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A New Algorithm to Correct the Particle-to-Particle Shift i
n Single-Particle Mass Spectrometry Analysis

WANG Xin-ning; CHEN Hong; YANG Fan; YANG Xin

Department of Environmental Science and Engineering, Fudan University, Sh
anghai 200433, China

Abstract In single-particle mass spectrometry analysis, particle-to-particle shift was observed du
ring many ambient aerosol studies. Chemical information uncertainties would be introduced into d
ata set during mass calibration of spectraif constant factors were used. The shifting scale of partic
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le spectrawas closely related to the vaporization/ionization laser spot size under typical ATOFM
S operation conditions. A linear correlation between the mass deviation values and the actual m/
z values was observed when spectrum was calibrated improperly. This paper details this proble
m from atheoretical point of view and proposes a new algorithm to calibrate every single particl
€S mass spectrum with the optimized parameters.
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