
Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Trimethylamine/Propylamine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Urea



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Ethanolamine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

10000

20000

30000

40000

int

Glycine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

4.0e+07

8.0e+07

1.2e+08

1.6e+08
int

Trimethylamine N−oxide



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Trimethylamine N−oxide, 2H9



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

2e+05

4e+05

6e+05

8e+05
int

beta−Alanine/L−Alanine/Sarcosine



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

13 15 17
rt

m
z

8000

10000

12000

14000

16000
int

L−Alanine, 2H3



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

400000

800000

1200000

1600000

int

4−Aminobutyric acid/Dimethylglycine



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

5.0e+06

1.0e+07

1.5e+07

2.0e+07

int

Choline



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5.0 7.5 10.0 12.5
rt

m
z

20000

40000

60000

int

L−Serine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

11.50 11.55 11.60
rt

m
z

10000

15000

20000

25000

int

Hypotaurine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

1e+06

2e+06

3e+06

4e+06
int

Cytosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

50000

100000

150000

200000

250000
int

Creatinine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

1e+06

2e+06

3e+06

int

L−Proline



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Cytosine, 13C2, 15N3



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

17.500 17.525 17.550 17.575
rt

m
z

5073.33

int

Homocysteine thiolactone



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

1e+08

2e+08

3e+08
int

Glycine betaine/L−Valine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

20000

40000

60000

int

L−Homoserine/L−Threonine



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

8.5 9.0 9.5 10.0 10.5
rt

m
z

2500000

5000000

7500000

int

Dimethylsulfonioacetate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

4 8 12
rt

m
z

5000

7500

10000

12500

15000

int

L−Cysteine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

50000

100000

150000

200000

int

Phenylethylamine



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

9.0 9.5 10.0
rt

m
z

1e+06

2e+06

3e+06

int

L−Proline, 2H7



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

2 3 4 5 6
rt

m
z

1e+05

2e+05

3e+05

int

Nicotinic acid/Picolinic acid



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

2 4 6 8
rt

m
z

6000

6500

7000

7500

8000

8500

int

Glycine betaine, 13C5, 15N



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

11.2 11.4 11.6
rt

m
z

1e+05

2e+05

3e+05

4e+05

int

Taurine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

30000

60000

90000

int

5−Methylcytosine



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

10.0 12.5 15.0 17.5
rt

m
z

1e+05

2e+05

3e+05

4e+05

int

L−Valine, 2H8



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

5e+04

1e+05

int

Thymine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

5e+04

1e+05

int

Melamine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

500000

1000000

1500000
int

5−Oxoproline



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

50000

100000

150000

200000
int

Pipecolic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

10000

20000

30000

int

Hydroxyproline



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

5.0e+06

1.0e+07

1.5e+07

2.0e+07

2.5e+07

int

Creatine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

1e+07

2e+07

int

beta−Alaninebetaine/L−Isoleucine/L−Leucine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

20000

40000

60000

80000

int

L−Asparagine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

5000

10000

15000

int

L−Ornithine



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

7 8 9 10
rt

m
z

1e+05

2e+05

3e+05

4e+05

int

L−Isoleucine, 15N



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

12.8 13.0 13.2
rt

m
z

40000

80000

120000

int

L−Aspartic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

7.5 10.0 12.5 15.0 17.5
rt

m
z

5.0e+06

1.0e+07

1.5e+07

2.0e+07

2.5e+07

int

Dimethylsulfoniopropionate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

3.80 3.84 3.88
rt

m
z

4400

4800

5200

5600

int

L−Homocysteine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

2e+06

4e+06

6e+06

int

Adenine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

4 6 8 10
rt

m
z

5e+05

1e+06

int

Allopurinol/Hypoxanthine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

5.0e+06

1.0e+07

1.5e+07

int

Homarine/Trigonelline



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Adenine, 15N2



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

2e+05

4e+05

6e+05

int

Urocanic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10
rt

m
z

10000

20000

30000

int

N−Methyltaurine



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Homarine, 2H3



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

500000

1000000

1500000

2000000

int

Ectoine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

1e+06

2e+06

3e+06

int

Proline betaine



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

1e+06

2e+06

3e+06

4e+06

int

(3−Carboxypropyl)trimethylammonium/Acetylcholine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

500000

1000000

1500000

2000000

int

L−Glutamine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

20000

40000

60000

int

L−Lysine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15
rt

m
z

1e+06

2e+06

3e+06

int

beta−Glutamic acid/L−Glutamic acid/O−Acetyl−L−serine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

1e+06

2e+06

3e+06

int

Hydroxyisoleucine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

7.6 7.8 8.0
rt

m
z

30000

60000

90000

int

L−Methionine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

30000

60000

90000

int

N6−Methyladenine



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

2 4 6 8 10
rt

m
z

25000

50000

75000

100000
int

Dimethylsulfoxonium propionate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15
rt

m
z

4.0e+06

8.0e+06

1.2e+07

1.6e+07
int

Guanine



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

250000

500000

750000

int

L−Methionine, 2H3



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

10.350 10.375 10.400 10.425
rt

m
z

5136.716

int

L−Cysteinesulfinic acid



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

7.5 10.0 12.5 15.0
rt

m
z

20000

40000

60000

int

Guanine, 13C, 15N2



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

50000

100000

150000

200000
int

L−Histidine



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

12 14 16
rt

m
z

300000

600000

900000

1200000
int

L−Histidine, 15N



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15
rt

m
z

2e+05

4e+05

6e+05

int

5−Hydroxyectoine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

1e+06

2e+06

3e+06

4e+06

int

Betonicine/Turicine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

4 8 12
rt

m
z

10000

20000

30000

40000

50000

60000
int

(R)−2−(Methylamino)pentanedioic acid/L−2−Aminoadipic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15
rt

m
z

3.0e+06

6.0e+06

9.0e+06

1.2e+07
int

Carnitine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5.050 5.075 5.100 5.125
rt

m
z

4593.945

int

L−Hydroxylysine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

4 6 8 10
rt

m
z

10000

20000

30000

int

L−Methionine S−oxide



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

2e+05

4e+05

6e+05

int

Ethyl aminobenzoate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

5000

7500

10000

12500

15000

int

Hordenine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

2,3−Pyridinedicarboxylic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

5e+04

1e+05

int

Taurocyamine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

18.0 18.5 19.0 19.5
rt

m
z

1e+05

2e+05

3e+05

4e+05

5e+05

int

L−Arginine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Succinylglycine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

12.00 12.25 12.50
rt

m
z

25000

50000

75000

int

Citrulline



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

7 8 9 10
rt

m
z

1e+06

2e+06

3e+06

int

Arsenobetaine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

L−Cysteinylglycine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

10 12 14 16
rt

m
z

1e+06

2e+06

3e+06

4e+06
int

Gonyol



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

11.64 11.65 11.66
rt

m
z

7000

7500

8000

8500

9000

int

Glucosamine



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Arsenobetaine, 13C2



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

50000

100000

150000

200000

int

L−Tyrosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

6.7 6.8 6.9 7.0 7.1 7.2
rt

m
z

50000

100000

150000

int

Choline sulfate



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

10 15 20
rt

m
z

50000

100000

150000

200000

int

Phosphocholine



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

2.5 5.0 7.5 10.0
rt

m
z

6000

8000

10000

int

L−Arginine, 13C6, 15N4



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15
rt

m
z

1e+06

2e+06

3e+06

int

N6−Acetyl−L−lysine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

20000

40000

60000

int

N6,N6,N6−Trimethyl−L−lysine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

2.5 5.0 7.5 10.0 12.5
rt

m
z

10000

15000

20000

25000

int

N−Acetyl−L−glutamic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

250000

500000

750000

1000000

int

O−Acetylcarnitine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15
rt

m
z

1e+05

2e+05

int

Dexpanthenol



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

4 6 8 10
rt

m
z

10000

15000

20000

int

L−Kynurenine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15
rt

m
z

1e+05

2e+05

3e+05

int

O−Propionylcarnitine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

13.0 13.5 14.0 14.5
rt

m
z

7000

8000

9000

10000

int

O−Succinylhomoserine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

4 5 6 7 8 9
rt

m
z

8000

10000

12000

int

N−Acetyl−D−glucosamine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

13.5 14.0 14.5 15.0
rt

m
z

6800

6900

7000

7100

int

L−Cystathionine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Carnosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

8 9 10 11
rt

m
z

10000

15000

20000

25000

int

Ergothioneine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

3 6 9
rt

m
z

10000

20000

30000

int

Butyrylcarnitine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

L−Cystine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Anserine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

8.0 8.1 8.2 8.3 8.4
rt

m
z

30000

60000

90000

int

Cytidine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

2.5 5.0 7.5 10.0 12.5
rt

m
z

50000

100000

150000

200000

250000

int

Muramic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

3.2 3.6 4.0
rt

m
z

50000

100000

150000

200000

250000

int

Deoxyadenosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

10.2 10.3 10.4 10.5
rt

m
z

10000

15000

20000

25000

30000
int

2−O−alpha−D−Glucosylglycerol



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

7.5 10.0 12.5
rt

m
z

1e+06

2e+06

int

Glycerophosphocholine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

14.650 14.675 14.700 14.725
rt

m
z

10531.21

int

2−Heptyl−3−hydroxy−quinolone



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

7.02 7.04 7.06 7.08 7.10
rt

m
z

9284.032

int

O−Methylmalonyl−L−carnitine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

4 8 12 16
rt

m
z

500000

1000000

1500000

int

Adenosine/Deoxyguanosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

L−Homocystine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 6 7 8
rt

m
z

5e+04

1e+05

int

Inosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

9.1 9.2 9.3 9.4
rt

m
z

10000

20000

30000

40000

50000

int

Guanosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

11.58 11.59 11.60 11.61 11.62
rt

m
z

8500

9000

9500

10000

10500

int

Ophthalmic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

L−Arginosuccinic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

N−Acetylmuramic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

9.875 9.900 9.925 9.950
rt

m
z

7500

7750

8000

8250

int

Glutamylphenylalanine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

16.20 16.24 16.28
rt

m
z

9000

10000

11000

12000

int

Glutathione



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

1.86 1.88 1.90 1.92 1.94
rt

m
z

5685.015

int

S−Farnesyl−L−cysteine methyl ester



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Lactose



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Thiamine monophosphate



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

10.2 10.4 10.6 10.8
rt

m
z

7500

8000

8500

int

Cys−Gly, oxidized



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

3 6 9 12
rt

m
z

10000

15000

20000

25000

30000
int

S−Adenosylhomocysteine



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

6 8 10 12 14 16
rt

m
z

1e+05

2e+05

3e+05

4e+05

5e+05

6e+05
int

S−Adenosylmethionine



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Thiamine diphosphate



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

9.83 9.85 9.87 9.89 9.91
rt

m
z

6767.51

int

Chitobiose



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Riboflavin−5−phosphate



Old

New

Average−1ppm+1ppm−5ppm+5ppm

rt

m
z

Sodium taurocholate



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Glutathione disulfide



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Nitrate, 15N



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Oxalic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Methylphosphonic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

3 4 5 6 7 8
rt

m
z

44000

44500

45000

int

Succinic semialdehyde



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

11 12 13 14 15
rt

m
z

10000

20000

30000

40000

50000

60000
int

Ethanesulfonic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

10.0 12.5 15.0 17.5 20.0
rt

m
z

20000

30000

40000

50000

60000

int

Cytosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

50000

100000

150000
int

Uracil



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Creatinine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

25000

50000

75000

int

Fumaric acid



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Uracil, 15N2, 2H2



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

8.30 8.32 8.34 8.36 8.38
rt

m
z

58246.48

int

Acetylglycine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

40000

80000

120000

160000
int

Succinic acid



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Succinic acid, 2H4



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

40000

80000

120000

int

Erythritol



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

1−Propanesulfonate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

11.1 11.2 11.3 11.4 11.5 11.6
rt

m
z

400000

800000

1200000

1600000
int

Taurine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

3 4 5 6 7 8
rt

m
z

500000

1000000

1500000

2000000

int

Isethionic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

40000

80000

120000

160000
int

Thymine



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Isethionic acid, 13C2



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Taurine, 2H4



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

250000

500000

750000

1000000
int

5−Oxoproline



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Pipecolic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

40000

80000

120000

160000

int

Itaconic acid



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

7.48 7.50 7.52 7.54 7.56
rt

m
z

44791.36

int

Thymine, 2H4



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Propionylglycine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

10 12 14
rt

m
z

2e+05

4e+05

6e+05

int

Malic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15
rt

m
z

250000

500000

750000

1000000
int

Adenine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

2 4 6 8 10
rt

m
z

20000

30000

40000

50000

60000

70000
int

Threonic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

60000

80000

100000

120000

int

Allopurinol/Hypoxanthine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10
rt

m
z

50000

100000

150000

200000

int

Salicylic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

2e+05

4e+05

6e+05

int

Urocanic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

9.100 9.125 9.150 9.175
rt

m
z

56569.03

int

3−Aminopropanesulfonate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

11.250 11.275 11.300 11.325
rt

m
z

46835.08

int

Sulfoacetic acid



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Sodium 2−mercaptoethanesulfonate



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

15 16 17 18
rt

m
z

1e+05

2e+05

3e+05

int

Sulfoacetic acid, 13C2



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

9.32 9.33 9.34
rt

m
z

46000

46200

46400

46600
int

Ectoine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Butyrylglycine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

6 8 10 12
rt

m
z

50000

60000

70000

80000

int

2−Ketoglutaric acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Indole−3−carbinol



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5.175 5.200 5.225 5.250
rt

m
z

47809.33

int

Hydroxyisoleucine



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

2−keto−4−methylthiobutyric acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

2−Hydroxy−4−(methylthio)butyric acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

8.2 8.3 8.4 8.5 8.6
rt

m
z

400000

800000

1200000

1600000
int

Guanine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

7.5 8.5 9.5 10.5
rt

m
z

25000

50000

75000

100000

int

L−Cysteinesulfinic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

2,5−Dihydroxybenzoic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

10.25 10.50 10.75 11.00
rt

m
z

20000

40000

60000

int

Cysteinolic acid/Amino hydroxypropanesulfonate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

8.0 8.5 9.0 9.5 10.0 10.5
rt

m
z

1e+05

2e+05

3e+05

4e+05

5e+05

int

(R)−2,3−Dihydroxypropane−1−sulfonate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

12.3 12.6 12.9 13.2
rt

m
z

50000

60000

70000

80000
int

Orotic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Allantoin



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

13.800 13.825 13.850 13.875
rt

m
z

45842.9

int

(R)−2−(Methylamino)pentanedioic acid/L−2−Aminoadipic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

16.200 16.225 16.250 16.275
rt

m
z

51402.98

int

N−Acetyltaurine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Taurocyamine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

18.38 18.40 18.42 18.44 18.46
rt

m
z

46639.91

int

3−Sulfopyruvic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Phosphoenolpyruvic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

L−Cysteic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

14.475 14.500 14.525 14.550
rt

m
z

61035.95

int

3−Sulfolactate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Dihydroxyacetone phosphate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

11.5 12.0 12.5 13.0
rt

m
z

40000

44000

48000

52000

int

Glycerophosphoric acid



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

4 6 8 10 12
rt

m
z

1e+05

2e+05

3e+05

int

L−Cysteic acid, 2H3



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

14.50 14.52 14.54 14.56 14.58
rt

m
z

3e+05

6e+05

9e+05

int

3−Sulfolactate, 13C3



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5.0 7.5 10.0 12.5 15.0
rt

m
z

60000

80000

100000

120000

140000
int

Sulfanilic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

cis−Aconitic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10 15 20
rt

m
z

20000

40000

60000

int

Shikimic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Ethyl dihydroxybenzoate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

10.1 10.2 10.3 10.4 10.5
rt

m
z

15000

20000

25000

30000

int

Mannitol



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Choline sulfate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

3−Phosphoglycerate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

12.325 12.350 12.375 12.400
rt

m
z

47340.7

int

N−Acetyl−L−glutamic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Citric acid/Isocitric acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

1.62 1.64 1.66 1.68 1.70
rt

m
z

51643.81

int

D−Gluconic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Indolepyruvic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Lipoic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

O−Succinylhomoserine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Carnosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

19.600 19.625 19.650 19.675
rt

m
z

45267.73

int

D−Ribose 5−phosphate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 10
rt

m
z

20000

30000

40000

50000

60000

int

Anserine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Thymidine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

8.12 8.13 8.14 8.15
rt

m
z

55100

55150

55200

int

Cytidine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Sulfoquinovose



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5.6 5.7 5.8 5.9
rt

m
z

60000

70000

80000

90000

100000

110000

int

Uridine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

D−Fructose 6−phosphate/D−Glucose 1−phosphate/D−Glucose 6−phosphate



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 6 7
rt

m
z

45000

50000

55000

60000

65000

int

Adenosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

5 6 7
rt

m
z

45000

50000

55000

60000

65000

int

Deoxyguanosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

8 9 10 11 12
rt

m
z

500000

1000000

1500000

2000000

int

Inosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

9.18 9.19 9.20 9.21 9.22
rt

m
z

65000

70000

75000

80000

int

Guanosine



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

N−Acetylmuramic acid



Old

New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Glutamylphenylalanine



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

19.18 19.20 19.22 19.24 19.26
rt

m
z

46767.97

int

3',5'−Cyclic AMP



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

11.50 11.75 12.00 12.25 12.50
rt

m
z

1e+05

2e+05

3e+05

4e+05

5e+05

int

Lactose/Maltose/Sucrose/Trehalose



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

3',5'−Cyclic GMP



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

12.2 12.3 12.4 12.5
rt

m
z

60000

90000

120000

150000

180000
int

Adenosine monophosphate



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

12.0 12.5 13.0 13.5 14.0
rt

m
z

250000

500000

750000

int

Adenosine monophosphate, 15N5



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

7 8 9 10 11 12
rt

m
z

500000

1000000

1500000

int

Sucrose, 13C12/Trehalose, 13C12



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Guanosine monophosphate



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

14.5 15.0 15.5 16.0 16.5
rt

m
z

50000

70000

90000

110000

int

Guanosine monophosphate, 15N5



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Adenosine diphosphate



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Riboflavin−5−phosphate



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

13.23 13.25 13.27 13.29 13.31
rt

m
z

55928.9

int

Maltotriose



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Adenosine triphosphate



Old

New

Average−1ppm+1ppm−5ppm+5ppm

rt

m
z

Sodium taurocholate



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

10.875 10.900 10.925 10.950
rt

m
z

14700

14800

14900

15000
int

Guanosine triphosphate



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

UDP−glucose



Old

New
Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

UDP−N−acetylglucosamine



Old
New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

NAD



Old
New

Average

−1ppm

+1ppm

−5ppm

+5ppm

12.925 12.950 12.975 13.000
rt

m
z

50519.9

int

NADH



Old
New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Maltotetraose



Old
New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

3',5'−Cyclic diGMP



Old

New

Average−1ppm+1ppm−5ppm+5ppm

14.38 14.40 14.42 14.44 14.46
rt

m
z

66980.77

int

NADP



OldNewAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

NADPH



Old
NewAverage

−1ppm

+1ppm

−5ppm

+5ppm

18.950 18.975 19.000 19.025
rt

m
z

57413.01

int

Flavin adenine dinucleotide



Old
New

Average

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Acetyl−CoA



OldAverage

−1ppm

+1ppm

−5ppm

+5ppm

10.7 10.8 10.9 11.0 11.1
rt

m
z

20000

25000

30000

35000

40000

45000

int

Acetyl−CoA, 13C2



Old
NewAverage

−1ppm

+1ppm

−5ppm

+5ppm

rt

m
z

Propionyl−CoA



834.130

834.132

834.134

834.136

834.138

rt

m
z

Crotonoyl−CoA



850.126

850.128

850.130

850.132

rt

m
z

Acetoacetyl−CoA



852.1050

852.1075

852.1100

852.1125

rt

m
z

Malonyl−CoA



852.1400

852.1425

852.1450

852.1475

rt

m
z

(S)−3−Hydroxybutyryl−CoA



866.120

866.122

866.124

866.126

866.128

rt

m
z

D−Methylmalonyl−CoA/Succinyl−CoA


