[bookmark: _Hlk500313204]Instructions for Users of "Archived Spectra", from "Chemical encoding of risk perception and predator detection among estuarine invertebrates Dataset."
Contact person: Julia Kubanek (Julia.kubanek@biosci.gatech.edu)

The data files in "Archived PCA Spectra" contain the unprocessed 1H NMR spectral data files underlying PCA analysis in the publication "Variable allelopathy among phytoplankton reflected in red tide metabolome dataset." The data files in "Archived PLS-R Spectra" contain the unprocessed 1H NMR spectral data files underlying PCA analysis in the publication "Variable allelopathy among phytoplankton reflected in red tide metabolome dataset." 
“fid” file is un-Fourier transformed raw spectral data. All other files within a folder are associated with the fid and are not meant to be standalone data files, however, they are needed to open the fid file correctly. They can be opened by any common NMR software such as MNova, Topspin, etc.  
See attached spreadsheet for folder contents
Data were collected at Georgia Institute of Technology NMR facility, see publication “Chemical encoding of risk perception and predator detection among estuarine invertebrates” for methods. 
[bookmark: _GoBack]Spectral labels: 
MC* = Blue crab urine from blue crabs fed mud crab diet 
Oy* = Blue crab urine from blue crabs fed oyster diet 
* = Replicate number for 1H NMR spectrum of unique urine sample. Replicate number as described in folder name is representative of the renumbered spectra and does not necessarily match the “replicate number” described in the title saved within the spectral data.  
