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Table 1 Measurement conditions

Pyrolyzer : EGA/PY-3030D (Frontier Lab) Mass Spectrometer : JMS-T2000GC (JEOL)

Sample amount 0.2mg lon Source El/Fl combination ion source
Furnace Temperature 600°C lonization El : 70eV
Fl : Fl emitter, Flashing 12mA 30msec
Column ZB-5MSi (Phenomenex) IS Temperature El : 250°C, Fl : No heating
30m x 0.25mm, 0.25um GC-ITF Temperature 250°C
Oven Temperature 40°C(2min)-10°C/min -320°C(30min) Mass Range m/z 10-800
Split ratio 100:1 Drift compensation El : m/z 281.05, column bleed at end time
Carrier gas He, ImL/min FI : m/z 281.05, reservoir every 15min
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Figure 1 TIC chromatograms
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Overlaid chromatograms (PET bottle, Recycled PET product)
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Figure 2 Result window of two-sample comparison

General | Component Anaysi Total Result Library Search Result
Mat BEST
T Mess Aves CAS# / PubChem Adduct/ Calculsted  Mass Error Isotope Bl Fragment
LI o At M| Cass LoglB/A)| Compound Name b, Factor/ LibRifi] ARIfu] Formula L s T Mg Coveoe | Match  Library Name Formula
Alscore Factor
W01 131 523 4692999 4412 4398929| A=8 067 |Carbon diovice 124389 manlib 794 13 30 cor 20 none 439828 001 089 0 784 Carbon dioxide co2 E
W 002 i3s 531 1251638 1177 4402608 A= 033 75070 mainib____041 401 10_C2Ha0 10 none 4402567 041 004 100 941 Acetaldehyde C2H40
10979741032 _B6.03664 BOnly -4 2 ety ester 95355 manlb 965 5T 35_cansoz 20 none 860363 040055 700 555 2-Propenoic acid, methyl ester CarB0z
555 27121 255 7804580 A=B 080 |Benzene 152 mainlb 617 G54 T core 20 nons 7804580 040 08 100 917 Benzene 5 e
712 41113 030 10005212| BOnly >4 |Methyl methacniate 80-62.6 mainib 776 2 csHeOZ 20 none 0005188 024 077 100 776 Methyl methacrylate CcsHE02 |
891 3967463 370 10406229| A<B >4 |[Strene 100425 manib 972 1 cske 50 none 10406205 02t 098 100 979 Styrene st |
92 01407 085 1180774| BOny >4 |ocMetylsyrene 93.63.0 manlb 695 4 om0 50 none 11807770 004 082 100 895 ocMlethylsyrene comi0 |
1T WIeis 1613 Ws022| A8 g3t [Vt benzone 769788 manib %06 0 coHBOZ 50 none 4805188 034 03 100 90 Benzeneaceticacid, ocono-, methyl ester €9 HBO3 |
Analysis Method |Default_for AccuTOF_GC-Alpha e Reset
Peak list
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Table 2 Peak list

Blue : strong in PET bottle, Red : strong in recycled PET product, White : common components

) RT [min] '[\:T]as' ¢l Area [%] |Class Log2(B/A) |Compound Name Eﬁsgem o) Lib. ;\/IAaltr;P;::tor Lib. RI [iu] [ARI[iu] [Formula DBE ;a/l:ulated [\/:[s)sa]Error :\jlztt::;g Ezi?ir::"t
001 1.31] 523 44.12| A=B -0.67 _|Carbon dioxide 124-38-9|mainlib 794 153 370 co2 2.0 43.98928| 0.01f 0.99 0
002 138 531 11.77] A=B -0.33 |Acetaldehyde 75-07-0|mainlib 941 401 130 [C2H40 1.0 44.02567, 041 094 100
003 1.96| 606 10.32| BOnly >4 2-Propenoic acid, methyl ester 96-33. inli 965 571 35 C4H602 2.0 86.03623 0.40[ 0.95 100

m 2.34| 655 255 A=B -0.80 |Benzene 71-43-2|mainlib 917 654 1 C6 H6 4.0 78.04640] 0.40[ 0.88 100
005 2.86| 712 0.39| BOnly >4 Methyl methacrylate 80-62 inli 776 714 2 C5 H8 02 2.0 100.05188 0.24) 077 100
006 5.80] 891 37.30] A<B >4 Styrene 100-42-5|mainlib 979 893 1 C8 H8 5.0/ 104.06205 0.24) 0.99 100
007 7.42| 982 0.86| BOnly >4 a-Methylstyrene 98-83. inli 895 986 4 C9 H10 5.0| 118.07770) 0.04) 0.83 100
008 9.98( 1137 16.13| A=B -1.31  [Vinyl benzoate 769-78: inli 906 1112 (+200) 0 C9H8 02 6.0[ 148.05188| 0.34) 0.93 100
010 10.97[ 1201 41.68) A=B -1.50 |Benzoicacid 65-85-0|mainlib 953 1172 29 C7H6 02 5.0[ 122.03623 0.26| N/A 100
011 13.41 1373 3.14| A=B -1.87 _|Vinyl trans-cinnamate 17719-70-9|mainlib 906 1318 (+200) 0 C11H1002 7.0] 174.06753 0.39] 0.87 100

13.73| 1397 3.19] AOnly <-4 __|4-Vinylbenzoicacid 1075-49-6|mainlib 911 1291 (+219) 0 C9H8 02 6.0[ 148.05188| 0.29) 0.93 100
15.19| 1512 235 A=B -1.17 _|ethenyl 4-acetylbenzoate 19093261(Al 872 1536 (+95) 0 C11H1003 7.0] 190.06245 0.74] 0.85 100
15.84| 1565 30.80] A=B -1.98 |bis(ethenyl) benzene-1,4-dicarboxylate 15374889(Al 889 1625 (+95) 0 C12H10 04 8.0 218.05736 0.37[ 0.98 100
15.98| 1576 3.73| BOnly >4 14 dicarboxylic acid, methyl ester 1679-64-7|mainlib 798 1569 7 C9H8 04 6.0/ 180.04171 -0.42| N/A 100
16.59| 1628 100.00| A=B -1.77 _|4-ethenoxycarbonylbenzoic acid 22223159|Al 924 1650 (+95) 0 C10H8 04 7.0[ 192.04171] 0.30[ 0.90 100
16.90| 1655 2.55| BOnly >4 trimethyl hex-5-ene-1,3,5-tricarboxylate 11425398(Al 679 1681 (+95) 0 C12H18 06 4.0] 258.10979 0.60[ 0.76 100
19.49| 1893 2.04 A=B -1.29 |ethenyl 4-phenylbenzoate 19093270|Al 911 1932 (£95) 0 C15H12 02 10.0[  224.08318| 0.19( 0.89 83
dimethyl 2-methylene-4-
19.55] 1899 4.40| BOnly >4 henylh: di -|User 994 1899 0 C16 H20 04 7.0[ 276.13561 0.57] 0.80 95
19.59| 1903 5.00] AOnly <-4 i 4-carboxylic acid 92-92- 870 1737 (+219) 0 C13H1002 9.0/ 198.06753 0.40[ 071 100
dimethyl 2-methylene-4-
19.68| 1912 3.73| BOnly >4 phenethy i -|User 981 1912 0 C16 H20 04 7.0| 276.13561 0.50) 0.48 100
19.75| 1919 7.84| BOnly >4 dimethyl 2-(2-p| y di -|User 999 1919 0 C16 H20 04 7.0| 276.13561 0.51) 0.96 100
22.08| 2163 3.98) A=B -0.37 _[1,2-Ethanediol, dibenzoate 94-49-5|mainlib 906 2108 55 C16 H14 04 10.0]  270.08866) 0.24| 0.79 100
22.12| 2168 1.58| BOnly >4 :methyl 4,6-diphenylhept-6-enoate -|User 986 2168 0 C20H22 02 10.0| - - - 100
22.32| 2190 7.87| BOnly >4 methyl 2-phenethyl-4-phenylpent-4-enoate -|User 999 2189 1 C20H22 02 10.0] 294.16143 0.51] 0.88 100
1-0-(2-benzoyloxyethyl) 4-O-ethenyl
027 25.85| 2618 3133 A=B -1.15 |benzene-1,4-dicarboxylate 101115782|Al 554 2691 (+95) 0 C19H16 06 12.0] 340.09414 0.08 0.77 100
ethyl 3-(acetyloxymethyl)-4-oxo-2-
028 27.66| 2866 3.96) A=B -1.49 |phenylchromene-8-carboxylate 19972752|Al 399 2917 (+95) 0 C21H18 06 13.0]  366.10979 -0.55]  N/A 100
029 28.78| 3029 513| A>B -2.44 |[PY] PET -|Al 266 3006 (+95) 0  |C20H1607 13.0] 368.08905 E = 100
030 28.88| 3044 4.02| BOnly >4 [PY] PET -|Al 381 3052 (£95) 0 C19H16 07 12.0] 356.08905 s = 100
031 29.05( 3071 36.45| A=B -1.53 |ethan-1,2-diyl divinyl diterephthalate -|User 999 3071 0 C22 H18 08 14.0]  410.09962 0.61| 0.76 100
(5,7-dimethoxy-1-oxo-3,4-
032 31.77| 3464 244 A=B -1.59 |diphenylisochromen-6-yl) acetate 102581926|Al 457 3356 (+95) 13 C25H2006 16.0] 416.12544 -1.62| N/A 100
bis(2-benzoyloxyethyl) benzene-1,4-
033 34.63| 3742 4.9 A=8B -0.21 |dicarboxylate - Us? 994 3742 0 C26 H22 08 16.0| 462.13092 1.89] N/A 100

mainlib = The compound name and structural formula obtained by NIST library, Al = Al predicted library, User = Manually edited library
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Figure 3 Structural formulas (Red : strong in recycled PET product)
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