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Figure 1 Derivatization flow

Table 1 GC-MS measurement condition

GC MS
Column HP-5MS UL (Agilent) Ion Source EI/FI/FD combination ion source
30 mx0.25 mm I.D., df=0.25 ym
250 °C, For multivariate analysis: Split 50:1, - EI+:70 eV, 300 pA,
Inlet ) . . ! Ionization
For compound identification: Split 5:1 FI+:-10 kV, 6 mA
Oven 80 °C (2 min) —15 °C/min—325 °C/min m/z Range For multivariate analysis: m/z 33 - 800
(7 min) g For compound identification: m/z 33 - 1600
Carrier flow He, 1.0 mL/min (Constant Flow)

C1mg/mLIFEVEEAZ/—)LIBKR 10 uL

20 mg/mLARNF O PIUIERRE (EYDY
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Figure 2 TICC of metabolites in sake

* : External m/z calibrant
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Figure 3 Principal component analysis results

(A) Score plot, (B) Loading plot
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Figure 4 Hierarchical Cluster Analysis (HCA) results
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Figure 5 Peak intensity comparison results
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Figure 6 Mass spectra of unknown compound
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Figure 7 Al structure analysis result of unknown compound
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