Description of data files uploaded for Science Hub ORD-064155

Spectrum_PCA Scores.xlsx – score values resulting from principal components analysis (PCA) of male and female Russian and Siberian sturgeons to evaluate differences in blood serum metabolomes
Mucus_PCA Scores.xlsx - score values resulting from principal components analysis (PCA) of male and female Russian and Siberian sturgeons to evaluate differences in epidermal mucus metabolomes
Sturgeon Blood Serum_Difference Spectra.xlsx – difference spectra calculated for male and female Russian and Siberian strugeons to determine specific differences in nuclear magnetic resonance (NMR) spectra collected from blood serum samples
Sturgeon Epiderm. Mucus_Difference Spectra.xlsx – difference spectra calculated for male and female Russian and Siberian strugeons to determine specific differences in nuclear magnetic resonance (NMR) spectra collected from blood serum samples
Total Integrated Intensity Value Comparison.xlsx – total integrated intensity values calculated using average difference spectra for the classes shown in Figure 5. Results used to evaluate sex-specific differences in blood serum and epidermal mucus between different sturgeon species and in comparison to fathead minnow (Pimephales promelas), a model species used in toxicity testing.

Data Dictionary
Primary ID – numerical value assigned to individual fish
Obs. Sec. – secondary observation descriptions – can include age, weight, length, time of sampling etc.
MX.t(1) – principal component score values for component one
MX.t(2) – principal component score values for component two
Bin – section of nuclear magnetic resonance spectrum used for multivariate and univariate analyses. Binning is used to deresolve spectra to create a more manageable number of datapoints and to reduce the effects of small peak shifts on downstream analyses.
Difference Intensity Values – normalized difference intensity values for the comparisons indicated in the spreadsheet titles
Fish Species and Sample Types – descriptions of the species and sample types being evaluated for total intensity differences
Difference Measured – the classes for which the differences are being evaluated. This difference is a comparison of male fish and female fish in the relevant file. 
Total Integrated Absolute Value – the value calculated using the absolute values of all differences that passed t-tests as described in the manuscript for removing statistically insignificant metabolite changes. 





