Oral toxicity prediction results for input compound

Marne CC=NM=C/C2=CEC=
Predicted LD50: 1460mg/kg | v
hlohweight 22031
Predicted Toxicity Class: 4 | ', er of hydrogen 5
bond acceptors
. 2 ‘ 3 | 4 | 5 ‘ 6 ‘ Murnber of hydrogen o]
— band donars
4 4 Average similarity: 37.99% | | lumeereraens 1
— Mumber of bonds 18
Prediction accuracy: 23% | || Mumber of rings 2
Toxicity Model Report
Classification Target Shorthand Prediction Probability
Organ toxicity Hepatotoxicity dili Inactive 0.Aa3
Touicity end points Carcinogenicity carcino Active 0.58
Toxicity end points Imrunotoxicity immuno 0.99
Toxicity end points Mutagenicity mutagen Inactive 0.54
Toxicity end paints Cytotoxicity cyto 0.s0
Tox21-Nuclear receptor signalling pathways Aryl hydrocarbon Receptor (AhR) nr_ahr Inactive 0.57
Tox21-Nuclear receptor signalling pathways Androgen Receptor (AR) nr_ar _ 0.52
Tox21-Muclear receptar signalling pathways Androgen Receptor Ligand Binding Dornain (AR-LBD) nr_ar_lbd _ 0.a
Tox21-Nuclear receptor signalling pathways Aromatase nr_aromatase _ 0.84
Tox21-Nuclear receptor signalling pathways Estrogen Receptor Alpha (ER) nr_er Inactive 0.54
Tox21-Nuclear receptor signalling pathways Estrogen Receptor Ligand Binding Domain (ER-LED) nr_er_lbd 0.97
Tox21-Muclear receptar signalling pathways Peroxisome Proliferator Activated Receptor Gamma nr_ppar_gamma 077
(PPAR-Gamma)
Tox21-Stress response pathways Muelear factor (erythroid-derived 2)-like 2/antioxidant St_are Inactive 0.68
respansive element (nf2/ARE)
Tox21-Stress response pathways Heat shock factor response element (HSE) st_hse Inactive 0.68
Tox21-Stress response pathways Mitochondrial Membrane Potential (MWP) St_mimp _ 0.86
Tox21-Stress response pathways Phosphoprotein (Tumar Supressor) pa3 sr_pa3 _ 073
Tox21-Stress response pathways ATPase family AAA domain-containing protein 5 (ATADS) st_atads _ 0.74




Table S1. List of the 175 selected molecules from the in house library (LIDENSA
Chemolibrary) examined in this work and their activity on C. elegans motility. The
compound code number, structural formula, concentration used and remaining motility
are shown. Color code: yellow for moderate activity (65-25% of motility), green for

potent activity (25-0% of motility).
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