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2D-COSY, TOCSY, CLEAN-TOCSY, DIPSI2, NOESY, ROESY,
ROESY 2 experiments on the AVI and AV11-600 spectrometer swith CW
presaturation (PR) and/or Excitation Sculpturing (ES) peak suppression

1.0 Introduction

1.1 Spectral Window Set up

The spectral window width and midpoint should beedained in a standafth NMR
spectrum before setting up a 2D-COSY, TOCSY, epearient.

The smaller the spectral window the higher theltg®m of the resulting spectrunthere
should be no signals within 0.5 ppm of the uppdower limits of the spectral window.

1.2 Presaturation Frequencies

The frequencies of signals to B& suppressed and/@W presaturated should be
determined irHz a standardH spectrunbefore running a 2D experiment.

CW presaturation of1 is applied aD1 Hz = the spectral window midpoint.

CW presaturation oR2 at O2 Hz can be applied at any frequency within the spectra
window range.

ESis applied orF1 atO1 Hz = the spectral window point, or it captionally be offset at
O1* Hz whereSPOFFSL1 (or SPOFFS10 in some pp's) =01*-0O1 Hz.

Three solvent or other peaks can be suppres&&slig offset in anESPRF1PRF2
experiment.

1.3 CW Presaturation (PR) Power Levels

CW presaturation is applied at power levels9 andPL 21 via F1 and F2 respectively. If
required presaturation power levels carde&eased or increased by adding or
subtracting 3-12 db respectively to their prosol Table linked values. 6 db = a factor 2.

1.4 Processing
The COSY experiment is an absolute value experiment — ngipbas required.

TOCSY, CLEAN-TOCSY, DIPSI2, NOESY, ROESY and ROESY 2 experiments are
phase sensitive experiments. These spectra sheytdsedbefor e using theabsl and
abs2 commands.



2.0 COSY Experimentsand Parameter Sets

2.1 awcosypr

2.2 awcosyprflprf2
2.3 awcosyprf2only
2.4 awcosyes

2.5 awcosyespr

2.6 awcosyesprflprf2



2.1 COSYPR with PR presaturation on F1

parameter setawcosypr (+ getprosol)
pulse programmecosygppr gf

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$WéH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (any number is OKDS = 2, 4 or 8.

PO = 6 degree excitation pulse time, typically use a@s90@ pulse.
D1 = presaturation time 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the jokecKgradients are OK.
ThePL9 prosol linked presaturation power level can beistéd if required.
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW!/(F1) = WDW(F2) = SINE

SSB(F2) = SSB(F1) =0
xfb, absl, abs2 sym
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COSY PR spectrum of quinine in &DMSO with the HOD line at 3.38 ppm suppressed.
The spectrum is centered at the O1 frequency afitbB line.




2.2 COSYPRF1PRF2 with PR presaturation on F1 and F2

parameter setawcosyprflprf2 (+ getprosol)
pulse programmeawcosyprf1prf2

Typeeda (enter) and ente8W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$éH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to be presaturated.

01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (any number is OKDS = 2, 4 or 8.

PO = 6 degree excitation pulse time, typically use a@&s90 pulse.
D1 = presaturation time 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the jokecKgradients are OK.

ThePL9 andPL 21 presaturation power levels can be adjusted ifiredu
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/(F1) = WDW(F2) = SINE
SSB(F2) = SSB(F1) =0
xfb, absl, abs2 sym
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COSYPRF1PRF2 spectrum of quinine in §DMSO with the HOD and DMSO lines at 3.38
ppm and 2.5 ppm suppressed. The spectrum is cdraktike O1 frequency of the HOD line.




2.3 COSYPRF20ONL Ywith PR presaturation on F2

parameter setawcosyprf2only (+ getprosol)
pulse programmeawcosyprf2only

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterOl1in Hz or ppm = the spectral window midpoint

andO2 (Hz) of the signal to be presaturatedhis order.

TD(F2) = 1K or 2K, TD(F1) = 128 - 256 (your choice).
NS = 2, 4, 8 (any number is OKDS =2, 4 or 8.
PO = 6 degree excitation pulse time, typically use a@&s90 pulse.
D1 = presaturation time 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the jokecKgradients are OK.

thePL 21 prosol linked presaturation power level can beistéd if required.

Setreceiver gain usingRGA (Important!).

Process with:SI(F2) = SI(F1) = 1K or 2K

WDW(F1) = WDW(F2) = SINE

SSB(F2) = SSB(F1) =0
xfb, absl, abs2 and optionallysym
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COSYPRF20ONLY spectrum of quinine in £DMSO with the HOD line at 3.38 ppm

presaturated at O2 on F2.




2.4 COSYESwith Excitation Sculpting on F1

parameter setawcosyes (+ getprosol)
pulse programmeawcosyes

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.

TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).
NS =2, 4, 8 (any number is OKDS = 2, 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the job.
Verify gradients are OK and thaa 2000 usec squal00.1000 shaped pulse is used.
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/(F1) = WDW(F2) = SINE
SSB(F2) = SSB(F1) =0

xfb, absl, abs2 and optionallysym
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COSYES spectrum of quinine in £DMSO with the HOD line at 3.38 ppm ES suppres3ée.
spectrum is centered at the O1 frequency of the HD




2.5 COSYESPR with Excitation Sculpting and CW presaturation on F1

parameter setawcosyespr (+ getprosol)
pulse programmeawcosyespr

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that

appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).
NS =1, 2, 4, 8 (any number is OKD)S = 2, 4 or 8.
D1 = presaturation time 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the job.
ThePL9 presaturation power level can be adjusted if megqui

Verify gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.

Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/(F1) = WDW(F2) = SINE
SSB(F2) = SSB(F1) =0
xfb, absl, abs2 and optionallysym
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COSYESPR spectrum of quinine in §DMSO with the HOD line at 3.38 ppm ES and PR

suppressed. The spectrum is centered at the Qdefney of the HOD line.




2.6 COSYESPRF1PRF2 with ESand PR presaturation on F1 and PR
presaturation on F2

parameter seawcosyesprflprf2 (+ getprosol)
pulse programmewcosyesprflprf2

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to bES + PR presaturated.
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).
NS =2, 4, 8 (any number is OKDS = 2, 4 or 8.
D1 = presaturation time 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the job.

ThePL9 andPL 21 presaturation power levels can be adjusted ifiredu

Verify gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/(F1) = WDW(F2) = SINE
SSB(F2) = SSB(F1) =0
xfb, absl, abs2 and optionallysym

COSYESPRFIPRF2 with ES and d CWpresat at O1 on F1 - : ; LE
and CWPRESAT atQ2 on F2 - : e
_ : : £
s s Ba
W T. e
- w .:-n ;? s 1l o
L ) '?"".' ST m .

.:.qén_. — =t

_ g s ! _ : :

- ] I

. T T - | T I. T | - T T .I | I. T T - | T I. T | - T T .I | I_

g 6 4 2 0 F2 [ppm]

COSYESPRF1PRF2 spectrum of quinine in §DMSO with the HOD line at 3.38 ppm ES and
PR suppressed and the DMSO line at 2.5 ppm PRtprated. The spectrum is centered at the
O1 frequency of the HOD line.



3.0 TOCSY Experimentsand Parameter Sets

3.1 awtocsypr

3.2 awtocsyprflprf2
3.3 awtocsyprf2only
3.4 awtocsyes

3.5 awtocsyespr

3.6 awtocsyesprflprf2



3.1 TOCSYPR with PR presaturation on F1

parameter setawtocsypr (+ getprosol)
pulse programmemlevphpr

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that

appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time= 80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.
ThePL9 presaturation power level can be adjusted if megqui
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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TOCSYPR spectrum of quinine in §DMSO with the HOD line at 3.38 ppm suppressed.

The spectrum is centered at the O1 frequency dfitbb line.




3.2 TOCSYPRF1PRF2 with PR presaturation on F1 and F2

parameter setawtocsyprflprf2 (+ getprosol)
pulse programmeawtocsyprflprf2

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$éH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to be presaturated.
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time= 80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.
ThePL9 andPL 21 presaturation power levels can be adjusted ifiredu
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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TOCSYPRF1PRF2 spectrum of quinine in DMSO with the HOD and DMSO lines at 3.38
ppm and 2.5 ppm suppressed. The spectrum is cdraktike O1 frequency of the HOD line.



3.3 TOCSYPRF20ONL Ywith PR presaturation on F2

parameter setawtocsyprf2only (+ getprosol)
pulse programmeawtocsyprf2only

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterOl1in Hz or ppm = the spectral window midpoint
andO2 (Hz) of the signal to be presaturatedhis order.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time =80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the jolbgaadients are OK.

ThePL 21 presaturation power level can be adjusted if megli
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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TOCSYPRF20NLY spectrum of quinine in §DMSO with the HOD line at 3.38 ppm

presaturated at O2 on F2.




3.4 TOCSYESwith Excitation Sculpting on F1

parameter setawtocsyes (+ getprosol)
pulse programmemlevesgpph

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = repetition time .5 sec or other time of your choice.

D9 = correlation time =80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.
Verify ES gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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3.5 TOCSYESPR with ESand PR presaturation on F1

parameter setawtocsyespr (+ getprosol)
pulse programmeawtocsyespr

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time= 80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.

ThePL9 presaturation power level can be adjusted if megqui

Verify ES gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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TOCSYESPR spectrum of quinine in @DMSO with the HOD line at 3.38 ppm ES and PR
suppressed. The spectrum is centered at the Qdefney of the HOD line.



3.6 TOCSYESPRF1PRF2 with ESand PR presaturation on F1 and PR
presaturation on F2

parameter setawtocsyesprflprf2 (+ getprosol)
pulse programme: awacsyesprflprf2

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$WéH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to bES + PR presaturated.
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time 80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.

ThePL9 andPL 21 presaturation power levels can be adjusted ifirequ

Verify ES gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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TOCSYESPRF1PRF2 spectrum of quinine in BDMSO with the HOD line at 3.38 ppm ES and
PR suppressed and the DMSO line at 2.5 ppm PRtprased. The spectrum is centered at the
O1 frequency of the HOD line.



4.0 CLEAN-TOCSY Experimentsand Parameter Sets

4.1 awcleantocsypr

4.2 awcleantocsyprflprf2
4.3 awcleantocsyprf2only
4.4 awcleantocsyes

4.5 awcleantocsyespr

4.6 awcleantocsyesprflprf2

aw coded variants of Brukehnlevpr experiment are prosol compatible and include:
(i) auto-calculation of d20 from the prosol table linkepb pulse time

(i) auto-calculation of L1 rounded off to the nearest whole number from a
requested9 spin lock time input as per a standard TOCSY drpant

(i) the setl9 time is displayed ag810 in the experiment'ased display
immediately below the requestidtime.

Bruker'sclmlevpr pp notes incorrectly include 2 x p17 pulses inrth@nual spin lock
time calculation formula. While p17 appears twicdruker'sTOCSY pp's it appears
only once in theiclmlev pp's.



4.1 CLEAN-TOCSYPR with PR presaturation on F1

parameter setawcleantocsypr (+ getprosol)
pulse programmeawclmlevpr

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time =80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.
ThePL9 presaturation power level can be adjusted if megqui
Check theD10 time derived from the request&® time is OK.
Setreceiver gain usingRGA (Important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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CLEANTOCSYPR spectrum of quinine in &#DMSO with the HOD line at 3.38 ppm
suppressed. The spectrum is centered at the Qdefney of the HOD line.




4.2 CLEAN-TOCSYPRF1PRF2 with PR presaturation on F1 and F2

parameter setawcleantocsyprflprf2 (+ getprosol)
pulse programmeawclmlevprflprf2

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to be presaturated.
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time= 80 msec or other time of your choice (8-240 msec).

Typeased (enter) and review parameters used in the job.

ThePL9 andPL 21 presaturation power levels can be adjusted ifiredu
Check theD10 time derived from the request&® time is OK.
Setrecelver gain usingRGA (Important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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CLEAN-TOCSYPRF1PRF2 spectrum of quinine in DMSO with the HOD and DMSO lines
at 3.38 ppm and 2.5 ppm suppressed. The spectroentsred at the O1 frequency of the HOD
line.
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4.3 CLEAN-TOCSYPRF20ONLY with PR presaturation on F2

parameter setawcleantocsyprf2only (+ getprosol)
pulse programmeawclmlevprf2only

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterOl1in Hz or ppm = the spectral window midpoint
andO2 (Hz) of the signal to be presaturatedhis order.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time =80 msec or other time of your choice (8-240 msec).

Typeased (enter) and review parameters used in the job.
ThePL 21 presaturation power level can be adjusted if megli
Check theD10 time derived from the request&® time is OK.
Setrecelver gain usingRGA (Important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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CLEAN-TOCSYPRF20NL Yspectrum of quinine in DMSO with the HOD line at 3.38 ppm

presaturated at O2 on F2.




4.4 CLEAN-TOCSYESwith Excitation Sculpting on F1

parameter setawcleantocsyes (+ getprosol)
pulse programmeawclimleves

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = repetition time =1.5ec or other time of your choice.

D9 = correlation time 80 msec msec or other time of your choice (8-240 msec)

Typeased (enter) and review parameters used in the job.

Check theD10 time derived from the request&® time is OK.

Verify ES gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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CLEAN-TOCSYES spectrum of quinine in £DMSO with the HOD line at 3.38 ppm ES

suppressed. The spectrum is centered at the Qdefney of the HOD line.
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4.5 CLEAN-TOCSYESPR with ES and PR presaturation on F1

parameter setawcleantocsyespr (+ getprosol)
pulse programmeawclmlevespr

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommendeld} = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time =80 msec or other time of your choice (8-240 msec).

Typeased (enter) and review parameters used in the job.

Check theD10 time derived from the request&® time is OK.

The PL9 presaturation power level can be adjusted if megli

Verify ES gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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CLEAN-TOCSYESPR spectrum of quinine in §DMSO with the HOD line at 3.38 ppm ES
and PR suppressed. The spectrum is centered @ttfrequency of the HOD line.




4.6 CLEAN-TOCSYESPRF1PRF2 with ESand PR presaturation on F1
and PR presaturation on F2

parameter setawcleantocsyesprflprf2 (+ getprosol)
pulse programmeawmlevesprflprf2

Typeeda (enter) and enté8W (F2) in ppm, note the spectral window Hz that

appears in th8WH(F2) box and copy and paste this value intoSihéH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to bES + PR presaturated.

O1 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =2, 4, 8 (multiple of 4 or 8 recommended} = 4 or 8

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time 80 msec or other time of your choice (8-240 msec).

Typeased (enter) and review parameters used in the job.
Check theD10 time derived from the request&® time is OK.
ThePL9 andPL 21 presaturation power levels can be adjusted ifiredu

Verify ES gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.

Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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CLEAN-TOCSYESPRF1PRF2 spectrum of quinine in §DMSO with the HOD line at 3.38
ppm ES and PR suppressed and the DMSO line ap2ndAiR presaturated. The spectrum is

centered at the O1 frequency of the HOD line.




5.0 DIPSI2 Experiments and Parameter Sets

5.1 awdipsi2pr

5.2 awdipsi2prflprf2
5.3 awdipsi2prf2only
5.4 awdipsi2es

5.5 awdipsi2espr

5.6 awdipsi2esprflprf2



5.1 DIPSI2PR with PR presaturation on F1

parameter setawdipsi2pr (+ getprosol)
pulse programmedipsi2phpr

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time =80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.
ThePL9 presaturation power level can be adjusted if megqui
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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DIPSI2PR spectrum of quinine in PDMSO with the HOD line at 3.38 ppm suppressed.

The spectrum is centered at the O1 frequency dfitbb line.




5.2 DIPSI2PRF1PRF2 with PR presaturation on F1 and F2

parameter setawdipsi2prflprf2 (+ getprosol)
pulse programmeawdipsi2prflprf2

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$WéH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to be presaturated.
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time 80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.
ThePL9 andPL 21 presaturation power levels can be adjusted ifiredu
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or XK
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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DIPSI 2PRF1PRF2 spectrum of quininein De-DM SO with the HOD and DMSO lines at 3.38
ppm and 2.5 ppm suppressed. The spectrum is cdraetike O1 frequency of the HOD line.




5.3 DIPSI2PRF20NLY with PR presaturation on F2

parameter setawdipsi2prf2only (+ getprosol)
pulse programmeawdipsi2pr 2only

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterOl1in Hz or ppm = the spectral window midpoint
andO2 (Hz) of the signal to be presaturatedhis order.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time= 80 msec or other time of your choice (6-240 msec)

Typeased (enter) and review parameters used in the jolrifywgradients are OK.

ThePL 21 presaturation power level can be adjusted if megli
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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DIPSI2PRF20NLY spectrum of quinine in &DMSO with the HOD line at 3.38 ppm
presaturated at O2 on F2.




5.4 DIPSI2ES with Excitation Sculpting on F1

parameter setawdipsi2es (+ getprosol)
pulse programmeawdipsi2es

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = repetition time .5 sec or other time of your choice.

D9 = correlation time =80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.
Verify ES gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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DIPSI2ES spectrum of quinine in §DMSO with the HOD line at 3.38 ppm ES suppressed.
The spectrum is centered at the O1 frequency dfitbb line.



5.5 DIPSI2ESPR with ESand PR presaturation on F1

parameter setawdipsi2espr (+ getprosol)
pulse programmeawdipsi 2espr

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$WéH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time= 80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.

ThePL9 presaturation power level can be adjusted if megqui

Verify ES gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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DIPSI2ESPR spectrum of quininein De-DM SO with the HOD line at 3.38 ppm ES and PR
suppressed. The spectrum is centered at the Qdefney of the HOD line.
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5.6 DIPSI2ESPRF1PRF2 with ESand PR presat on F1 and PR presat on F2

parameter setawdipsi2esprflprf2 (+ getprosol)
pulse programmeawdipsi2esprflprf2

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to bES + PR presaturated.
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

D9 = correlation time 80 msec or other time of your choice (6-240 msec).

Typeased (enter) and review parameters used in the job.

ThePL9 andPL 21 presaturation power levels can be adjusted ifiredu

Verify ES gradients are OK and that 2000 usec squal00.1000 shaped pulse is used.
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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DIPSI 2ESPRF1PRF2 spectrum of quininein De-DM SO with the HOD line at 3.38 ppm ES
and PR suppressed and the DMSO line at 2.5 ppmr&Rtpirated. The spectrum is centered at
the O1 frequency of the HOD line.



6.0 NOESY Experiments and Parameter Sets

6.1 awnoesypr

6.2 awnoesyprflprf2
6.3 awnoesyprf2only
6.4 awnoesyes

6.5 awnoesyespr

6.6 awnoesyesprflprf2



6.1 NOESYPR with PR presaturation on F1

parameter setawnoesypr (+ getprosol)
pulse programmeawnoesygppr

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that

appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.
D8 = NOE mixing time= 0.5 sec or other time of your choice.

Typeased (enter) and review parameters used in the jolcardk gradients are OK.

ThePL9 presaturation power level can be adjusted if megqui
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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NOESY PR spectrum of quinine in DMSO with the HOD line at 3.38 ppm suppressed.

The spectrum is centered at the O1 frequency dfitbb line.




6.2 NOESYPRF1PRF2 with PR presaturation on F1 and F2

parameter setawnoesyprflprf2 (+ getprosol)
pulse programmeawnoesygppr f1prf2

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to be presaturated.
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.
D8 = NOE mixing time =0.5 sec or other time of your choice.

Typeased (enter) and review parameters used in the jolcardk gradients are OK.
ThePL9 andPL 21 presaturation power levels can be adjusted ifiredu
Setreceiver gain usingRGA (important!).
Process with:SI(F2) = SI(F1) = 1K or 2K

WDW! (F1) = WDW(F2) = QSINE

SSB(F2) = SSB(F1) =2

xfb, absl, abs2 and optionallysyma
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NOESY PRF1PRF2 spectrum of quinine in ®DMSO with the HOD and DMSO lines at 3.38
ppm and 2.5 ppm suppressed. The spectrum is cdraktike O1 frequency of the HOD line.



6.3 NOESYPRF20ONLY with PR presaturation on F2

parameter setawnoesyprf2only (+ getprosol)
pulse programmeawnoesygpprf2only

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterOl1in Hz or ppm = the spectral window midpoint
andO2 (Hz) of the signal to be presaturatedhis order.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.
D8 = NOE mixing time =0.5 sec or other time of your choice.

Typeased (enter) and review parameters used in the jolbcardk gradients are OK.
ThePL 21 presaturation power level can be adjusted if megli
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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NOESYPRF20ONLY spectrum of quinine in DMSO with the HOD line at 3.38 ppm
presaturated at O2 on F2.



6.4 NOESYESwith Excitation Sculpting presaturation on F1

parameter setawnoesyes (+ getprosol)
pulse programmenoesyesgpph

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).
NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.
D1 = repetition time .5 sec or other time of your choice.

Typeased (enter) and review parameters used in the jolbcardk gradients are OK.
Verify that a2000 usec squal00.1000 shaped pulse is used.
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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NOESYES spectrum of quinine in §DMSO with the HOD line at 3.38 ppm ES suppressed.
The spectrum is centered at the O1 frequency dfitbb line.



6.5 NOESYESPR with ESand PR presaturation on F1

parameter setawnoesyespr (+ getprosol)
pulse programmeawnoesygpespr

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that

appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.
D8 = NOE mixing time= 0.5 sec or other time of your choice.

Typeased (enter) and review parameters used in the jolcardk gradients are OK.

ThePL9 presaturation power level can be adjusted if megqui
Verify that a2000 usec squal00.1000 shaped pulse is used.
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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NOESYESPR spectrum of quinine in &DMSO with the HOD line at 3.38 ppm ES and PR

suppressed. The spectrum is centered at the Qdefney of the HOD line.




6.6 NOESYESPRF1PRF2 with ESand PR presat on F1 and PR presat on F2

parameter setawnoesyesprflprf2 (+ getprosol)
pulse programme: aveesygpesprflprf2

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$éH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to bES + PR presaturated
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.
D8 (NOE mixing time)= 0.5 sec or other time of your choice.

Typeased (enter) and review parameters used in the jolcardk gradients are OK.
ThePL9 andPL 21 presaturation power levels can be adjusted ifiredu

Verify that a2000 usec squal00.1000 shaped pulse is used.

Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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NOESY ESPRF1PRF2 spectrum of quinine in DMSO with the HOD line at 3.38 ppm ES and
PR suppressed and the DMSO line at 2.5 ppm PRtprated. The spectrum is centered at the
O1 frequency of the HOD line.



7.0 ROESY Experiments and Parameter Sets

ROESY experimentswith CW spin lock

7.1 awroesypr
7.2 awroesyprflprf2
7.3 awroesyprf2only
7.4 awroesyes

7.5 awroesyespr
7.6 awroesyesprflprf2



7.1 ROESYPR with PR presaturation on F1 at O1

parameter setawroesypr (+ getprosol)
pulse programmer oesyphpr (with CW spin lock)

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$WéH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.

TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

P15 = spin lock time= 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the job.
ThePL9 presaturation power level can be adjusted if megqui
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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ROESY PR spectrum of quinine in DMSO with the HOD line at 3.38 ppm suppressed.

The spectrum is centered at the O1 frequency dfitbb line.




7.2 ROESYPRF1PRF2 with PR presaturation on F1 and F2

parameter setawroesyprflprf2 (+ getprosol)
pulse programmeawr oesyprflprf2 (with CW spin lock)

Typeeda (enter) and ente8W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$éH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to be presaturated.
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

P15 = spin lock time= 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the job.
ThePL9 andPL 21 presaturation power levels can be adjusted ifirequ
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma

b b L )

ROESYPRFIPRFZ with PR presaluration on F1 +F2 ' : : : L

0 F1[ppm]

B A - s ey 7 B ] Leg

O

| T T T ‘ T T T | T T T | T T T | T T T | T
8 6 2 0 F2 [ppm]

4
ROESYPRF1PRF2 spectrum of quininein De-DM SO with the HOD and DMSO lines at 3.38
ppm and 2.5 ppm suppressed. The spectrum is cdraetike O1 frequency of the HOD line.




7.3 ROESYPRF20ONLY with PR presaturation on F2

parameter setawr oesyprf2only (+ getprosol)
pulse programmeawr oesyprf2only (with CW spin lock)

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterOl1in Hz or ppm = the spectral window midpoint
andO2 (Hz) of the signal to be presaturatedhis order.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

P15 = spin lock time 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the jolcardk gradients are OK.

ThePL 21 presaturation power level can be adjusted if megli
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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ROESYPRF20ONLY spectrum of quininein De-DM SO with the HOD line at 3.38 ppm
presaturated at O2 on F2.




7.4 ROESYESwith Excitation Sculpting on F1

parameter setawroesyes (+ getprosol)
pulse programmer oesyesgpph (with CW spin lock)

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$WéH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = repetition time .5 sec or other time of your choice.

P15 = spin lock time= 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the jolcardk gradients are OK.
Verify that a2000 usec squal00.1000 shaped pulse is used.
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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ROESYES spectrum of quininein Ds-DM SO with the HOD line at 3.38 ppm ES suppressed.
The spectrum is centered at the O1 frequency dfitbb line.



7.5 ROESYESPR with ESand PR presaturation on F1

parameter setawroesyespr (+ getprosol)
pulse programmeawr oesyespr (with CW spin lock)

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$WéH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

P15 = CW spin lock time= 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the jolcardk gradients are OK.
ThePL9 presaturation power level can be adjusted if mequi

Verify that a2000 usec squal00.1000 shaped pulse is used.

Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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ROESYESPR spectrum of quininein De-DM SO with the HOD line at 3.38 ppm ES and PR
suppressed. The spectrum is centered at the Qdefney of the HOD line.



7.6 ROESYESPRF1PRF2 with ESand PR presat on F1 and PR presat on F2

parameter setawr oesyesprflprf2 (+ getprosol)
pulse programmeawr oesyesprflprf2 (with CW spin lock)

Typeeda (enter) and ente8W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to bES + PR presaturated
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

P15 = spin lock time= 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the jolcardk gradients are OK.
ThePL9 andPL 21 presaturation power levels can be adjusted ifirequ

Verify that a2000 usec squal00.1000 shaped pulse is used.

Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma

T T T T T T T T T T T T T T T T T T T T
8 1 4 2 4] F2 [ppm
ROESY ESPRF1PRF2 spectrum of quinine in De-DM SO with the HOD line at 3.38 ppm ES

and PR suppressed and the DMSO line at 2.5 ppiR {g&saturated. The spectrum is centered at

the O1 frequency of the HOD line.
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8.0 ROESY 2 Experimentsand Parameter Sets

ROESY 2 experiments with pulsed spin lock

8.1 awroesypr.2

8.2 awroesyprflprf2.2
8.3 awroesyprf2only.2
8.4 awroesyes.2

8.5 awroesyespr.2

8.6 awroesyesprflprf2.2



8.1 ROESY2PR with PR presaturation on F1 at O1

parameter setawr oesy2pr (+ getprosol)
pulse programmer oesyphpr.2 (with pulsed spin lock)

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$WéH (F1) box.

CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.

TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice

P15 = spin lock time= 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the job.
ThePL9 presaturation power level can be adjusted if megqui
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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ROESY 2PR spectrum of quininein Ds-DM SO with the HOD line at 3.38 ppm suppressed.

The spectrum is centered at the O1 frequency dfitbb line.




8.2 ROESY2PRF1PRF2 with PR presaturation on F1 and F2

parameter setawroesy2prflprf2 (+ getprosol)
pulse programmeawr oesy2prflprf2 (with pulsed spin lock)

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to be presaturated.
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

P15 = spin lock time= 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the job.
ThePL9 andPL 21 presaturation power levels can be adjusted ifirequ
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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ROESY 2PRF1PRF2 spectrum of quinine in De-DM SO with the HOD and DMSO lines at 3.38
ppm and 2.5 ppm suppressed. The spectrum is cdraetike O1 frequency of the HOD line.



8.3 ROESY2PRF20NLY with PR presaturation on F2

parameter setawroesy2prf2only (+ getprosol)
pulse programmeawr oesy2pr 2only (with pulsed spin lock)

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterOl1in Hz or ppm = the spectral window midpoint

andO2 (Hz) of the signal to be presaturatedhis order.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).
NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.
P15 = spin lock time 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the jolcardk gradients are OK.
ThePL 21 presaturation power level can be adjusted if megli
Setrecelver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K

WDW! (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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ROESY2PRF20NLY spectrum of quinine in HOMSO with the HOD line at 3.38 ppm
presaturated at O2 on F2




8.4 ROESY2ESwith Excitation Sculpting on F1

parameter setawr oesy2es (+ getprosol)
pulse programmer oesyesgpph.2 (with pulsed spin lock)

Typeeda (enter) and ente8W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$WéH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = repetition time =.5 sec or other time of your choice.

P15 = spin lock time= 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the jolcardk gradients are OK.
Verify that a2000 usec squal00.1000 shaped pulse is used.
Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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ROESY 2ES spectrum of quinine in &DMSO with the HOD line at 3.38 ppm ES suppressed.
The spectrum is centered at the O1 frequency dfitbb line.



8.5 ROESY2ESPR with ESand PR presaturation on F1

parameter setawr oesy2espr (+ getprosol)
pulse programmeawr oesy2espr (with pulsed spin lock)

Typeeda (enter) and ente8W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$téH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 in Hz of the signal to be presaturated.
01 = spectral window midpoint.
TypeO2 (return) and enter th®1 frequency in Hz as th®2 frequency.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

P15 = spin lock time= 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the jolcardk gradients are OK.
ThePL9 presaturation power level can be adjusted if megui

Verify that a2000 usec squal00.1000 shaped pulse is used.

Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW/ (F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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ROESY 2ESPR spectrum of quinine in §DMSO with the HOD line at 3.38 ppm ES and PR
suppressed. The spectrum is centered at the Qdefney of the HOD line.



8.6 ROESY2ESPRF1PRF2 with ESand PR presaturation on F1
and PR presaturation on F2

parameter setawr oesy2esprflprf2 (+ getprosol)
pulse programmeawr oesy2esprf1prf2 (with pulsed spin lock)

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$éH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

Typeeda (enter) and ente3W (F2) in ppm, note the spectral window Hz that
appears in th8WH(F2) box and copy and paste this value into$WéH (F1) box.
CheckSWH(F2) = SWH(F1) in Hz including all dp's.

EnterO1 andO2in Hz (in thisorder!) of the signals to bES + PR presaturated
01 = spectral window midpoint.

TD(F2) = 1K or 2K, TD(F1) = 128-256 (your choice).

NS =4, 8 (multiple of 4 or 8 recommende®$ = 4 or 8.

D1 = presaturation time 2 sec or other time of your choice.

P15 = spin lock time= 200000 or 250000 usec (200 or 250 msec).

Typeased (enter) and review parameters used in the jolcardk gradients are OK.
ThePL9 andPL 21 presaturation power levels can be adjusted ifiredu

Verify that a2000 usec squal00.1000 shaped pulse is used.

Setreceiver gain usingRGA (important!).

Process with:SI(F2) = SI(F1) = 1K or 2K
WDW!/(F1) = WDW(F2) = QSINE
SSB(F2) = SSB(F1) =2
xfb, absl, abs2 and optionallysyma
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ROESY 2ESPRF1PRF2 spectrum of quinine in §DMSO with the HOD line at 3.38 ppm ES
and PR suppressed and the DMSO line at 2.5 ppR jg&saturated. The spectrum is centered at
the O1 frequency of the HOD line.



