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(57) Abstract: A computer system for analysing liquid chromatography electrospray ionisation mass spectrometry (LC-ESI-MS) data.
The computer system is configured to implement a raw data processor that extracts a mass spectrum based on data at each retention time
and a base peak signal intensity derived from the peak apex and the baseline, from a base peak chromatogram derived from raw LC-
ESI-MS data. The system also implements a fingerprinting system performing background correction for detected peaks, producing
a m/z value by subtracting mass over charge (m/z) values of the baseline from an original m/z value and, if the resulting m/z value
is positive, restoring the original m/z value. The fingerprinting system generates a compact data representation comprising, for each
detected peak, the retention time, original m/z values and intensities, and performs chemical fingerprinting for the raw LC-ESI-MS
data based on the compact data representation.
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