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Table 1 Measurement and analysis conditions

Pyrolysis conditions MS conditions
Pyrolyzer EGA/PY-2020D(Frontier Lab) Spectrometer JMS-T200GC (JEOL Ltd.)
Pyrolysis Temperature 600°C lon Source EI/FI combination ion source
GC conditions lonization El+:70 eV, 300 pA
Gas Chromatograph 7890 GC Fl+:-10 kV

(Agilent Technologies) Mass Range m/z 29 - 600
Column ZB-5MSi (Phenomenex) Data processing condition

30 m x 0.25 mm, 0.25 pm Software msFineAnalysis Al (JEOL Ltd.)
Oven Temperature 40°C (2 min) - 20°C/min Library database NIST20, Al Library (JEOL Ltd.)

-320°C (30 min)
Injection Mode Split mode (100:1)

Carrier flow He:1.0 mL/min

EKEE?ﬁitA*i AFHOELHEANBFPELFLICEETHEPHDE Y. AtlolOBmIENERERUNDESZEDRAGICHIT D EGNBDETOT, &HHT
= = BEE FLFEFEMNFEHT CEREHEZ TBRLEDE TS, Copyright © 2022 JEOL Ltd.



e
AEERITRRLSEXHROLE

EASN=PET I ILLDEBDRERYDSE . NISTSA TS —T—ER—XZKEHFT. BOZE XM THEEXNRESLTY

B4R T DV TARBERITERIEL . TOMREREF L,

Fig.2 [ZPy-GC-EIRUFIAIE TH/LONITIC/OT NI S LERY , IR DID[058]. [059]. [115]., [159] WS EEM I RELIZ4M S
TH%H. EL T Fig3l2CNBAM D DRBEIRZAARIML (LK. B) & SEXHTRESN TVSBER (RRIMLER) EEDF A

EIRRRARINL(TER, ) ETT,

TICC: EIT=%
x107 1 [058] [059] [115]
10.49 10.81 15.52 GC/EI
5 5.00
& p [159]
] 1 /22.66
0.00 — T T T T T T T T T T T T T T | — T T T
25 5.0 75 100 125 150 175 200 225 250 275 300
TICC: SIT-%
x108
#
& [159]
/22.66
n_____
——————
25 50 75 100 125 150 175 200 225 250 275 300

Fig.2 Py-GC-El and FI TIC chromatograms for Poly(ethylene terephthalate).

Spectrum: El (ID: 058, RT: 10.49 min)
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Spectrum: El (ID: 059, RT: 10.81 min)
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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[058], [059], [115], [159] in Fig.2.
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Table 2 Al structual analysis result

Reference [2] data msFineAnalysis Al result
Notation Assignment of Main Peaks RT(min) IUPAC name PubChem CID Al Score Rank Total

c CH2=CHOCOC6H4COOCH=CH2 058 |1049 |PistethenyD) benzene-1d- . oo agg 820 2 1471
dicarboxylate
4-ethenoxycarbonylbenzoic

D CH2=CHOCOC6HACOOH 059 |1081 9 22223159 914 2 1013
acl

F C6H5COOCH2CH20COC6HACOOCH=CH2 115 |issp  |17O(ebenzoyloethyh 4- 4 o e 877 1 975
O -ethenyl benzene-1,4-
bis(2-benzoyloxyethy!

H C6H5CO0CH2CH20COC6HACOOCH2CH20COCEHS 159 (2266 Is(2-benzoyloxyethyl) 53951693 510 3 311
benzene-1,4-dicarboxylate
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				Notation		Assignment of Main Peaks		MW		NIST登録 トウロク		PubChem CID		RT		AI Score		Rank		Rank		Total

				LB		CO2		44		〇

				AC		acetaldehyde		44

				B		benzene		78

				AC		vinyl benzoate		148

				BA		benzoic acid		122

				DP		diphenyl		154		〇				9.36?(類似度低い) ルイジド ヒク

				C		divinyl terephthalate CH2=CHOCOC6H4COOCH=CH2		218						10.5

				D		CH2=CHOCOC6H4COOH		192						10.81

				PA		C6H5-C6H4COOCH=CH2		224						12.36

				PB		C6H5-C6H4COOH		198		〇				12.38

				E		C6H5COOCH2CH2OCOC6H5		270		〇				13.62

				F		C6H5COOCH2CH2OCOC6H4COOCH=CH2		340						15.52

				PE1		C6H5-C6H4COOCH2CH2OCOC6H5		346						17.12

				PE2		HOCOC6H4COOCH2CH2OCOC6H4COOCH=CH2		384						17.18

				G		CH2=CHOCOC6H4COOCH2CH2OCOC6H4COOCH=CH2		410						17.32

				H		C6H5COOCH2CH2OCOC6H4COOCH2CH2OCOC6H5		462						22.66

				I		C6H5(COOCH2CH2OCOC6H4)2COOCH=CH2		532						30.98





Sheet2

				Reference [2] data						msFineAnalysis AI result

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

				C		CH2=CHOCOC6H4COOCH=CH2				058		10.49		bis(ethenyl) benzene-1,4-dicarboxylate		15374889		820		2		1471

				D		CH2=CHOCOC6H4COOH				059		10.81		4-ethenoxycarbonylbenzoic acid		22223159		914		2		1013

				F		C6H5COOCH2CH2OCOC6H4COOCH=CH2				115		15.52		1-O-(2-benzoyloxyethyl) 4-O-ethenyl benzene-1,4-dicarboxylate		101115782		877		1		975

				H		C6H5COOCH2CH2OCOC6H4COOCH2CH2OCOC6H5				159		22.66		bis(2-benzoyloxyethyl) benzene-1,4-dicarboxylate		53951693		510		3		311
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LB [ 44 150 25.2
AC acetaldehyde 44 408 8.8
B benzene 78 654 3.0
A vinyl benzoate 148 1143 14.0
BA benzoic acid 122 1186 44.7
DP diphenyl 154 1398 1.8
RT 10 S0 c divinyl terephthalate CH_Z:CF‘ILOCOCGHACOOCH=CH2 S0€ 218 : z; 257 — ¢ >H(004%
D CH2=CHOCOC6H4COOH ~?0 192 100.0
27 (0 3&; PA C6Hs-C6H4COOCH=CH2 7 0¥ “ 224 1889 3.9 7 CLor 10 ()
RT 2% pB C6Hs-C6H4COOH 20k (7{77'1-) 198 1914 6.0
,"E /[ 32{ (2 E CeHsCOOCH2CH20C0CsHs — ok (31772~ )k 270 2178 741
RT/5. 52 F C6HSCOOCH2CH20C0CEH4CO0CH=CHz "70 340 2636 399 5 ((IH (606
BT (p¢2- PE1 C6Hs5-C6H4COOCH2CH20COCeHs 1 T4+ S 346 3050 15 9 C22H (0 F
PE2 HOCOCsH4COOCH2CH20C0CEH4CO0OCH=CHz 7 17" 384 3052 33 »C
KT (7t € CH2=CHOCOC6H4COOCH2CH20COCsHACOOCH=CHz T % 410 3089 128 (>HPOX
RT226d H GeH5CO0CH2CH20COCsH4COOCH2CH20C0CsHs — B0 £ 462 3753 11.92¢ 2b H 2208
CeH5(COOCH2CH20COC6H4)2COOCH=CH2 - [#- % 532 4180 17.9

* CeHs represents phenyl group ; CéH4 represents p-phenylene group
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“bonding hydrogen is omitted
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