
Supplementary Table 1. Key negative and positive ion m/z and fragment identification for peaks 
observed in PCA.[1] 
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Supplementary Figure 1. Optical H&E images showing the pathologist directed ROIs in blue. These 
regions were reconstructed and compared using spectral PCA for the results presented in Supplementary 
Figure 2. All scale bars represent 1 mm.

Supplementary Figure 2. (A) PC2 scores generated from pathology driven analysis by tile removal for 
ion m/z > 200. PC2 shows an overall variance of 13%. (B) PC2 loadings displaying chemical species that 
correspond to scores from pathology driven analysis. Pre-chemotherapeutic tissues shown as blue 
colored  and cyan ●, post-chemotherapeutic tissues shown as colored magenta  and red .

Supplementary Table 2. Key negative ion m/z and 
fragment identification for peaks observed in PCA. 



Supplementary Figure 3. Spectral PCA results of negative polarity stromal areas between tissue 
samples using image PCA masks to reconstruct only stromal regions for each tissue. (A) PC2 scores 
generated from PCA masks using negative ions m/z > 200. (B) Loadings plot displaying the chemical 
species that correspond to scores from PCA mask analysis. The heterogeneity of the stromal regions can 
be seen within the figure, possibly denoting that stromal regions can change when located near dense 
tumor regions. Pre-chemotherapeutic tissues shown as blue colored  and cyan ●, post-
chemotherapeutic tissues shown as colored magenta  and red .

Supplementary Figure 4. Spectral PCA results of positive polarity cellular/tumor areas between tissue 
samples using image PCA masks to reconstruct only cellular/tumor regions for each tissue. (A) PC2 vs 
PC4 scores using image PCA masks to reconstruct the cellular/tumor regions using positive ions m/z > 
200. (B) PC2 loadings plot displaying the chemical species that correspond to PC2 scores(x-axis) (C) 
PC4 loadings plot displaying the chemical species that correspond to PC4 scores (y-axis). Pre-
chemotherapeutic tissues shown as blue colored  and cyan ●, post-chemotherapeutic tissues shown as 
colored magenta  and red .
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