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'H NMR Spectra on the AVII1HD-800

1.0 Introduction
aw codedH NMR parameter files generally use & pdlse for maximumH signal.

Best!H resolution is obtained usidgl andPK (or APK) processingET processing
does not apply a line broadening factef. or EFP processing applies a line broadening
factor LB).

Resolution enhancement uses negdtiBevalues. TryLB = -1.0 to -2.5 Hz witlGB =
0.33, andGFP processing. Remember to res& andGB to their normal values (0.1 to
0.3 and 0 respectively) aft&FP processing.

1.1 Presaturation Experiments

Continuous wave or excitation sculptured (ES) camiged to presaturatd NMR signals.
The simplest of these techniques is continuous \waegaturation.

CW presaturation power levels (db settings) can beeased or decreased by subtracting or
adding 3-12 db respectively. 6 db = a factor of 2.

TheES shaped pulse's excitation window can be decrdagedubling its shaped pulse time
from 2000 usec to 4000 usec and halving its poweadaling 6 db to that read in using the
getprosol command.

2.0 'H NMR experiments

2.1 *H NMR with a 30, 45 or 90 degree pulse

2.2 'H NMR with CW presaturation

2.3 'H NMR with dual CW presaturation

2.4 *H NMR with ES peak suppression

2.5 'H NMR with combined ES+ CW presaturation on F1

2.6 'H NMR with combined ES + CW presaturation on F1
and CW presaturation on F2

2.7 *H NMR with three peak ES + dual CW presaturation



2.1 *H NMR with a 30, 45 or 90 degree pulse

Parameter setsawproton30, awpr oton45, awpr oton90 (+ getprosol)
Pulse programmegg30, awzg45 or zg respectively

TD=128K,Sl =128 K
SW =20 ppm,O1P = 7.93 ppm.

D1 = 1.5 sec or other time of your choice.
NS = any numberDS= 2, 4 or 8.

Typeased (enter) and review parameters used in the job.
Setreceiver gain usingRGA (important!)

Process witlFT (no line broadening) deFP (appliesL B).
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2.2 'H NMR with CW presaturation

Parameter seaiwprotonpr (+ getprosol)
Pulse programmezgpr

TD =128 K,SI = 128 K.
SW =20 ppm.

01 = frequency in Hz of the F1 signal to be presdéada

= spectral window mid-point. Che8WV is wide enough.
PL9 =F1 presaturation power applied duribg.
D1 = 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the job.
Add (or subtract) 3-12 db 8L W9 to decrease (or increase) the presaturation power.
6 db = a factor of 2. A larger attenuatiottisg decreases the power level.

Setrecelver gain usingRGA (important!).

Process witlEFP (appliesL B).
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Lower: *H NMR spectrum of quinine in &DMSO.
Upper: '*H NMR spectrum with CW presaturation of the HODeliat 3.37 ppm.



2.3 'H NMR with dual CW presaturation

Parameter seawprotonprflprf2 (+ getprosol)
Pulse programmewpr otonprflprf2

TD =128 K,SI = 128 K.
SW =20 ppm.

01 = frequency in Hz of the F1 signal to be presdéada
= spectral window mid-point. Che&kV is wide enough.
02 = frequency in Hz of the F2 signal to be presdada

PL9 = F1 presaturation power applied duriDgy.
PL 21 = F2 presaturation power applied duriDd.
D1 = 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the job.
Add (or subtract) 3-12 db 8L 9 and/orPL 21 to decrease (or increase) the presaturation
power. 6 db = a factor of 2. A larger attenuasetting decreases the power level.

Setreceiver gain usingRGA (important!).

Process witleEFP (appliesL B).
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Lower: *H NMR spectrum of quinine in &DMSO.
Upper: *H NMR spectrum with CW presaturation of the HODB@Bppm) and
DMSO (2.5 ppm) lines.



2.4 *H NMR with ES peak suppression

Parameter setawprotones (+ getprosol)
Pulse programmeggesgp

TD =128 K,SI = 128 K.
SW =20 ppm.

01 = frequency in Hz of the F1 signal to be ES sugpged
= spectral window mid-point. Che&kV is wide enough.
D1 = 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the jolrify/gradients are OK.
CheckP12 = 2000 usecSPNAM 1 = squal00.1000.

Setrecelver gain usingRGA (important!).

Process witlEFP (appliesL B).
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Lower: *H NMR spectrum of quinine in &DMSO.
Upper: '*H NMR spectrum with ES suppression of the HOD &b&.37 ppm.




2.5 'H NMR with combined ES+ CW presaturation on F1

Parameter seaiwprotonespr (+ getprosol)
Pulse programmeswpr otonespr

TD =128 K,SI =128K..
SW =20 ppm.

01 = frequency in Hz of the F1 signal to be combia&i+ CW presaturated.
= spectral window mid-point. Check SW is aiighough.

PL9 = F1 presaturation power applied duriDgy.
D1 = 2 sec or other time of your choice.

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

CheckP12 = 2000 usec, SPNAM 1 = squal00.1000.
Setrecelver gain usingRGA (important!).

Process witleEFP (appliesL B).
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Lower: *H NMR spectrum of quinine in &DMSO.

Upper: *H NMR with combined ES + CW presaturation of theM{he at 3.37 ppm.




2.6 'H NMR with combined ES+CW presaturation on F1 + CW presaturation on F2
Parameter setwprotonesprflprf2 (+ getprosol)

Pulse programmeswpr otonesprf1prf2

TD =128 K,Sl =128 K.

SW =20 ppm.

01 = frequency in Hz of the F1 signal to be combi&&i+ CW suppressed
= spectral window mid-point. Check SW is wateugh.
02 = frequency in Hz of the F2 signal to be CW pressed.

PL9 = F1 presaturation power applied duriDgy.
PL 21 = F2 presaturation power applied duridd.
D1 = 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the jolrify/gradients are OK.
CheckP40 = 2000 usecSPNAM 10 = squal00.1000.

Setreceiver gain usingRGA (important!).

Process witleEFP (appliesL B).
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Lower: 'H NMR spectrum of quinine in &DMSO.
Upper: 'H NMR with combined ES + CW presaturation of the®{ine (3.37 ppm)
on F1 and the DMSO line (2.5 ppm) on F2.



2.7 *H NMR with three peak ES+ dual CW presaturation

Parameter setiwprotonesprflprf2 (+ getprosol)
Pulse programmeswpr otonespr f1prf2

TD =128 K,SI = 128 K.
SW =20 ppm.

01 = frequency in Hz of the F1 signal to be CW supgpeel
= spectral window mid-point. Check SW is wateugh.
O1* =frequency in Hz of the F1 signal to be ES sugpged.
SPOFFS10 = (O1*-01) Hz. ESoffset from O1 maybe a positive of negative value.
02 = frequency in Hz of the F2 signal to be CW pressed

PL9 = F1 presaturation power applied duridg (typically around 55 db).
PL 21 = F2 presaturation power applied duridg (typically around 55 db).
D1 = 2 sec or other time of your choice.

Typeased (enter) and review parameters used in the jolrify/gradients are OK.
CheckP40 = 2000 usec, SPNAM 10 = squal00.1000.

Setreceiver gain usingRGA (important!).

Process witleEFP (appliesL B).
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Lower: *H NMR spectrum of quinine in &DMSO.

Upper: *H NMR with CW presaturation on F1 of quinine’s Ogsignal (3.89 ppm),
offset ES suppression of the HOD line (3.37 ppmg CW presaturation on
F2 of the DMSO signal (2.5 ppm).



