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Choose maximum 
Peak in scan

Determine Charge State 
using autocorrelation. 

Also determine average 
mass using charge state

Generate molecular formula 
using Averagine and 

theoretical profile using 
Mercury

Calculate Fit Score. Record 
isotopic profile if score is 
below user-set threshold

Delete all isotopic peaks 
corresponding to that record 

from original scan and 
choose next peak
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