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NMR Available Software (Commercially):

¢ TopSpin (Bruker): spectra processing, integration

¢ AMIX (Bruker): metabolite data library, binning

¢ WINNMR (Bruker): spectra processing, integration, structure elucidation
¢ NMR Suite (Chenomx): spectra processing

¢ Profiler (Chemomx): metabolite identification, binning

¢ MetaboAnalyst (U Alberta): webbased metabolomics software

¢ SIMCA-P (Umetrics): multivariate analyst
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Metabolite Identification

M Metabolic Profiler, version: Fri Mar 05 14:07:37 2004
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Integral List Date: 29.05.2013  Time: 16:20
File Name: e:\standa~111305n2a\1\FID.1R
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Start(ppm) Start(Hz)
41112 123389
3.9841 119575
3.8409 1152.78
3.6736 1102.57
3.5619 1069.03
3.3471 1004.57

3.1426 943.19
2.5706 771.52

2.258 677.69
1.6517 495.73

0.0987 29.63

End(ppm) End(Hz)

4.0126

3.8855

3.7116

3.5648

3.464

3.201

2.96
2.3537

2.0571

1.3953

-0.0437
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1113.97

1069.9

1039.65
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888.38
706.41

617.4

418.77

-13.12

Integral(nor
m)

979.93
1838.74
1963.78
2265.92
2109.94

1232.1

2987.35
2370.92

2348.64
3225.3

900

Integral(ab
s)

2.68E+06
5.03E+06
5.37E+06
6.20E+06
5.77E+06
3.37E+06

8.18E+06
6.49E+06

6.43E+06
8.83E+06

2.46E+06

Cof TSP

05102405
27mm

0.5438506

8
0.5092220
11
0.4413218
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0.4739471
26
0.4058112
17
0.5021172
61

0.4217772
0.4257783
23
0.4650730
16

0.470

0.0458336
61 mM
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1H-NMR on Prostate Cancer Biopsy o
(entire spectrum, SW 16ppm)
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Loadings plot example
For I/R Injury Model
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1D Presat
Prostate biopsy
3L-284mg/06mL D20

1H-NMR on Prostate Cancer Biopsy
(low field region, 5-9 ppm)
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1D Presat
Prostate biopsy
3t -284mg/ 0.6mL D20

1H-NMR on Prostate Cancer Biopsy
(aliphatic region, -1 to 5 ppm)
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Human CsA blood
EDTA ( cap tubes)

Human LTx blood
Citrate (blue cap tubes)

METHANOL???
¥

Citrate NMR Signals

Human RTx blood

Heparin (creen cap tubes)

Glutamate,
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AVANCE Ill: 500 MHz
cpmgpr 100ms (NS=128)
Vr=3502Hz T=276.2K

1H-MAS-NMR on 12 mg Liver Biopsy (HCC)

TSP

Representative urine spectrum (1D-1H-NMR)
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Representative 500 MHz *H-NMR spectrum of healthy human serum
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Numbers indicate the following metabolites: 1, imidazole; 2, urea; 3, D-glucose; 4, L-lactic
acid; 5, glycerol; 6, L-glutamine; 7, L-alanine; 8, DSS; 9, glycine; 10, L-glutamic acid; 11, L-
valine; 12, L-proline; 13, L-lysine; 14, L-histidine; 15, L-threonine; 16, propylene glycol; 17, L-
leucine; 18, L-tyrosine; 19, L-phenylalanine; 20, methanol; 21,creatinine; 22, 3-hydroxybutyric
acid; 23, ornithine; 24, L-isoleucine; 25, citric acid; 26, acetic acid; 27, carnitine; 28, 2-
hydroxybutyric acid; 29, creatine; 30, betaine; 31, formic acid; 32, isopropyl alcohol; 33,
pyruvic acid; 34, choline; 35, acetone; 36, glycerol.

Numbers indicate the following metabolites: 1, imidazole; 2, urea; 3, D-glucose; 4, L-lactic
acid; 5, glycerol; 6, L-glutamine; 7, L-alanine; 8, DSS; 9, glycine; 10, L-glutamic acid; 11, L-
valine; 12, L-proline; 13, L-lysine; 14, L-histidine; 15, L-threonine; 16, propylene glycol; 17, L-
leucine; 18, L-tyrosine; 19, L-phenylalanine; 20, methanol; 21,creatinine; 22, 3-hydroxybutyric
acid; 23, ornithine; 24, L-isoleucine; 25, citric acid; 26, acetic acid; 27, carnitine; 28, 2-
hydroxybutyric acid; 29, creatine; 30, betaine; 31, formic acid; 32, isopropyl alcohol; 33,
pyruvic acid; 34, choline; 35, acetone; 36, glycerol.
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Numbers indicate the following metabolites: 1, imidazole; 2, urea; 3, D-glucose; 14, L-

histidine; 18, L-tyrosine; 19, L-phenylalanine; 31, formic acid; SP: satellite peaks
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