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Figure 2: 5 fold cross validation results for prediction of drift times for charge states +2 and +3 3
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A Support Vector Regression? (SVR)-based model was trained and tested on the xAMT tag database.

samples i LC- -
H gh th roughpl_lt _C lMS mS + 132 features based on properties calculated directly from peptide sequence were used to predict CONTACT: Gordon A. Anderson
data analysis pipeline drift times. Biological Sciences Division, K8-98
0 3 B i i it 2 i High » The prediction method illustrated 95% accuracy for predicting 2+ charge state peptides and 90% Eact)nfléol\)l(ogrtghgv (e}:\)si:;mgtr:gnsbkagbgégtzory
1 accuracy for 3+ charge state (Figure 2). L ’ )
Figure 1: 15-min LC-MS base peak chromatogram LC-IMS-MS |=——p — — W —_— con.ﬁ.den.ce ) Y ) 9 ) _( 'g ) o o E-mail: gordon.anderson@pnl.gov
with corresponding IMS-MS spectra at 3 different identifications + The final goal is to predict drift times for existing AMT tag databases to resolve ambiguities in peak
elution times matching and improve FDRs (Table 1).
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