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Supplemental Table 1. Clinical characteristics of saliva samples used in this study

Characteristics OSCC patients Healthy controls
Number of subjects 30 30
Race Chinese Chinese
Gender (Male/Female) 25/5 25/5
Age (mean, range) 55, 29-72 47, 25-69
Clinical staging

Early stage (I-11) 13 (I:4, 11:9)

Advanced stage (I111-1V) 17 (111:3, 1V:14)

TNM staging ®
Tumor states (T)
Regional lymph node status (N)
Distant metastasis status (M)

T1:7,T2:10, T3:1, T4:12
NO:18, N1:9, N2:3
MO0:30, M1:0
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Supplemental Figure 1. Metabonomics research strategy with the integration of

RPLC and HILIC for OSCC salivary biomarkers identification.
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Supplemental Figure 2. The elemental composition analysis for the ion of m/z

89.0226/2.59 min in HILIC with negative-ion mode.

"2Elemental Composition E]

File Edit Yiew Process Help
| se@ g M O X
Single Mass Analysis A
Tolerance =50.0 mDa / DBE: min =-1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons =
35 formula(e) evaluated with 12 results within limits (up to 50 closest results for each mass) 3
Mass [ Calc. Mass |mDa |PPM | DBE | Formula [ i-FIT c[HlwJo]
89.0226  89.0239 -1.3 -23.6 1.5 C3 M5 03 13.7 a 5 3
89.0140 7.8 8T.6 6.5 C5 H N2 42.0 5 1 2
89.0351  -13.3 -149.4 1.5 C2 5 N2 02 89.0 2 8§ 2 2
89.0100  11.8 1326 2.5 H N4 02 96.2 1, 4 2
89.0391  -17.3 -19¢.3 5.5 CT IS 143.0 7 5
89.0027  19.1 21456 65 C6 K O 1745 6 1 1
88.9987 23.1 259.5 25 C H W2 03 261.8 I 2 2 3
89.0463  -24.5 -275.2 1.5 C 15 N4 O 271.8 1 5 & ¢
86.9875  34.3 3853 2.5 (2 H 04 535.9 2 1 4
89.0576  -35.8 -402.1 1.5 M5 NG 559.9 5 6
89.0603  -38.5 -432.5 0.5 C4 H3 02 6440 4 9 2
89.0715  -49.7 -556.3 0.5 C3 H3 N2 O 1070.5 3 9 2 1
patient20
HILIC-20 319 (2.687) 1: TOF MS ES-
1.15€3
100 89.0226
114.9351
59.0147
96.9602
% 116.9351
57.9787 | 519399 789602 820310 b 1232031
50.4228 57-4533| 163_9640 86.010771.0166 755702 1 87.0083| 98.9555 105.0214  111.0204 119.0383
O B i e B BB B e s e oy s syt d sy rd s L papa o e m gy, [71/7
50.0 55.0 60.0 65.0 70.0 75.0 80.0 85.0 90.0 95.0 105.0 110.0 115.0 120.0
For Help, press Fi A




Supplemental

Figure 3. Phenylalanine metabolism
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Supplemental Figure 4. Sphingolipid metabolism
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