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Masshunter, ACD/Labs,
. Food Packaging and MALDI-TOFMS, asshunter /Labs
2024-01 Colombo® . 2024 41, 101227 Virgin and recycled PET Mass Profiler Professional
Shelf Life LC-TOFMS
software, PCDL Library
Compound Discoverer,
mzCloud, ChemSpider,
Online databases**,
Diaz-Gali M Frontier Spectral
202402~ 27 PNEN0 £ 0d Chemistry 2023 417,135852 PP LC-HRMS ass Frontier spectra
> Interpretation Software,
Compound Discoverer,
HighChem Fragmentation
Library
N . LC-IMS-QTOFMS, UNIFI, Chemspider, NIST,
2024-03 Veran Food Chemistry 2022 366, 130592 PEVA
GC-MS WILEY
R Environment PE, PET, PP, PS, PU, Progenesis QI, MassBank,
2024-04 StevensH . 2024 189, 108791 LC-QTOFMS
International PVC Plastchem report
NIST, Flavornet,
2024-05 Paivan Food Chemistry 2021 350, 129250 Virgin and recycled PP SPME-GC-MS Pherobase, VCF online,
FlavorDB
R Food Packaging and
2024-06 Verab ) 2023 35, 101020 Recycled PE SPME-GC-MS NIST, WILEY
Shelf Life
i NIST, Flavornet,
R Food Packaging and .
2024-07  Aznarn Shelf Lif 2023 40, 101196 PE SPME-GC-MS ChemSpider, Toxtree
elf Life
software
N . GC-Orbitrap
2024-08 Lin Food Chemistry 2024 454, 139837 PP, PS, PLA HRMS NIST
2024-09 Diamantidout Foods 2023 12,2739 Virgin and recycled PET LC-QTOFMS -
Analytical and
. T]a Y |cal an _ MassLynx, MassFragment
2024-10 Ubeda®n Bioanalytical 2018 410, 2377-2384  Virgin and recycled PET LC-QTOFMS Soft
oftware
Chemistry
Carrero-
2024-11 . Talanta 2019 195, 800-806 PP GCxGC-TOFMS  —
Carralero
. - ) GC-MS,
2024-12 Kirchkeszner® Microchemical Journal 2022 181, 107772 PP NIST
GC-TOFMS
J [ of H d MS-DIAL, MSP tral
2024-13 Chen’ ournal ot azardous 5459 423,127165  Virgin and recycled PE LC-QTOFMS : spectra
Materials kit, PubChem
2024-14 Chertan Food Chemistry 2015 188, 301-308 PP/EVOH/PP, PP/AL/PP GC-QTOFMS NIST
Analytical and
N . ) MassFragment,
2024-15 Ubeda® Bioanalytical 2019 411,3521-3532  PLA LC-QTOFMS
ChemDraw Ultra. UNIFI
Chemistry
Analytical and PLA LC-QTOFMS,
2024-16  Osorio» Bioanalytical 2022 414, 1335-1345 ' DART-MS, MassLynx
K Starch-based BP
Chemistry ASAP-QTOFMS
N Food Packaging and SPME-GC-MS, NIST, UNIFI, In house
2024-17 Estremera®> ) 2024 43,101297 PP/PA, PE/PA .
Shelf Life LC-IMS-QTOFMS library
MetaboScape, Met-Frag,
European Food Virgin and recycled PET, LC-QTOFMS,  PubChem, ChemSpid
2024-18 Bhattarai>  Research and 2024 250,533-545 o andrecycled FEL, e ’ ubt-hiem, Lhemspider
PBT GC-QTOFMS Masshunter, WILEY, NIST,
Technology
MS Interpreter, PubChem
Lestido- PE, VP, PS/PET, PP/PS,
2024-19 2" polymers 2023 15, 2656 / /PS: | c-Ms/Ms -
Cardama® PP/PP, PP, PE/PA
2024-20 Wronad Food Packagingand ) 45101334 Sl SPME-GC-MS  NIST, WILEY
Shelf Life
Envi tal Sci PP, PET, PE, PU, PVC,
2024-21 Stevens nITONMEntalSclence 5o 58, 4859-4871 LC-QTOFMS ToxCast, TOX21, PubChem

& Technology

PET/PE, PU/PE

*PE: polyethylene, PP: polypropylene, PS: polystyrene, PA: polyamide, PET: polyethylene terephthalate, PU: polyurethane, PEVA: poly(ethylene-vinyl

acetate), PVC: polyvinyl chloride, PLA: polylactic acid, SI: silicone resin, PBT: polybutylene terephthalate, Starch-based BP: starch-based biopolymer,

EVOH: ethylene vinyl-alcohol copolymer, VP: polyvinyl chloride—vinyl acetate copolymer, AL: aluminum

*Alfa Chemistry, CAS Common Chemistry, ChemBank, EPA DSSTox, EPA Toxcast, Excipients Browser, Exposome Explorer, MassBank, Merck Millipore,

PurePEG, Sigma-Aldrich, Springer Materials, Submitted chemical data, TCl and Toronto Research Chemicals,
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RYUTFL YV PE 5 23 121 848 281 1250
RyZ7aEL v PP 5 26 199 319 244 762
RYUZRFLY PS 2 16 37 259 27 323
KRYTIFR PA - 9 16 162 = 178
RYIFLYTFLT7RL—h PET 6 22 132 76 120 328
R h—Rxr—F PC - 4 28 37 - 65
ENEERYTFL Y Biodegradable-PE - 1 - 34 - 34
RUEBfE= L PVC 2 6 74 23 209 306
TLI7RIVEE - oa~FH
AR = - 2244-TFF
R PCTG - 2 - 22 - 22
AFI-1,3-2 R TRV
CF —ILHEEAKE
>y a— kg Sl 1 4 28 21 72 121
1t RATBERY T L&Y TPU - 1 - 19 - 19
x 7 I Vg MF - 1 = 16 = 16
AStiBE AS - 2 - 15 - 15
EUEN PLA 2 4 7 13 90 110
ABSHifg ABS - 1 = 12 - 12
ENURYAVE 84 PU 2 7 147 9 162 318
Ry oa~nsFsLy
UAFLYFLIRL—F Pet - ! - 8 - 8
RYTFLYFLT7RL—b PBT 1 3 29 7 1 37
NI il AA - 2 - 7 - 7
RUAIF Pl 1 - 2 - 2
RYUTFLVEFERE =L PEVA 1 2 106 - 49 155
B R—=ZDNA FRY v — Starch-based BP 1 1 - - 52 52
HEBETES* - 1 1 - - 85 85
SET AN BEA R LAY MLfilm-PU - 9 233 - - 233
AR T8 MLfilm 5 8 100 15 168 283
7o IV AA - 2 6 - - 6
BEEH FERERVAFL T4~ APAO - 1 7 - - 7
M EARER Adh-unknown - 1 5 - - 5
_ . ERNEa-—T4 Y Can-coating - 1 51 - - 51
A—T 47
Uv==x UV-varnish - 1 27 = - 27
pdllif:il Additives 1 2 67 = 2 69
&iF (D) - - 1420 1924 1562 4906

*PP, PS, PLAIC D W TH&RETS
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. - = (ARECBHEET) . 2 . u ﬂ:[ﬁv 247 i 51 i 3 g
2024-13 PE 4-Acetylanisole 1-(4-Methoxyphenyl)ethanone 100-06-1 150 C9H1002 LC-QTOFMS 173.0783 - postive | [M+Nal+ | 84.959
2024-18 PET |Terephthalic acid 100-21-0 166 C8H604 LC-QTOFMS 165.018 ESI negative [M-HI- 121.029
2024-13 PE Benzaldehyde 100-52-7 106 C7H60 LC-QTOFMS 107.0494 - postive [M+H]+ | 79.0000
2024-19 | MLfilm |2,2 -(Octadecylimino) diethanol N,N-bis(2-hydroxyethyl) octadecylamine 10213-78-2 358 C22H47NO2 LC-MS/MS 359.1 ESI postive [M+H]+ 88.1 341.1
2024-13 PE Triethanolamine 102-71-6 149 C6H15N03 LC-QTOFMS 150.1126 - postive [M+H]+ | 132.1018 | 70.0672 | 88.0742
2024-13 BB Ethyl 4-( )benzoate 4-Di acid ethyl ester 10287-53-3 193 C11H15NO2 LC-QTOFMS 194.1176 - postive [M+H]+ | 166.0869 134.06 | 179.0929
2024-13 PE Melamine 108-78-1 126 C3H6N6 LC-QTOFMS 127.0729 - postive [M+H]+ | 85.0509
2-[2-[2-(2-Methylprop-2-
2024-03 | PEVA [enoyloxy)ethoxylethoxylethyl 2- Triethylene glycol dimethacrylate 109-16-0 286 C14H2206 LC-IMS-QTOF 309.1317 ES postive | [M+Nal+ | 229.0707
methylprop-2-enoate
2024-03 | PEVA |[N,N'-Ethylenebis(stearamide) 110-30-5 593 C38H76N202 LC-IMS-QTOF 593.5993 ES postive [M+H]+ | 327.336 | 310.3095 | 282.2779
2024-03 | PEVA [Ethylenebis(oleamide) EBO 110-31-6 589 C38H72N202 LC-IMS-QTOF 589.5676 ESI postive [M+H]+ | 573.5354 | 325.3219 | 308.2954
2024-13 PE Diethanolamine 111-42-2 105 C4H11NO2 LC-QTOFMS 106.0864 - postive [M+H]+ | 88.0762 | 70.0647
2024-13 PE Erucamide 13-Docosenamide, (Z)- 112-84-5 338 C22H43NO LC-QTOFMS 338.3421 - postive [M+H]+ | 97.1007 | 303.3026 | 21.3147
2024-19 | MLfilm [Stearylamine Octadecylamine 124-30-1 270 C18H39N LC-MS/MS 270.3 ESI postive [M+H]+ 57.2 2
2024-13 BE Tributyl phosphate 126-73-8 266 C12H2704P LC-QTOFMS 267.1736 = postive [M+H]+ | 98.9843 | 155.0466 | 211.1097
2024-13 PE 4-Hydroxymandelonitrile 13093-65-7 149 C8H7NO2 LC-QTOFMS 150.0267 - postive [M+H]+ | 122.0970 | 94.0655
2024-13 PE Oxybenzone 131-57-7 228 C14H1203 LC-QTOFMS 229.0861 = postive [M+H]+ | 151.0386 | 105.0331
2024-13 PE N,N-Diethyl-3-methylbenzamide 134-62-3 191 C12H17NO LC-QTOFMS 192.1395 - postive [M+H]+ | 119.0489 | 72.0811
2024-13 PE  [Tris(1-chloro-2-propyl)phosphate TCPP 13674-84-5 328 | C9H18CI304P LC-QTOFMS 327.0083 - postive | [M+H]+ | 98.9842 | 174.9918
2024-02 | MLfilm [Heptapropylene glycol PPG n7 14362-16-4 425 C21H4408 LC-Orbitrap MS 442.3376 ES postive |[M+NH4]+| 57.0335 59.0491 | 99.0802
2024-13 PE DL-3-Aminoisobutyric acid 144-90-1 103 C4H9INO2 LC-QTOFMS 104.1074 - postive [M+H]+ | 86.0964
2024-13 PE 3-Methyloxyindole 1504-06-9 147 C9HINO LC-QTOFMS 148.1123 - postive [M+H]+ | 133.0885
2-[Dodecyl(2-
2024-19 | MLfilm [N,N-bis(2-hydroxyethyl) dodecyl hydr thyl ]ethanol 1541-67-9 273 C16H35N02 LC-MS/MS 274 ESI postive [M+H]+ 88 256
Lauryldiethanolamine
2024-18 PET |Linear trimer 2 series TPA3-EG2-DEG+H20 16033-73-1 638 C32H30014 LC-QTOFMS 656.198 ESI postive |[M+NH4]+| 385.092 | 237.076 | 193.049
2024-18 PET [Cyclic tetramer 1 series (TPA-EG)4 16104-96-4 768 C40H32016 LC-QTOFMS 786.203 ESI postive |[M+NH41+| 769.176 385.091 | 193.049
2024-18 PET [Cyclic pentamer 1 series (TPA-EG)5 16104-97-5 960 C50H40020 LC-QTOFMS 978.246 ESI postive |[M+NH4]+| 961.219 385.092 193.05
2024-18 | peT | 6016:1922- i Cyclic dimer 3 series, (TPA + DEG)2 16104-98-6 472 C24H24010 LC-QTOFMS 473.145 ESI | postive | [M+H]+ | 429.119 | 403.102 | 385.091
Hexaoxatricyclo[22.2.2.211,14]triaconta-
2024-13 PE N,N-Dimethyldodecylamine N-oxide Lauramine oxide 1643-20-5 229 C14H31NO LC-QTOFMS 230.2479 - postive [M+H]+ 58.065
2024-18 | PET |First series linear trimer g;z'gg)s' (TRA-EG)S H20ib-LTPAS 16958-96-6 | 594 | C30H26013 LC-QTOFMS 612.172 | ESI | postive |[M+NH4l+| 385.092 | 193.05 | 429.118
202003 | pya |35 Ditert-buty-4- Irganox 1076 2082-79-3 | 531 | C35H6203 LC-IMS-QTOF | 553.4596 | ESI | postive | [M+Nal+ | 3112945 | 283.2632 | 163.1117
hydroxyphenyl)propionic acid stearyl
2024-13 PE 7,8-Dihydroxy-4-methylcoumarin 2107-77-9 192 C10H804 LC-QTOFMS 215.0697 - postive | [M+Nal+ | 177.054
2024-02 | MLfilm [Pentapropylene glycol PPG n5 21482-12-2 308 C15H3206 LC-Orbitrap MS 309.2273 ESI postive [M+H]+ | 57.0335 59.0491 | 99.0802
2024-02 | MLfilm [Nonapropylene glycol PPG n9 2172326-56-4 541 C27H56010 LC-Orbitrap MS 558.4211 ESI postive |[M+NH4]+| 59.0491 | 97.0648 | 99.0802
C(TPA + EG)3 + (TPA + DEG), TPA4- .
2024-18 PET  [Second series cyclic tetramer £G3-DEG 2222729-29-3 812 C42H36017 LC-QTOFMS 830.229 ESI postive |[M+NH4]+ 813.202 | 193.049 | 385.091
(1R 2R4R)-1,2.7,7- )
2024-04 PU 2-Methylisoborneol 2371-42-8 168 C11H200 LC-QTOFMS 151.148599| ESI postive [M+H-H20]+
Tetramethylbicyclo[2.2.1]heptan-2-ol
2024-02 | MLfilm [Decapropylene glycol PPG n10 2413933-22-7 599 C30H62011 LC-Orbitrap MS 616.463 ESI postive |[M+NH4]+| 97.0648 | 99.0802 | 115.0754
3,6,13,16- Ethylene Terephthalate Cyclic Dimer, .
2024-18 BB 24388-68-9 384 C20H1608 LC-QTOFMS 385.092 ESI postive [M+H]+ | 359.076 | 341.066 | 193.049
tetraoxatricyclo[16.2.2.2(8,11)]tetracosa |Cyclic dimer 1 series, (TPA-EG)2
2024-02 | MLfilm [Tetrapropylene glycol PPG n4 24800-25-7 250 C12H2605 LC-Orbitrap MS 251.1853 ESI postive [M+H]+ | 57.0335 59.0491 95.049
2024-13 [FE Hexaethylene glycol PEG6 2615-15-8 282 C12H2607 LC-QTOFMS 283.1751 = postive [M+H]+ | 89.0598 | 133.0853 | 177.1136
2024-13 BE Octhilinone 26530-20-1 213 C11H19NOS LC-QTOFMS 214.1261 = postive [M+H]+ | 102.0011 | 57.0698 | 71.0856
2024-18 PET [2,3-Benzofuran Coumarone 271-89-6 118 C8H60 LC-QTOFMS 119.049 ESI postive [M+H]+ | 116.108 91.054
2024-13 PE Oleamide 9-Octadecenamide 301-02-0 282 C18H35NO LC-QTOFMS 282.2812 - postive [M+H]+ | 265.2532 | 247.2432 | 266.2553
2024-19 | MLfilm |2-(Octadecylamino)ethanol 31314-15-5 314 C20H43NO LC-MS/MS 3143 ESI postive | [M+H]+ 296.3 57.2
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