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Metabolite ν (1H) (ppm) H's 

type (s, 
d, dd, t, 

q, m) 
ν (13C) (ppm) 

(HSQC) COSY correlation atoms 
Home-made 

database 
PeakForest 
database HMDB database Other database 

3-hydroxybutyrate 1,2 3 D 24,7 4,15 4 
checked and 

validated 
checked and 

validated 
checked and 

validated not checked 

3-hydroxybutyrate 2,31 1 Dd 49,4 4,15 2 
checked and 

validated 
checked and 

validated 
checked and 

validated not checked 

3-hydroxybutyrate 2,41 1 dd 49,4 4,15 2 
checked and 

validated 
checked and 

validated 
checked and 

validated not checked 

3-hydroxybutyrate 4,15 1 m 68,5 1,2; 2,31; 2,41 3 
checked and 

validated 
checked and 

validated 
checked and 

validated not checked 

                      

Acetate 1,92 3 s 26,16   2 
checked and 

validated 
checked and 

validated 
checked and 

validated not checked 

                      

Alanine 1,485 3 d 19,04 3,79 3 
checked and 

validated 
checked and 

validated 
checked and 

validated not checked 

Alanine 3,79 1 q 53,26 1,485 2 
checked and 

validated 
checked and 

validated 
checked and 

validated not checked 

                      

Lactate 1,33 3 d 22,95 4,11 2 
checked and 

validated 
checked and 

validated 
checked and 

validated not checked 

Lactate 4,11 1 q 71,15 1,33 3 
checked and 

validated 
checked and 

validated 
checked and 

validated not checked 

  NMR Acquisition  NMR Annotation 

Sites 1D 1H (cpmgpr1d) 2D 1H-1H 2D 1H-13C Identification Validation 
Cross-

validation 

800 MHz √ 

 √ 

COSY 

TOCSY 

 √ 

HSQC 

HMBC 

√ 

Automatic 

(Chenomx) 

In progress  

In progress 

600 MHz √ 

√ 

COSY 

 

√ 

HSQC 

 

√ 

Manual 

√ 

Home-made 

database ; 

PeakForest; 

HMDB 

500 MHz (Metabolic 

Profiler) 
√ 

 √ 

COSY 

TOCSY 

JRES 

√ 

HSQC 

HMBC  

√ 

Manual 
 In progress 

500 MHz √ 

√ 

COSY 

 

√ 

HSQC 

 

√ 

Manual 

√ 

Home-made 

database ;  

HMDB; BMRB 

 

Comparison of the number of identified metabolites by NMR between 

 

MetaboHUB  Official NIST website 
Simón-Manso et al.,  

Anal.  Chem. 2013 

in common with 23 among 23 27 among 39 

different with 
 17 identified by MetaboHUB and 

not by NIST 

11 identified by MetaboHUB 

and not by Simón-Manso et al. 

 

12 identified by Simón-Manso 

et al. ,and not by MetaboHUB 

8 

8 

7 

17 
Metabolites in common on 4 sites 

Metabolites in common on 3 sites 

Metabolites in common on 2 sites 

Metabolites detected on 1 site 

A 2-sites exchange  generated the  construction of  a template  to  store and report 
the chemical shifts used to attribute  the NMR signals to metabolites  and the 

databases used for validation  

results and those 
published in 2013 on “native” Plasma 

(Simón-Manso et al.; 2013) and the official 
NIST website are still under investigation. 
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