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Figure S1. OPLS-DA score plots based on MALDI-MSI from different colorectal cancer tissue 
regions in positive (a) and negative (b) ions.
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Figure S2. MS images of glutamine, glutamate and leucine in colorectal cancer.

Figure S3. MS images of representative phosphatidylcholines in colorectal cancer.



Figure S4. MALDI-MS spectra of mucosa tissue, mucosal muscle and tumor tissue in colorectal 
cancer.



Figure S5. The MS/MS spectrum of spermine.

Figure S6. The MS/MS spectrum of spermidine.

Figure S7. The MS/MS spectrum of choline.



Figure S8. The MS/MS spectrum of histamine.

Figure S9. The MS/MS spectrum of FA-C20:4.



Table S1. Annotated metabolites in this study.

Name Formula Ion type Theoretical m/z Measured m/z Relative error (ppm)

Malic acid C4H5O5 [M-H]- 133.0142 133.0145 2.26

Glutamate C5H9NO4 [M-H]- 146.0459 146.0462 2.05

Glutamine C5H10N2O3 [M-H]- 145.0619 145.0622 2.07

Aspartate C4H7NO4 [M-H]- 132.0302 132.0305 2.27

FA-C16:1 C16H30O2 [M-H]- 253.2173 253.2176 1.18

FA-C18:1 C18H34O2 [M-H]- 281.2486 281.2491 1.78

FA-C20:1 C20H38O2 [M-H]- 309.2799 309.2807 2.59

FA-C16:0 C16H32O2 [M-H]- 255.233 255.2335 1.96

FA-C18:0 C18H36O2 [M-H]- 283.2643 283.265 2.47

FA-C18:2 C18H32O2 [M-H]- 279.233 279.2335 1.79

FA-C20:4 C20H32O2 [M-H]- 303.233 303.2336 1.98

FA-C20:3 C20H34O2 [M-H]- 305.2487 305.2497 3.28

FA-C20:3 C20H36O2 [M-H]- 307.2644 307.265 1.95

FA-C22:4 C22H36O2 [M-H]- 331.2649 331.2651 0.60

Choline C5H13NO [M+H]+ 104.107 104.1071 0.96

Phosphocholine C5H14NO4P [M+H]+ 184.0733 184.0737 2.17

Spermidine C7H19N3 [M+H]+ 146.1651 146.1654 2.05

Spermine C10H26N4 [M+H]+ 203.2228 203.223 0.98

PC-32:0 C40H80NO8P [M+H]+ 734.5694 734.5698 0.54

PC-34:1 C42H82NO8P [M+H]+ 760.5851 760.5861 1.31

PC-34:2 C42H80NO8P [M+H]+ 758.5694 758.5671 -3.03


