
Daniel Jacob – INRAE – UMR1332 – Bordeaux Metabolome – July 2022

How to properly phase a whole set of spectra 

when NMRProcFlow fails on some spectra

Daniel Jacob
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First, we try to phase all the 

spectra by setting the 

phase correction to order 1 

(after having noticed that 

order 0 alone does not 

work!)

Example of with a set of 50 spectra (Sequence; ZG, Solvent: D2O, TSP)
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We observe that some spectra are well phased 

whereas  it is not the case for others. 

We're going to find those are well phased so 

that we could take their phasing values for 

applying to others.
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We choose an area for which 

spectra due to phasing is very 

different. 

Another typical area is around 

zero.

Then we create a pseudo-factor 

to group the spectra.

We choose 10 levels to be sure to 

have a well-phased spectra group. 

But it depends on the number of 

spectra.
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In our case, the L10 level spectra of this pseudo-factor seem to be perfectly well phased.

Pseudo-factor
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Export the sample file having for each 

sample the phasing values and the 

corresponding level for the pseudo factor.

Then we calculate the average of 

the phage values for the group 

chosen as the best phased.
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We reload the set of 

spectra by specifying the 

previously calculated 

phasing values.
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In the same way as before, a 

pseudo-factor is created, but this 

time to identify the group of badly 

phased spectra.
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Only the level corresponding to the 

group of badly phased spectra is kept

samples_MELE_NMR_set2.txt
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The set of spectra is reloaded, 

but only the previous poorly 

phased group is kept.

Here we want to know if 

among this group of spectra, 

there are some that would be 

correctly phased and from 

which we could obtain the 

phasing values.
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Yes it is. We have a subgroup that is well phased.

As before, we create a pseudo-factor to select the well 

phased group.



Daniel Jacob – INRAE – UMR1332 – Bordeaux Metabolome – July 2022

Export the sample file having for each 

sample the phasing values and the 

corresponding level for the pseudo factor.

Then we calculate the average 

of the phage values for the 

group chosen as the best 

phased.
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Thus we can now create the phasing file for samples with 3 

columns:

• first column must be the samplecode

• second column must be the zero order phasing value

• third column must be the first order phasing value

phasing_MELE_NMR.txt

…
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Now we reload the set of spectra with the phasing file
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At both ends of the spectra it can be seen that the phasing is 

correct. 
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A baseline correction (order 2) is applied 
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After zeroing the solvent zone ...
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https://pmb-bordeaux.fr/nmrspec/

However, if some spectra do not phase correctly using this approach, it is possible to 

use an online tool to phase manually, and thus retrieve the correct phasing values. 

Of course, this latter approach has to be done for each spectrum individually. Once all 

the phasing values have been obtained by one or other of the methods, it remains to 

create the sample phasing file as described above.

Thank you for reading it.


