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• Figure S1. Performance of ProPept-ST in predicting retention time. 

• Figure S2. Compare the performance of ProPept-ST in predicting 

retention time with and without fine tuning. 

• Figure S3. Performance of ProPept-MT in predicting retention time on 

benchmark datasets. 

• Figure S4. Compare the performance of ProPept MT and DeepPhospho 

in predicting retention time and fragment ion intensity on benchmark 

datasets. 

• Figure S5. Performance of ProPept-MT in predicting ion mobility on 

benchmark datasets. 



 S-3 

Figure S1. Performance of ProPept-ST in predicting retention 

time.

 

Figure S1. Performance of ProPept-ST in predicting retention time. Comparing the 

accuracy of peptide iRT (top panel) and RT (bottom panel) predictions among various 

models using the 
95%
t metric.  
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Figure S2. Compare the performance of ProPept-ST in predicting 

retention time with and without fine tuning. 

 

Figure S2. Compare the performance of ProPept-ST in predicting retention time with and 

without fine tuning. Among the 14 test datasets, the median absolute error in fine-tuned 

RT is 71.4% better than that of non-fine-tuned results, with only 0.07% exhibiting worse 

performance than the non-fine-tuned results, highlighting the significant benefits of fine-

tuning in RT prediction. 
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Figure S3. Performance of ProPept-MT in predicting retention 

time on benchmark datasets. 

 

Figure S3. Performance of ProPept-MT in predicting retention time on benchmark datasets. 

The scatter plot illustrates the predicted RT values of ProPept-MT compared to the 

experimentally observed values on benchmark datasets, including metrics such as median 

absolute error (MedAE), 
95%
t , PCC and the number of samples in the test set. 
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Figure S4. Compare the performance of ProPept MT and 

DeepPhospho in predicting retention time and fragment ion 

intensity on benchmark datasets. 

 
Figure S4. Performance of ProPept-MT in predicting ion mobility on benchmark datasets. 

(A) Comparing the accuracy of peptide RT predictions among various models based on 

different datasets. (B) Distribution of the SA index for the prediction of fragment ion 

intensity by various models on benchmark datasets. 
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Figure S5. Evaluating the IM prediction performance of ProPept-

MT on benchmark datasets. 

 

Figure S5. Performance of ProPept-MT in predicting ion mobility on benchmark datasets. 

The scatter plot illustrates the predicted IM values of ProPept-MT compared to the 

experimentally observed values on benchmark datasets, including metrics such as PCC, 


95%
t , 2R  and the number of samples in the test set. 


