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Figure S1. Principal component analysis (PCA) scores plot of Daphnia magna exposed to 15 mg/L
PFOS compared to controls (unexposed daphnids). Each data point represents an individual

metabolic profile measured by 'H NMR spectroscopy.
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Figure S2. Principal component analysis (PCA) scores plot of Daphnia magna exposed to 30 mg/L
PFOS compared to controls (unexposed daphnids). Each data point represents an individual

metabolic profile measured by '"H NMR spectroscopy.
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Figure S3. Principal component analysis (PCA) scores plot of Daphnia magna exposed to 45 mg/L
PFOS compared to controls (unexposed daphnids). Each data point represents an individual
metabolic profile measured by "H NMR spectroscopy.
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Figure S4. Principal component analysis (PCA) scores plot of Daphnia magna exposed to 60 mg/L
PFOS compared to controls (unexposed daphnids). Each data point represents an individual
metabolic profile measured by 'H NMR spectroscopy.

52



15 mg/L PFOS Exposure B PC1
I PC2

30 mg/L PFOS Exposure I PC1
I PC2

Chemical Shift (ppm) 3 Chemical Shift (ppm)
2
B PC1 N PC1
45 mg/L PFOS Exposure I PC2 60 mg/L PFOS Exposure . PC2

Chemical Shift (ppm) Chemical shift (ppm)

Figure S5. Principal component analysis (PCA) loadings plot of Daphnia magna exposed to PFOS compared to controls (unexposed daphnids). Some metabolites are
labelled based on published studies and metabolite database information [1-3]: 1 = leucine, 2= isoleucine, 3=threonine, 4= alanine, 5= arginine, 6= lysine, 7= glutamate, 8=
glycine, 9= tryptophan, 10= glucose/maltose, 11= uracil, 12= phenylalanine, and 13= ATP.
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Figure S6: Two example 'H NMR spectra acquired for Daphnia magna polar metabolites. The overlay shows differences in the metabolite resonance intensities which are
summarized in the principal component analysis (PCA) scores plots. Full metabolite assighment and more details about the NMR extraction method are available in
Nagato et al. [3].
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