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MS²PIP: MS² Peak Intensity Prediction
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We are all trained to recognize people

3Image adapted from www.freepik.com/free-vector/casual-characters_774641.htm



However, recognizing penguins is not as easy

4Image adapted from www.sciencing.com



Unless you are a trained zookeeper

5Image adapted from www.kisspng.com/png-rico-kowalski-skipper-penguin-madagascar-penguins-819595



Specific fragmentation methods, instruments and labeling 
techniques are the proverbial penguins

6TMT structure adapted from www.thermofisher.com/order/catalog/product/90401



We retrained MS²PIP for these specific cases using 
publicly available datasets
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Model performance is measured by calculating the 
Pearson correlations with empirical spectra

Prediction TMT model Prediction HCD model

Empirical TMT spectrum Empirical TMT spectrum

→ Pearson correlation = 0.85 → Pearson correlation = 0.20



As expected, training data-specific models 
substantially improves the predictions
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All models are available on iomics.ugent.be/ms2pip



www.compomics.com
@CompOmics

Try out MS²PIP yourself at iomics.ugent.be/ms2pip


