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Targeted Metabolomics Guideline Overview
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Targeted Metabolomics 

48 1H-NMR spectra – Solvent: D2O – Pulse: ZG – 64K – TSP / ERETIC 

asparagine
2.892 +/- 
0.013

aspartate
2.800 +/- 
0.009

Pericarp of Tomato Fruit

Explanation are based on a study realized within the Eranet EraSysBio+ FRIM project (2010-2013)

(See http://nmrprocflow.org/ex1 for more details)

Quantitative approach wherein a set of known metabolites are quantitated. 

The identified metabolite peaks are then quantified based on internal or external reference compounds.
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asparagine
2.892 +/- 
0.013 aspartate

2.800 +/- 
0.009

# Baseline Correction: PPM Range = (  2.874  ,  2.907  )
qnmrbline 10.2 10.5 2.874 2.907

# Alignment of the selected zones ...
align 2.874 2.907 0.06 0

# Baseline Correction: PPM Range = (  2.789  ,  2.811  )
qnmrbline 10.2 10.5 2.789 2.811 

# Alignment of the selected zones ...
align 2.789 2.811 0.06 0

Targeted Metabolomics STEP 1

Baseline correction

Alignment

For each targeted zones
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Targeted Metabolomics 
qHNMR Template

ERETIC (optional)

Integration

STEP 2
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Targeted Metabolomics 
qHNMR Template

ERETIC (optional)

“All in one !”

STEP 2

Integration
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Data matrix

STEP 2

Integration

Integral
Bucket

(ua)
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Calculate Quantifications

(mg / gDW )⇒

STEP 3

Quantification
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Targeted Metabolomics 

qHNMR Template

Change with the appropriate values …

… then the ‘Quantification’ tab will be automatically updated

STEP 3

Quantification
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STEP 3a

Volume
tube

MasseSampleDW
tube

X Rate
dilution

(µL)

(mg)
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STEP 3b

X MM
cmpd

(g / mole )

X  10
-3

Integral
Bucket

Calib
Ref

N
1HX

(ua .mM   )
-1

(ua)

mM
tube

% SignalX
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Calibration-curve method (1/2)

Glucose [] mM Glutamine [] mM

Fructose [] mM Glutamate [] mM

STEP 3b

Calib
Ref
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Glucose

Glutamine

Calibration-curve 

method (2/2)

Calib
Ref

STEP 3b
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Asparagine - https://peakforest.org/PFs000474 Aspartate - https://peakforest.org/PFs000475

Sm = 4.681

i ∈ {5, …, 12}

Sp/Sm = 33.8%

2H

2H

Sp/Sm = 35.76%

Sp = 1.584

i ∈ {9, 10}

Sm = 6.779  /  i ∈ {5, …, 12}

Sp = 2.424  /  i ∈ {7, 8}
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Sm = Σ Int. i x  Half-widthi
i

i ∈ { m }

https://peakforest.org/

STEP 3b

N
1H

% Signal
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Correction factor due to the fact that only the central part is integrated.

% Signal

Sp/Sm = 0.338*0.88 => 29.7%

2H

2H

Sp/Sm = 0.3576*0.88 => 31.5%

STEP 3b
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(mg / gDW )

STEP 3

Quantification

Summary
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Targeted Metabolomics 

qHNMR Template

Changes have be made ...

… then the ‘Quantification’ tab has been automatically updated

STEP 3

Quantification
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Where:
• maxval is the highest intensity in the spectral region 

defined by the bucket j on the spectrum i

• noise is the estimated noise in the given spectral region 

for each spectrum i

SNR              =( S  , b  )i j

( S  , b  )i jmaxval

2. noise ( S  )i

Calculate Signal to Noise Ratio 
(same as the Bruker TopSpin ‘sino’ command)

STEP 4

Check SNR
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http://nmrprocflow.org/


