1/2

Fig. 1
Sample .
analysis Data analysis
Measurement
and basic data
transformation .
(QB Egcsoprggt% Data pre-processing = data coding Naun”a‘ﬁ;’é?:'
chromatograms
and mass
spectra)
Alianment of , Replace missing values by Model and
gignals Normalize data | median of reference values, classify all
. ¢ sample wise 10 | re-code data into deviation profiles coded
p?igg%%gta or C%'mfenrtte&%;w profiles with ordinal scale p[?o?lges‘”at‘%q t
{ = sealing by IQRHILO codin  preaic
- binning data into profiles 9oy 9 | %rom deviation
profile type
Efiminate global | isolate significant treatment Assign meanin
aﬁgls%{:at Assure elements of | related differences between to the changes?
uglity equity of | confounding | groups (samples) of interest, interpret in the
q recorded | variability (shared | eliminate confounding individual context of the
signals  {variability affecting | or time dependent parts of original research
all samples normal variabifity ~ question




