
METHOD OF VISUALIZING NON-TARGETED METABOLOMIC DATA GENERATED FROM FOURIER
TRANS- FORM ION CYCLOTRON RESONANCE MASS SPECTROMETERS  (err)  Abstract The
invention can be summarized as follows.  The present invention provides a
method of displaying spec troscopic data comprising the steps of,
i)obtaining spectro scopic data from a plurality of samples, each sample
compris- ing one or more components wherein each component is char-
acterized by an ordered pair (X,Y) of data comprising data el ement value X
and data element value Y wherein X is a data  element value, equivalent or
directly proportional to the mass  of the component, and Y is a data
element value equivalent 



or directly proportional to the amount of the component; ii) identifying
all unique components comprising a common data  element value X in said
samples; computing the average of all  X therefrom; and determining the
average and optionally, the  standard deviation for all Y values from all
ordered data pairs  comprising a common X; iii) generating a data structure
com prising an array of codable cells, each cell assigned a color or  other
identifiable characteristic based on the relationship of  the amount of
each unique component present in each of said  samples in relation to a
predetermined value or other char acteristic of the spectroscopic data.
Also disclosed are data  structures comprising spectroscopic data.    


