 2048
SOLVENT MeOD
NS 8

DS 16

SWH 4464.286 Hz
FIDRES 2179827 Hz
AQ 0.2294260 sec
RG 32768

DwW 112.000 usec
DE 6.00 usec
TE 300.0 K

d4 0.00172414 sec
di1 0.03000000 sec
D16 0.00010000 sec
d21 0.00344828 sec
DELTA 0.00231087 sec
DELTA1  0.00036614 sec
DELTA2  0.00147414 sec
DELTA3  0.00343088 sec

ST1CNT 256
szzmm=z== CHANNEL f{ s==z=a==
-NUC1 1H
P1 12.20 usec

2 24.40 usec

28 0.10 usec
PL1 1.00dB
SFO1 500.1320450 MHz
==z===== CHANNEL {2 ss======
CPDPRG2 garp
NUC2 13C
P3 11.00 usec
P14 500.00 usec
P31 1800.00 usec
PCPD2 76.00 usec
PLO 120.00dB
PL2 -2.00 dB
PL12 14.60 dB
SFO2 126.7678780 MHz
SP3 6.33dB
SP18 11.54dB

SPNAM3 Crp80,0.5,20.1
SPNAM18 Crp60_xfilt.2

SPOAL3 0.500

SPOAL18 0.500

SPOFFS3 0.00 Hz

SPOFFS18 0.00 Hz

===zzz GRADIENT CHANNEL =====

GPNAM1 SINE.100
GPNAM2 SINE.100

GPZ1 80.00 %
GPZ2 20.10 %
P16 1000.00 usec
F1 - Acquisition parameters
NDO 2

TD 512

SFO1 125.7678 MHz
FIDRES  43.210732Hz
sw 175811 ppm
FRMODE  Echo-Antiecho

F2 - Processing parameters

sl 2048

SF 500.1300164 MHz
WDW QSINE
8sB 2

LB 0.00 Hz

GB 0

PC 1.40

F1 - Processing parameters
St 1024

MC2  echo-antiecho

SF 128.7577042 MHz

WDw QSINE
5SB 2

LB 0.00 Hz
GB 0

S 8o



Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500
Epimer B, Gradient HSQC,
with editing of CH, CH3 from CH2
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Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500

Epimer B, Gradient HSQC,
with editing of CH, CH3 from CH2
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Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500
Epimer B, Gradient HSQC, ;
with editing of CH, CH3 from CH2
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Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500
Epimer B, Gradient HSQC,
with editing of CH, CH3 from CH2

I AR EAASARAA
43 42 41 4

35 34 33 32

PP

- 40
- 41
- 42
- 43
- 44
- 45
- 46
- 47
- 48
- 49
- 50
- 51
- 52
- 53
-54
- 55
- 56

- 57

| EAARRRARN EAA
8 27  ppn

S8k

B T



Pete Jervis, d4-MeOH :CDCIS3, 1:2,
Epimer B, Gradient HSQC,
with editing of CH, CH3 from CH2
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Pete Jervis, d4-MeOH :CDCI3, 1:2, +mwo drx500

Epimer B, Gradient HMBG

run _o:mmm sensitive (in F1 only), echo-antiecho,
with adiabatic refocussing pulses and a three- fold low-pass J-filter
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Current Data Parameters
NAME mnoa_m_.d d

PROCNO 1

F2 - Acquisition Parameters
Date 20110404

Time 14.54
INSTRUM drx500
PROBHD 5 mm T8I H/IC-B
PULPROG hmbcetgpldnd

TD 2048
SOLVENT MeOD
NS 8

DS 16

SWH 4464.286 Hz
FIDRES 2179827 Hz
AQ 0.2294260 sec
RG 32768

bw 112.000 usec
DE 6.00 usec
TE 300.0 K

DELTA1  0.00297166 sec
DELTA2  0.00247143 sec

STICNT 256
somemnes CHANNEL f{ ss=sezz=
NUCH 1H
P1 12.20 usec
p2 24.40 usec
PL1 1.00dB
SFO1 500.1320450 MHz
szazsuzz CHANNEL 2 s==s=====
NUC2 13C
P3 11.00 usec
P24 2000.00 usec
PL2 -2.00dB
SFO2 125.7707920 MHz
Crl o)
SPOAL7 v%ow.mo P
SPOFFS7 0.00 Hz
====== GRADIENT CHANNEL === -

GPNAM1 SINE.100

GPZ1 80.00 %
GPZ3 14.00 %
GPZ4 -8.00 %
GPZ5 -4.00 %
GPZ6 -2.00 %

P16 1000.00 usec
F1 - Acquisition vmqum»ma
NDO

TD m_N

SFO1 125.7708 MHz
FIDRES 54.709385 Hz
sSwW 222.716 ppm

FRMODE  Echo-Antiecho

F2 - Processing parameters

8 2048

SF 500.1300164 MHz
WDW QSINE
S$SB 2

LB 0.00 Hz

GB 0

PC 1.40

F1 - Processing parameters
El] 1024

MC2  echo-antlecho -
SF 125.7577042 MHz

wDwW QSINE
S§88B 2

LB 0.00 Hz
GB -0

S8



Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500

Epimer B, Gradient HMBC

run _u:mmm sensitive (in F1 only), echo-antiecho,

with adiabatic refocussing pulses and a three- fold low-pass J-fil
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Pete Jervis, d4-MeOH :CDCI3, 1.2, +27C, drx500

Epimer B, Gradient HUBC .

run phase sensitive (in F1 only), echo-antiecho,

with adiabatic refocussing pulses and a three-fold low-pass J-filtgr
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Pete Jervis, d4-MeOH :CDCI3, 1:2, +27C, drx500

Epimer B, Gradient HMBC

run phase sensitive (in F1 only), echo-antiecho,

with adiabatic refocussing pulses and a three-fold low-pass J-filter
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ARSI S

Elemental Composition Report Peter Jervis PJJ-Epimer B

Single Mass Analysis
Tolerance = 10,0 PPM [/ DBE: min = -1.5, max = 88.0
Selected filters: None '

Monoisotopic Mass, Even Electron lons
84 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Mindrrms: -1.5
Maximum; 4 5.0 100 290
Mazs Calc. Mass mbDa PPM DBE Fomula

1276.9166 12769161 05 04 75  CB7 H1ZT N7 D12 Na &

S43




