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Table 1 Measurement and analysis conditions

Pyrolysis conditions MS conditions

Pyrolyzer EGA/PY-3030D(Frontier Lab) Spectrometer JMS-T2000GC (JEOL Ltd.)

Pyrolysis Temperature 600°C lon Source EI/FI combination ion source

GC conditions lonization El+:70eV, 300pA

Gas Chromatograph 8890 GC Fl+:-10kV, 40mA/30msec
(Agilent Technologies) Mass Range m/z 35-800

Column ZB-5MSi (Phenomenex) Data processing condition
30m x 0.25mm, 0.25um Software msFineAnalysis Al (JEOL Ltd.)

Oven Temperature 40°C(2min)-10°C/min Library database NIST20, Al Library (JEOL Ltd.)
-320°C(15min)

Injection Mode Split mode (100:1)

Carrier flow He:1.0mL/min
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Fig.2 Py-GC-El and FI TIC chromatograms for an Methyl methacrylate-methyl acrylate
copolymer.
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Fig.3 Measured El mass spectra and predicted El mass spectra of the proposed structural formula in
reference [1]
for ID[038], [040], [055], [063] in Fig.2.
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Table 2 Al structual analysis result

Reference [1] data msFineAnalysis Al result
Notation Assignment of Main Peaks ID RT(min) IUPAC name PubChem CID Al Score Rank Total

Methyl 2,2,4-
=] -C- -C?
d2 C=C(C)-C-C(C)(COOC)-C ? 038|741 | d-enoate | 12512240 872 |2 5548
d4 C=C(C)-C=C(CO0C)-C ? 040 |g32  |Methvl 2/4-dimethylpenta-1., 3,594 865 18 3769
2,4-dienoate
A2 C=C(COOC)-C-C(COOC)-C ? 055 |11.04 |Dimethyl2-methyl-4- 5537869 753 |37 3109
methylidenepentanedioate
D1 C=C(CO0C)-C-C(C)(COOC)-C ? 063 |11.69 |Dimethyl 2,2-dimethyl-4- 1,055, 825 9 3732
methylidenepentanedioate
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Sheet1

				Notation		Assignment of Main Peaks		MW		NIST登録 トウロク		PubChem CID		RT		AI Score		Rank		Rank		Total

				d1		C=C(C)-C-C(COOC)-C ?		142		〇		557840		6.62

				d2		C=C(C)-C-C(C)(COOC)-C ?		156		✖		12512240		7.41		872		2		6		5548

				d4		C=C(C)-C=C(COOC)-C ?		140		✖		71327190		8.32		865		26		39		3769

				d5		C-C(C)-C-C(C)(COOC)-C ?		158				156204

				A2		C-C(COOC)-C-C-COOC		174		〇		118086		10.44

				A2		C=C(COOC)-C-C-COOC		172		〇		574537		10.78

				A2'		C=C(COOC)-C-C(COOC)-C ?		186		✖		12037869		11.04		753		63		65		3109

				D1		C=C(COOC)-C-C(C)(COOC)-C ?		200		✖		10035672		11.38		825		11		11		3732

				D3		C-C(COOC)=C-C(C)(COOC)-C ?		200				✖

				HT		C-C(COOC)=C-C(COOC)-C-C(COOC)-C		272				✖

				HT		C=C(COOC)-C-C(COOC)-C-C(COOC)-C		272				✖

				HT		C-C(COOC)=C-C(C)(COOC)-C-C-COOC		272				✖

				HT		C=C(COOC)-C-C(C)(COOC)-C-C-COOC		272				✖

				HT'		C=C(COOC)-C-C(C)(COOC)-C-C(C)(COOC)-C		300		✖		13582289		18.63		695				23		892

				T		C-C(COOC)=C-C(C)(COOC)-C-C(C)(COOC)-C		300				✖







Sheet2

				Reference [1] data						msFineAnalysis AI result

				Notation		Assignment of Main Peaks				ID		RT(min)		IUPAC name		PubChem CID		AI Score		Rank		Total

				d2		C=C(C)-C-C(C)(COOC)-C ?				038		7.41		Methyl 2,2,4-trimethylpent-4-enoate  		12512240		872		2		5548

				d4		C=C(C)-C=C(COOC)-C ?				040		8.32		Methyl 2,4-dimethylpenta-2,4-dienoate  		71327190		865		18		3769

				A2'		C=C(COOC)-C-C(COOC)-C ?				055		11.04		Dimethyl 2-methyl-4-methylidenepentanedioate  		12037869		753		37		3109

				D1		C=C(COOC)-C-C(C)(COOC)-C ?				063		11.69		Dimethyl 2,2-dimethyl-4-methylidenepentanedioate 		10035672		825		9		3732
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“bonding hydrogen is omitted
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