PCT/IB2021/057493

WO 2022/034552

PSS

| Ol

Q‘?\h\&\\\\

SNSRI

1/5



PCT/IB2021/057493

WO 2022/034552

™~

0€T i,
uonuYy

¢ 'DId

GeC

B ity

oo,

o yuauodwo))
ordwreg

ot
Y et 3
o et ;
st
1\\\\,\\(\ 3
i
2o,
y 1 3
H ; I e
H % et
H % Gosgrrt P00
H s Pt
H A s
H 5 I 2 echi
H 7 A et 0
PR 4 % i
Pz oot 3 P2 i
oot
b, . gt
. P s 2
H G pisiir?
% et
B it

0C¢ Asuayug
asuodsay

2/5



PCT/IB2021/057493

WO 2022/034552

0€C Qui],
uonualYy

<
|

v

02T Ansuon
asuodsay]

3/5



PCT/IB2021/057493

WO 2022/034552

0€C QuIy,
uonualy

<

«

¥ 'DId

v
02z Ansuon
asuodsay

4/5



WO 2022/034552

PCT/IB2021/057493

FIG. 5 Primary
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Compare Rl and precursor
m/z for each MS2 sample
component to library of
known compounds and
remove MS2 sample
components matching

For samples 1-N,

determine RT
(RI), precursor | SeﬁﬂOndary
ass
m/z, sample ID for Spectra
each MS2 sample
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component.

N

known compounds.
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530

Group remaining MS2
sample components
(candidate MS2
compounds) into clusters
by Rl and precursor ion

within the ranges of Rl and precursor

For each sample within each cluster,
retrieve MS1 sample components

<

N

ion m/z for that cluster and select at
most one MS1 sample component to
represent each sample.
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m/z.
555\
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For each cluster, determining
whether the consensus MS1
sample component indicates a
precursor ion or a derivative
relationship to the precursor ion.

For each cluster, aggregate MS1
sample components to create a
consensus MS1 sample component,
and associate with a consensus
MS2 sample component, a
CONsensus precursor ion m/z, and a
consensus RI.
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Group clusters according to
consensus RI and select one or
more component clusters from

each group of component clusters
indicative of the precursor ion, the
one or more component clusters
being candidate component
clusters.

Correlate the consensus precursor
ion m/z, the consensus RI, the
consensus MS1 sample component,
and the consensus MS2 sample
component of the candidate
component clusters with an
unknown compound in the samples.
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