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Fig.1 msFineAnalysis Ver.3 workflow
for the variance component analysis

Table 1. Measurement and analysis conditions

Pyrolysis conditions MS conditions

Pyrolyzer EGA/PY-3030D(Frontier Lab) Spectrometer JMS-T200GC (JEOL Ltd.)
Pyrolysis Temperature 600°C lon Source EI/FI combination ion source
GC conditions lonization El+:70eV, 300pA

Gas Chromatograph 7890A GC

FI+:-10kV, 40mA/30msec

(Agilent Technologies) Mass Range m/z 29-800
Column ZB-5MSi (Phenomenex) Data processing condition
30m x 0.25mm, 0.25um Software msFineAnalysis (JEOL Ltd.)
Oven Temperature 40°C(2min)-10°C/min Library database NIST17
-340°C(28min) Tolerance *+5mDa
Injection Mode Split mode (100:1)
Carrier flow He:1.0mL/min
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Mass Spectrum: El (ID: 008, RT: 5.10 min)
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Fig.2 Volcano plot of variance component analysis result
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Table 2. Integrated qualitative analysis result for the characteristic components of sample B

General Variance Component Analysis Result Total Result

RT Height

Adduct/ Calculated Mass Emmor Isotope  El Fragment

ID fmin] Data Bl IM m/fz Class Log2(B/4) -Log10(p-value) |Library Name Similarity Lib. Rl iu] Formula DBE Loss mfz [mDa] e, |@evecmm
m T8 127 B-A-5 591 5302651 BOnly 400 375 | 2-Propenenitrile m 555  C3HIN 30 none 53.02600 051 091 100
m lTT 510 B-B-1 6744 10406200 BEOnly 400 384 | Styrene 204 N/A CBHE 50 none 10406205 004 098 100
w [T 1214 B-E-5 431 157.08970 | BOnly 400 343 | 1H-Pyrrole, 1-(phenylmethyi)- 737 N/A  CIHIIN 70 none 15708860 109 093 100
] 1787 B-EI-5 866 210.11547 | BOnly 400 378 |- - - Cl4 H14 N2 90  none 21011515 032 079 100
m [l 2133 B-BI-5 1172 26115223 BOnly 400 385 |- - - C19HION 110 none 26115120 103 082 100
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Fig.3 Estimated chemical structures: left: ID026 (C,,H,4N,), right: ID030 (C,oH,oN)
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