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Table S1. Lazar toxicity predictions (https://lazar.in-silico.ch/predict).
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Acute toxicity
(Daphnia magna)

Carcinogenicity
(Mouse)

Carcinogenicity
(Rat)

Carcinogenicity
(Rodents)

Mutagenicity
(Salmonella
typhimurium)

DP1

Type

regression

classification

classification

classification

classification

Prediction

14.8 mg/L

non-carcinogenic

non-carcinogenic

non-carcinogenic

non-mutagenic

95% Prediction

interval

1.56 -142 mg/L

NA

NA

NA

NA
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non-carcinogenic:

carcinogenic: 0.13

carcinogenic: 0.06

mutagenic: 0.255

Probability NA 0.207 non-carcinogenic: | non-carcinogenic: | non-mutagenic:
carcinogenic: 0.066 |0.143 0.213 0.29
Type regression classification classification classification classification
mutagenic;
Prediction 2.36 mg/L non-carcinogenic carcinogenic non-carcinogenic attention: .
measured activity:
non-mutagenic
95% Prediction
DP2 interol 0.111 - 50.5 mg/L NA NA NA NA
non-carcinogenic: carcinogenic: 0.193 | carcinogenic: 0.0989 | mutagenic: 0.254
Probability NA 0.244 non-carcinogenic: non-carcinogenic: non-mutagenic:
carcinogenic: 0.0892 |0.141 0.136 0.191
Type regression classification classification classification classification
Prediction 17.5 mg/L non-carcinogenic carcinogenic carcinogenic mutagenic
95% Prediction
) 0.172 - 1780.0 mg/L NA NA NA NA
DP3 interval
non-carcinogenic: | carcinogenic: 0.191 | carcinogenic: 0.246 |mutagenic: 0.184
Probability NA 0.153 non-carcinogenic: | non-carcinogenic: | non-mutagenic:
carcinogenic: 0.141 |0.103 0.0481 0.15
DP1 Type regression classification classification classification classification
Prediction 47.1 mg/L non-carcinogenic carcinogenic carcinogenic non-mutagenic
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95% Prediction
interval

3.12 -713.0 mg/L

NA

NA

NA

NA

non-carcinogenic:

carcinogenic: 0.222

carcinogenic: 0.263

mutagenic: 0.0709

Probability NA 0.263 non-carcinogenic: | non-carcinogenic: | non-mutagenic:
carcinogenic: 0.0 0.0415 0.0 0.215
Type regression classification classification classification classification
Prediction 17.3 mg/L non-carcinogenic carcinogenic carcinogenic mutagenic
95% Prediction
0.24 -1240.0 mg/L NA NA NA NA

interval

Probability

NA

for threshold 0.2 in
the training set
(Threshold: 0.2).

carcinogenic: 0.0829
non-carcinogenic:
0.167

DP5
non-carcinogenic: | carcinogenic: 0.21 carcinogenic: 0.253 | mutagenic: 0.171
Probability NA 0.17 non-carcinogenic: | non-carcinogenic: | non-mutagenic:
carcinogenic: 0.124 |0.084 0.0413 0.162
Type regression Warnings: classification Warnings: classification
Prediction 34.6 l’l’lg/ L cannot create pre- non—carcinogenic cannot create pre- non—mutagenic
95% Prediction iction: iction:
7070 3.26-367.0 mg/L diction: only one NA diction: only one NA
interval similar compound similar compound
DP6

for threshold 0.2 in
the training set
(Threshold: 0.2).

mutagenic: 0.132
non-mutagenic:
0.168
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Type regression classification classification classification classification
Prediction 45.4 mg/L non-carcinogenic carcinogenic carcinogenic non-mutagenic
Warnings:
Insufficient number of
95% neighbors (2) for regression
Prediction model, using weighted aver- | NA NA NA NA
DP7 interval age of similar substances (no
prediction interval availa-
ble).
non-carcinogenic: | carcinogenic: 0.167 | carcinogenic: 0.151 | mutagenic: 0.0628
Probability NA 0.217 non-carcinogenic: | non-carcinogenic: | non-mutagenic:
carcinogenic: 0.0611 [0.11 0.127 0.253
NA-not applicable
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Figure S1. Q-TOF MS/MS spectra of VOR and its degradation product DP1-DP7.
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Figure S2. Fragmentation pattern of the [M+H]+ ions of VOR and its degradation product DP1-DP7.



