
 

 

 

Table II. Compounds identified using 
13
C-HSQC spectra. Compounds in the left column (blue 

header) are identified in the filtered plasma sample and compounds in the right column (purple 

header) are identified in the D2O diluted sample. The asterisk (*) in a middle column indicates a 

compound that is not identified in the opposite sample set. 

 

 

Compound 

Number Filtered plasma 

HSQC data referenced to 

TMSP       Diluted plasma 

HSQC data referenced to 

D2O 

  Molecule 13C 1H multiplicity Molecule 13C 1H multiplicity 

1 1,3 diaminopropane  39.22 3.15 t *   

2 1,5 anhydrosorbitol 71.63 3.28 s 1,5 anhydrosorbitol 68.87 3.21 s 

  1,5 anhydrosorbitol 83.19 3.36 m 1,5 anhydrosorbitol 69.74 3.29 m 

  1,5 anhydrosorbitol 72.50 3.36 m 1,5 anhydrosorbitol 80.29 3.29 m 

  1,5 anhydrosorbitol 80.34 3.44 m 1,5 anhydrosorbitol 77.52 3.37 m 

  1,5 anhydrosorbitol 72.35 3.60 m 1,5 anhydrosorbitol 69.23 3.51 m 

  1,5 anhydrosorbitol 63.86 3.70 dd 1,5 anhydrosorbitol 60.89 3.81 dd 

  1,5 anhydrosorbitol 63.80 3.87 d 1,5 anhydrosorbitol 68.78 3.92 dd 

  1,5 anhydrosorbitol 71.53 3.99 dd   

3 2-hydroxybutyrate 11.48 0.90 t *         

  2-hydroxybutyrate 26.89 1.64 m *         

4 3-hydroxybutyrate 24.71 1.20 d 3-hydroxybutyrate 21.82 1.14 d 

  3-hydroxybutyrate 49.35 2.31 m 3-hydroxybutyrate 65.62 4.09 m 

  3-hydroxybutyrate 49.40 2.41 m   

  3-hydroxybutyrate 68.54 4.15 m   

5 Acetate 26.03 1.92 s acetate  23.25 1.85 s 

6 Acetoacetate 33.19 2.24 s Acetoacetate 30.19 2.17 s 

7 Acetone 32.20 2.22 s *         

8 a-glucose 74.37 3.54 m a-glucose 69.51 3.35 m 

  a-glucose 75.58 3.72 m a-glucose 71.45 3.47 m 

  a-glucose 63.31 3.74 m a-glucose 72.69 3.65 m 

  a-glucose 63.41 3.77 m a-glucose 60.67 3.70 m 

  a-glucose 74.32 3.84 m a-glucose 60.60 3.78 m 

  a-glucose 63.44 3.84 m a-glucose 91.88 5.17 d 

  a-glucose 94.80 5.24 d   

9 L-alanine 19.23 1.47 d L-alanine 16.18 1.42 d 

  L-alanine 53.44 3.76 q L-alanine 50.53 3.71 q 

10 L-arginine 43.49 3.24 t L-arginine 40.54 3.18 t 

11 Betaine 56.22 3.27 s Betaine 53.30 3.20 s 

  Betaine 69.04 3.91 s Betaine 66.12 3.84 s 

12 B-glucose 77.01 3.25 m B-glucose 74.10 3.18 m 

  B-glucose 72.49 3.41 m B-glucose 69.51 3.32 m 

  B-glucose 78.75 3.47 m B-glucose 75.90 3.40 m 

  B-glucose 63.56 3.90 m B-glucose 75.82 3.43 m 

  B-glucose 98.77 4.65 d B-glucose 60.76 3.66 m 

  B-glucose 60.78 3.84 m 

  B-glucose 95.87 4.58 d 



13 Canavanine 32.88 2.22 m *         

14 L-carnitine 45.72 2.44 dd *   

  L-carnitine 56.93 3.23 s *   

15         * Cholesterol 22.46 0.79 d 

          * Cholesterol 13.95 0.81 d 

          * Cholesterol 18.51 0.88 s 

16 Choline 56.63 3.21 s Choline 53.89 3.15 s 

  Choline 65.71 3.61 dd 

  Choline 55.55 4.00 ddd 

17 L-citrulline 31.41 1.85 m *         

  L-citrulline 42.25 3.14 q *         

  L-citrulline 57.51 3.65 dd *         

18 creatine (bmrb) 39.81 3.04 s Creatine 36.89 2.98 s 

  creatine (bmrb) 56.71 3.94 s Creatine 53.79 3.87 s 

19 Creatinine 33.03 3.05 s Creatinine 30.16 2.98 s 

  Creatinine 59.28 4.06 s Creatinine 56.35 3.99 s 

20 L-cysteine 32.03 3.05 m *   

  L-cysteine 59.27 3.95 dd *   

21         * ethanol  16.84 1.12 t 

          * Ethanol 57.41 3.60 q 

22 L-fucose 75.45 3.42 dd L-fucose 71.42 3.70 m 

  L-fucose 75.24 3.63 dd   

23 glucuronic acid 78.51 3.25 t glucuronic acid 75.69 3.18 t 

  glucuronic acid 77.01 3.50 m glucuronic acid 74.20 3.43 m 

  glucuronic acid 75.52 3.54 dd glucuronic acid 72.74 3.47 dd 

  glucuronic acid 78.80 3.73 m glucuronic acid 71.46 3.66 m 

  glucuronic acid 75.02 4.07 d glucuronic acid 75.90 3.67 d 

24 L-glutamate 30.25 2.07 m L-glutamate 33.60 2.31 m 

  L-glutamate 36.50 2.34 m   

  L-glutamate 33.99 2.42 m   

25         * L-glutamine 26.46 2.06 m 

          * L-glutamine 30.86 2.38 m 

          * L-glutamine 54.32 3.68 t 

26 Glycerol 65.27 3.57 m Glycerol 62.44 3.50 m 

  Glycerol 65.33 3.66 m Glycerol 62.44 3.59 m 

  Glycerol 74.98 3.79 tt Glycerol 72.03 3.72 tt 

27 L-glycine 44.62 3.53 s L-glycine 41.54 3.49 s 

28 Glycogen 74.46 3.66 m *   

29         * glycoproteins NAG+NANA 22.25 2.00 s 

30         * Glycoprotein 40.17 2.62   

31 L-histidine 138.78 7.72 d *   

32 L-isoleucine 13.97 0.94 t L-isoleucine  11.06 0.88 t 

  L-isoleucine 17.66 1.01 d L-isoleucine  14.66 0.95 d 

  L-isoleucine 39.05 1.96 m L-isoleucine  59.67 3.60 d 

  L-isoleucine 63.31 3.65 d         

33 L-lactate 22.99 1.33 dd L-lactate 20.02 1.27 dd 

  L-lactate 71.37 4.11 q L-lactate 68.36 4.04 q 

34 L-leucine 23.76 0.95 d L-leucine  20.81 0.89 d 

  L-leucine 24.94 0.97 d L-leucine  22.05 0.90 d 



  L-leucine 43.13 1.71 m L-leucine  40.07 1.66 m 

  L-leucine 27.05 1.72 m         

35 * lipid CH3CH2CH2(CH2)n 31.64 1.20 m 

  * lipid CH3CH2(CH2)n 22.55 1.22 m 

  * lipid (CH2)n 29.37 1.23 m 

  * lipid CH2CH2CO 24.75 1.51 m 

  * lipid CH2CH2CH= 26.30 1.65 m 

  * lipid CH2CH= 27.04 1.95 m 

  * lipid CH2CO 33.60 2.18 m 

  * lipid =CHCH2CH= 25.47 2.68 m 

  * lipid (choline) 59.49 4.25 m 

36 L-lysine 24.32 1.45 m L-lysine 39.26 2.95 t 

  L-lysine 24.32 1.49 m         

  L-lysine 29.41 1.72 m         

  L-lysine 33.54 1.86 m         

  L-lysine 42.01 3.02 t         

  L-lysine 57.66 3.71 t         

37 Mannose 69.62 3.66 m Mannose 75.82 3.34 ddd 

  Mannose 72.64 3.84 m Mannose 68.27 3.51 t 

  Mannose 73.54 3.94 m Mannose 68.16 3.61 m 

  Mannose 74.10 3.95 m Mannose 73.68 3.76 m 

  Mannose 71.39 3.77 m 

  Mannose 71.74 3.83 m 

38         * Methanol 48.93 3.30 s 

39 L-methionine 31.91 2.07 m *   

  L-methionine 16.79 2.14 m *   

  L-methionine 31.91 2.63 t *   

  L-methionine 57.99 3.87 m *   

40 oxoglutaric acid 32.62 2.41 t *         

  oxoglutaric acid 39.19 3.00 t *         

41 L-phenylalanine 38.68 3.29 m *   

  L-phenylalanine 132.27 7.33 d *   

  L-phenylalanine 130.41 7.37 m *   

  L-phenylalanine 131.72 7.43 m *   

42 L-proline 26.68 2.01 m L-proline 46.01 3.28 dt 

  L-proline 31.91 2.35 m L-proline 46.10 3.36 dt 

  L-proline 48.84 3.34 dt L-proline 61.20 4.07 dd 

  L-proline 48.84 3.42 dt         

  L-proline 64.14 4.13 dd         

43 * Sorbitol 69.69 3.77 m 

44 Thiamine 32.05 3.17 t *         

45 L-threonine 22.27 1.29 d L-threonine 19.42 1.26 d 

  L-threonine 63.38 3.56 d L-threonine 60.60 3.49 d 

  L-threonine 69.98 4.17 m L-threonine 66.13 4.18 m 

46 L-tyrosine 118.88 6.88 m L-tyrosine 115.96 6.83 m 

  L-tyrosine 133.67 7.18 m L-tyrosine 130.75 7.13 m 

47 * unsaturated lipid 127.54 5.22 m 

  * unsaturated lipid 129.23 5.24 m 

48 L-valine 19.53 0.98 d L-valine  16.60 0.93 d 



  L-valine 20.93 1.04 d L-valine  18.00 0.98 d 

  L-valine 32.29 2.25 m L-valine  29.03 2.21 m 

  L-valine  60.32 3.54 d 

49 not identified 55.06 2.57   

  not identified 60.99 3.13 not identified 55.08 2.50   

  not identified 60.49 3.47 not identified 60.97 3.06   

  not identified 60.69 3.40   

  not identified 13.73 2.00   

  not identified 69.51 3.42   

                not identified 103.46 4.39   

 



 


