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Figure S3  Parameter op�miza�on 1 
(A) Balanced Error rate of training models under different parameter se�ngs for single-2 
omics sPLS-DA on transcriptomics, proteomics, and pep�domics. A range of features from 3 3 
to 300 (from 3 to 30 in steps of 3, from 30 to 60 in steps of 6, from 60 to 150 in the step of 4 
15, and from 150 to 300 in the step of 30) was set for each component. Results were 5 
calculated with stra�fied 5-fold cross-valida�on and 1,000 random repeats. (B) Performance 6 
of the predic�on models under the op�mal parameter se�ngs. Results were measured by 7 
accuracy and AUC, with stra�fied 5-fold cross-valida�on and 10,000 random repeats. Results 8 
are presented as mean ± SD. GENE, PROT, PEPT stand for the results of single sPLS-DA 9 
(SINGLE) based on transcriptomics, proteomics, and peptidomics, respec�vely. MULTI 10 
represents the results of integra�ve sPLS-DA on the three omics. 11 


