Data Dictionary for Biomarker analysis of liver cells exposed to surfactant-wrapped and oxidized multi-walled carbon nanotubes (MWCNTs)

Summary of Uploaded Data: 

Four data files have been uploaded including a primary x-axis (1H NMR chemical shift in ppm) and the abundance variables for each treatment (C=control, L=low dose, and H=high dose).  Seven biological treatments were used for each carbon nanotube dose and exposure period.  

For Example:  
	
	C1
	C2
	…

	Label
	Class Label for PCA →
	…

	1H NMR Chemical Shift (ppm) ↓
	Abundance
	Abundance
	…

	Data
	…
	…
	…

	….
	…
	…
	…



The title of each file is designated by [Multi-walled Nanotube preparation][ATCC cell line][and exposure period].csv.  For instance, ohMWNTc3a24hr.csv corresponds to the oxidized multi-walled carbon nanotubes exposure in C3a cells for 24 hrs. 

Abbreviations:  
MWNT (or MWCNT); multi-walled carbon nanotube
OH; oxidized MWCNTs
SDS; surfactant-wrapped MWCNTs
C; control
L; Low dose (10 ppb)
H; High dose (100 ppb)
Label; class label used for multivariate analysis
NMR; Nuclear magnetic resonance spectroscopy
ppm; chemical shift in parts per million

Treatment of Data:  
All data were uploaded into SIMCA-P (Umetrics, Sweden) for multivariate analysis as described in the published manuscript.  Briefly, samples were classed according to treatment, and principle component analysis completed following Pareto scaling of the raw data.  

[bookmark: _GoBack]To construct t-test filtered spectra, as reported in Henderson et al., 2016, the user will need to compute averages across each spectral bin for each treatment group and label this column appropriately.  If a Student’s t-test deems a spectral bin statistically different between control and treated (Con vs. L or H) groups, subtract the average response of the ‘treated’ group from the average response of your control group.  A simple X-Y scatter plot can then be constructed in an appropriate graphing program such as Microsoft Excel.   
