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HOISE standard deviations:
Realpart 337
Imagpart 354

Strychnine 500 N[Hz
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Data Processing

3 ) Meanlnewidth [points]:  3.89
Msan T2_star [1fpoints]: 0.0821
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Set Flags

i

Setup

PR

Width

1112
071
0,319
0001
0,565
0,408
0.945
0.965
2,013
1,042
0,840
2017
0.618
0417
1020
5,548
11851
1937

2,663

Height

Phase

1546.492  0.000

1233.905 0,000

1359.882 | 0.000

1.626
6,111
3.924
9.440
11.426
11.902
100025
11,906
12,782
13,582
17,598
4,119
6,141
3173
TETT
9.413

0,000
.EI.DEID
0,000
.EI.DEIIJ
.EI.DEIIJ
.EI.DEIIJ
0,000
.EI.DEID
.EI.DEID
.EI.DEID
0,000
.EI.DEID
.EI.DEID
lEI.DEID
0,000
lEI.DEID

3577443
0.008
27,539

71913
58,800
193.052

80,626
207,697

-59.16?
-63.?42
-2?4.454
.303.002
.119.811
.201.968

Area

13859.302

BETS5.516

12,807

84,195

59,248

Type
Compound

Compound

| Compound
| Compound

Compound

Campound

| Campound
| Compound

Campound

Compound

| Compound

| Compound

Compound

-Compound
| Compound
:Compound
.Compound
.Compound

Solvent

Flags

| None

Mone

Mone

- Wfealk
5 Wieak
. Wieak
el
- Wfealk
5 Wieak
- Wieak
| teal
- Wfealk
5 Wieak
- Wieak
| teal
-Weak + Lahile
EWeak + Labile
. Wieak
| teak
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Baseline correction
Linewidths regularization
Quantitation (better integrals)
Resolution enhancement
Peaks classification/selection
Etc ...
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Magnetic field inhomogeneity (shimming)

Magnetic field noise

Sample spinning

Sample temperature gradients (up to 0.01 ppm/deg)

FID weighting before FT (Voight and other profiles)

Distorsions due to Discrete Fourier Transform (cyclic condition)
Overlap of the miriads of transitions in coupled spin systems
Relaxation effects (e.g., methyl lines)

1.
2.
3.
4.
5.
6.
/.
8.
9

. Molecular dynamics effects (chemical exchange, limited mobility)
10. etc ...




1. Further suppression of residuals (flexible lineshape models)

2. Speed boost (particularly in the fitting step)

3. Extension to 2D spectra
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Generation of GSD peaks list: absolutely essential

Pruning of the GSD paeks list: eliminate solvent lines,
reference line, 13C satellites, impurities, etc.
This can be either manual or automatic

Detection and handling of possible labile proton peaks
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1. Conversion of mol script to a spin system graph

2. Prediction of the spin system parameters (shifts+J’s)
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Simple: 1 Mol against 1 spectrum

M Mols against a 1 spectrum

1 Mol against N spectra

1 spectrum against a database




Generation of a simulated spectrum (where needed)

Application of spectra comparison metrics (SCM):
BRP (Bodis,Ross,Pretch) and Stan’s (so far confidential)

SCM'’s applied to distinct regions

Automatic definition of coupling multiplets
SCM’s applied to distinct multiplets
Number-of-Nuclides tests on multiplet subsets
Etc ...







A scoring system combines results of many different tests,
each of which is by itself not decisive.

The single tests may have different significance which,
In addition, may correlate with the principle outcome

Each test generate a pair [probability, significance]

A scoring system is statistical and software construct
applicable well beyond the boundaries of NMR
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