Methods o»'l

MS2Tox: Assessing
TOX' C|ty Of MS> proce_ssing

' f A~ Sl MoNA GNPS, NISTZ3, MnL b, Spectaverse
u n I d e n t I fl e d IVI h ° I ° _ were g,athered, and clee,med: |

. » adduct filtering --> only keep [M+H]™
chemicals through dtnine learning bl ALY e T
\V 82 spectra MS? spectra remove speetra o 1,000 peaks
b dpd : m O d e I S fO r * remove sgectra witr; <4 Fr.)emain_ing.; high peaks
e m e I n g S - - - * intensity amplitude (max int. /min int. <= 5)
@ @ @, © @

Yvonne Kreutzer?, Anneli Kruve®® Ofﬂ Ine prlOrltl zatlon ' ' ' Same InChlkey14

different Collision Energy

int
int
int

Department of Chemistry, Stockholm University, Svante Arrhenius

® ¥ o : bl bl
vag 16, 106 91 Stockholm, Sweden, Department of Environmental Of u n Id e ntlﬁ Ed p Ote n 'tl a I

m/z
Science, Stockholm University, Svante Arrhenius vag 8, 106 91 \
Stockholm, Sweden 3525 Consensus Spectra

Contact: yvonne kreutzer@su.se e n d o C ri n e a C-ti ve i | of Unique InChlKey14
features improves by

Discovering endocrine disruptors (EDs) in complex : f
mixtures is challenging as <10% of the chemicals are Chemical Space o

structurally annotated in non-target screenings [1]. u S i n g fra g m e n ta 'ti O n t re e 3 i L i < Training Data

3525 Consensus spectra with available

int

Machine learning models, from the MS2Tox toolbox, can .o 7 sl ot g hn s ',-5:’5 ’ e ‘;"-:', ' AhR activity information from the Tox21
predict toxicity from MS* spectra, [2,3] but are dependent 2 SRR R D A L Data Challenge were obtained after
on SIRIUS+CSI:FingerlD fingerprints as intermediate. b a S e d IVI S o Y A processing and cleaning.

SRR AN S R D o UMAP representation of DreaMS [4]
This study assesses various MS? spectra processing }--: 2 '-‘,7*.“( :;"..-, : embeddings.

methods for pinpointing EDs with a special focus on

® W 08w°%3 ¢ "V .'."’ e 3 '-:Q
the Aryl hydrocarbon receptor (AhR) from MS? data. re p re S e n ta 'tl O n S Pl InT e UMAP
o e teme sy ®E T ARR activity

inactive

Results and Discussion % @ ocive

XGBoost repeated 5-fold cross-validation

SIRIUS+CSI:FingerlID [5] (v.6) fingerprints obtained best performance (C+D). A reference
model was trained on absolute fingerprints obtained from SMILES of the same chemicals.
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