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Table.1 Measurement Condition
HS GC MS
Sample temp. 80°C Column HP-5 (Agilent Technologies) Interface temp. 300°C
. . . 30m x0.32 mm id, 0.25 um film thickness
Heating time 30min lon source temp. 250°C
Oven temp. 50°C (3 min) — 5°C/min — 300°C (5 min)
Sampling mode Trap Acquisition mode Scan (m/z 29-600)
Carrier gas 2 mL/min (Constant Flow)
Number of sampling 1 lonization EI(70eV, 50uA)
Injection temp.  250°C
Trap tube AQUATRAP1 (GL Sciences Inc.) ! P PI(10.78eV)
Injection mode  Split 50:1
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Figure 1 Volcano plot of variance component analysis result
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Table 2 Integrated qualitative analysis result using the msFineAnalysis iQ

Variance Component Analysis
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AT Height | e Log2(B/A) p-value |Library Name CAS# Lib. Similarity HE-Rl o fiu) Formula pRE D B3y, Melecular Adduct/Loss [IMm/z '™ ElBase Sl Base
[min]  [%] [iu] Peak (Lib.) Weight Check lonization Peak  Peak
471 3359 A<B 341 0.001 [Nonane 111-84-2 mainlib 954 900 3 C9H20 0.0 43 128 v none 128 sl 43 128
* 716 5132| A<B 252 0.000 ityl 108-67-8 replib 962 972 21 C9HIZ 4.0 105 120 v none 120 I 105 120
* 7.42 10000 A<B >4 0.001 |Decane 124-18-5 replib 957 1000 2 ClOH22 0.0 a3 142 v none 12 S 3 14
1036 98.13| A<B >4 0.002 |undecane 1120-21-4 replib 959 1100 2 CllHz24 0.0 57 156 v none 156 I 3 156
* 1258 262 A<B 3.53 0.000 |Naphthalene 91-20-3 replib 906 1182 4 ClOH8 7.0 128 128 v none 128 sl 128 128
13.35 6494 A<B 388 0.002 |Dodecane 112-40-3 replib 967 1200 1 C12H26 0.0 57 170 v none 170 sl 57 170
2105 506 A»B 172 0000 |Pentadecane  629-62-9 replib 958 1500 1 CISH32 0.0 57 212 v none 212 E 57 -
2338 330 A>B  -3.80  0.000 |Hexadecane  544-76-3 replib 952 1600 1 CI6H34 0.0 57 226 v none 226 E 57
2559 181 AOnly <4  0.000 |Heptadecane  629-78-7 replib 945 1700 1 CI7H36 0.0 57 240 v none 240 B 57
2769  050] AOnly <-4  0.000 |Octadecane 593-45-3 WI2N20REP 917 1800 1 CIBH38 0.0 43 254 v none 254 E 57
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ANZJ b: EIL(ID: 104, RT: 7.16 min) ANT BV: EL(ID: 112, RT: 7.43 min) AR Bb: EI(ID: 248, RT: 12.58 min)
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Figure 2 Mass spectra of ID:104 Figure 3 Mass spectra of ID:112 Figure 4 Mass spectra of 1D:248
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