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Table 1 Preset target list

Target list name Number of compounds

Air pollutants 224
Off-flavor 498

PAHs 28
Polymer additives 409
VOCs 222
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0.5mgFFE L. BN E-GC-MSE TRIE L=, 14 B RIZIXELZ EFIE (Field lonization)Z LY, B5 M =T —%%FmsFineAnalysis AllZ&YEHLT=. Table 2
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Table 2 Measurement conditions

Pyrolyzer : EGA/PY-3030D (Frontier Lab)

Sample amount ABS 0.2mg, SBR 0.5mg

Furnace Temperature 600°C

lon Source

lonization

Gas Chromatograph : 8890A GC (Agilent Technologies)

Column ZB-5MSi (Phenomenex)

30m x 0.25mm, 0.25um

Oven Temperature 40°C(2min)-10°C/min -320°C(30min)
Split ratio 100:1
Carrier gas He, 1mL/min

AERER

IS Temperature
GC-ITF Temperature
Mass Range

Drift compensation

Mass Spectrometer : JMS-T2000GC (JEOL)

El/Fl combination ion source

El: 70eV

Fl : Fl emitter, Flashing 12mA 30msec

El : 250°C, FI : No heating

250°C

m/z 10-800

El : m/z 281.05, column bleed at end time

Fl : m/z 281.05, reservoir every 15min
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Figure 1 TIC chromatograms

AABETZHRRDM  IHORMNSEIELUCEEIZTLNE0E T, ARREOBREH BANRUNTEBAORIRIEA I DEENEDFIOT. Hitd
= Bz &

s
&

. FFHFEACHSHY LEREHETHERVEGHDETEL.

Copyright © 2024 JEOL Ltd.



A—=Syb DR D - ABSHE R
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Chromatograms (EI - TICC/ EIC, FI - TICC / EIC)

@ Target-ABS cover - msFineAnalysis Al

Mass spectra (EI / FI)

Judgement results

File Export Method Option Help
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[ Display as RI
Display only targets with s that mest eriteria (bl Display targets with candidat ds [blus and yeliow}
CDekvionh farecEtbicoppane s estoneon Gue) L Dpy.toracE withfoan dicate compouads(bhuciand o eSS octadecyl 3-{35-dil Molecular Formula |C35H6203 | Description | Anticxidant
Target Information
NIST Molecular o
(PR =me cas# - m/z (EIC)  Description
Library  Formula i rT.] :::E[a? IM Match m/z :“ESIE”‘" Similariy Ve | setope  Fl Fragment
T001 2 B-ditert-butylphenol 128-38-2 o  C14H220 206.16652 Antioxidant I — EED imilarity ching rege
TO02 26-ditert-butyl-4-methylphenal 12837-0 o C15H240 22018217 Antioxidant 3294 3594 OK 53046722 212 78 778 065 100
TO03 2 6-ditert-butyl-d-sthylphensl 4130-42-1 o CI6H260 23419782 Antioxidant
24 6-tritert-butylphenal 732263 C12H200 262.22912 Antioxidant
4-butan-2-yl-2,6-ditert-butylphenol 17540-75-9 4 C18H300 262,22912 Antioxidant
TO06 2 6-ditert-butyl-4-{hydroxymethyljphenal 88-266 v CI5H2402 236.17708 Antioxidant
I octadecyl 3-(3,5-ditert-butyl-4-hydroxyob _ 2082-79-3 _ _ C35HE203 53046935 Antioxidant
Target Lists | Polymer Additives(English) Analysis Method | Default_for AccuTOF_GC-Alpha T Reset
T T
Target list Peak list

Figure 2 Result window of target analysis
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VL EEDOEEBITICESHEEZNRLIZED 23— I THAHAI LN BRSNS THA. S EDO#E R TIEE LR L& TH Hoctadecyl 3-(3,5-
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Table 3 Target list *selected blue and yellow

. . Num. of Num. of

Name CASH# NIST Library (Molecular Formula [m/z (EIC) Description A N | e—

octadecyl 3-(3,5-ditert-butyl-4-hydroxyphenyl)propanoate 2082-79-3 v C35H6203 530.46935|Antioxidant 1] 1]
2,2,4-trimethyl-1H-quinoline 26780-96-1 = C12H15N 173.11990(Antioxidant 4 0|
(2-hydroxy-4-octoxyphenyl)-phenylmethanone 1843-05-6 v C21H2603 326.18765|UV absorber/Light stabilizers 2 0|
(2,2,6,6-tetramethylpiperidin-4-yl) benzoate 26275-88-7| v C16H23NO2 261.17233|UV absorber/Light stabilizers 3 0|
2-ethyl-2-(hydroxymethyl)propane-1,3-diol 77-99-6 v C6H1403 134.09375|Stabilizer 1] 0
(2R,3R,4R,55)-hexane-1,2,3,4,5,6-hexol 50-70-4 v C6H1406 182.07849|Stabilizer 4 0|
1,3,5-tris(2-hydroxyethyl)-1,3,5-triazinane-2,4,6-trione 839-90-7 v C9H15N306 261.09554|Stabilizer 3 0|
octadecanoic acid 57-11-4 v C18H3602 284.27098|Glidant 1] 0
triphenyl phosphate 115-86-6) v C18H1504P 326.07025|Plasticizer/Flame retardant 1 il
N-butylbenzenesulfonamide 3622-84-2 v C10H15N02S 213.08180|Plasticizer 1 0|
10-phenoxarsinin-10-yloxyphenoxarsinine 58-36-6 v C24H16As203 501.95259|Antibacterial agent/Antifungal agent 1 0
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Judgement results *Omit spectrum similarity judgment

@ Target-SBR - msFineAnalysis Al

File Export Method Option Help
El Data |EI-SBRiF-Centroid SIData  FI-SBR¥F-Centroid RT RI Accu. Mass | IM Match P Sermrr | GeErmen
Edit Detection Result
Analysis Type | Target Analysis Spectrum Type | Centroid - - oK oK oK - oK
Adjust ¥ (0-Max) | | Adjust ¥ (Min-Max) | [] Display All Labels
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[ Display as Rl
[7] Display only targets with compounds that meet criteria (blue) [] Display targets with candidate compounds (blue and yellow) 22 4-rimethyl-TH] Molecular Formula |C1ZHI5N Description |Antioxidant
Target Information
Target Analysis Result (2,2 4-trimethyl-1H-quinoline, CAS: 26780-06-1, C12H15N)
NIST Molecular -
D Name CAS# . m/z (EIC)  Description
Library Formula BT Meas |\t me Mass Error Reverse Isotope  El Fragment
2.2 4-trimethyl-1H-quinaline 26780-06-1 - CIZHIN 173.11990_ Antioxidant [min] Rl fiu] S [mDa] "MIAMY  Gimilarity Matching Coverage
octadecanoic acid 51114  C18H3602 28427098 Glidant -
bis(2-ethylhexyl) benzene-12-dicarboxyla ~ 117-81-7  C24H3804 39027646 Plasticizer TO84-C003 1407 1423 - - - - 75
T084-C004 14.17 1431 - - - - - 0
T084-C005 14.35 1445 NG 17311928 -0.61 - 096 100
1453 1459 OK___ 173.11981 009 024 100
T084-C007 1489 1488 - 17312600 6.10 - E 50
Target Lists  |Polymer_Additives(English) Analysis Method |Default_for_AccuTOF_GC-Alpha Reru

Tabled 128 —4 v k) A %R T, B b BF 1L & D 2,2,4-trimethyl-1H-quinoline, ;& %l O octadecanoic

Figure 3 Result window of target analysis

acid, 7] 28 % @ bis(2-ethylhexyl) benzene-1,2-

dicarboxylate (=DEHP)MD3F A DIFEZR SN T=, ZD552,2,4-trimethyl-1H-quinoline[ENISTS A TS5 —RZ M E TH D= ARIMLVEBEDHIE (F

HEBEINT=,
Table 4 Target list *selected blue and yellow
arge ormatio
. B Num. of Num. of
D Name CASH# NIST Library (Molecular Formula [m/z (EIC) Description Detected  |passed
2,6-ditert-butylphenol 128-39-2 v C14H220 206.16652[Antioxidant 1 0
2,6-ditert-butyl-4-methylphenol 128-37-0| v C15H240 220.18217|Antioxidant 9 0|
2,4,6-tritert-butylphenol 732-26-3 v C18H300 262.22912|Antioxidant 1 0
4-butan-2-yl-2,6-ditert-butylphenol 17540-75-9 4 C18H300 262.22912|Antioxidant 1 0
1,3-dihydrobenzimidazole-2-thione 583-39-1 v C7HBN2S 150.02462|Antioxidant 2 0|
2,2,4-trimethyl-1H-quinoline 26780-96-1 = CI12H15N 173.11990|Antioxidant 7 1
2-(benzotriazol-2-yl)-4-methylphenol 2440-22-4 4 C13H11IN30 225.08966|UV absorber/Light stabilizers 1 0
2-(benzotriazol-2-yl)-5-octoxyphenol 3147-77-1 - C20H25N302 339.19413[UV absorber/Light stabilizers 1 0
2-(2H-Benzotriazol-2-yl)-6-dodecyl-4-methylphenol (branched and linear) 125304-04-3 - C25H35N30 393.27746|UV absorber/Light stabilizers 1 0
2-tert-butyl-6-(5-chlorobenzotriazol-2-yl)-4-methylphenol 3896/11/5 v C17H18CIN30 315.11329[UV absorber/Light stabilizers 1 0
2,2,4,4-tetramethyl-7-oxa-3,20-diazadispiro[5.1.118.26]henicosan-21-one 64338-16-5 v C22H40N202 364.30843|UV absorber/Light stabilizers 2 0|
octadecanoic acid 57-11-4] v C18H3602 284.27098|Glidant 2] 1
octadecanamide 124-26-5 v C18H37NO 283.28697|Glidant 1 0|
dibutyl benzene-1,2-dicarboxylate 84-74-2 v C16H2204 278.15126|Plasticizer 1 0
bis(2-methylpropyl) benzene-1,2-dicarboxylate 84-69-5 v C16H2204 278.15126|Plasticizer 1 0
dioctyl benzene-1,2-dicarboxylate 117-84-0) 4 C24H3804 390.27646|Plasticizer 1 0
bis(2-ethylhexyl) benzene-1,2-dicarboxylate 117-81-7 4 C24H3804 390.27646(Plasticizer 1 1
bis(6-methylheptyl) benzene-1,2-dicarboxylate 27554-26-3 - C24H3804 390.27646|Plasticizer 1 0
2-0-benzyl 1-O-butyl benzene-1,2-dicarboxylate 85-68-7' 4 C19H2004 312.13561(Plasticizer 1 0|
3-(2,3-dihydroxypropoxy)propane-1,2-diol 59113-36-9 = C6H1405 166.08357|Plasticizer 7 0
diazanium;sulfate 7783-20-2 - H8N204S 132.01993|Flame retardant 1 0|

Y

NIST library registered or not
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Figure 4AICAHBERITREEEEZTT. ERIRRIMILE2,2,4-trimethyl-1H-quinolinenD#EE XA S FRIL AR ML EDEELIMEIXAI Score 791EEL,
A=Y THAHAREMEERIELTLV:,

Structure formula of 2,2,4-trimethyl-1H-quinolinen

ID: T084-C006, Target Information [Nanm;

rimethyl-1H-quinoline, (

Mass spectra (Measured / Al predicted)

'80-96-1, Formula: C12H15N], Compound Informaticn [RT: 14.53 min, Meas. Rl: 1459 iu]

Target Analysis Elemental Composition of IM | Library Search | Infegrated Analysis | Al Structural Analysis Description
Formula | C1ZHISN m/z 173.11990| DBE | 60 | Edit Adduct/Loss
Compound Name = Syzans EI(E TS 22 [ L= e Adduct/Loss Formula MW DBE
2,2 4-trimethyl-1H-quinaline L 100 56 @ | none C12ZHI5N 173 6
. +H CIZH14N 172 61
Canenical SMILES | CC1=CC{C){C)NcZeceec?] o]
143 | 473
PubChem CID 8981 | |
738 50 -7 3 r L r “w
Adduct/Loss  none MW 173 27385062 7789103 128 wo
50 &
Formula C12H15N DBE 60! NH o5
100 ! s
Estimated RI [iu] 1445 (+95)  ARI [l 0 158 E
T 3 [ e e e I ]
Al Score | 791 Rank 37 (56) 50 100 150 750 500 250 0
AI37 (56), 791, 2,2 4-trimethyl-1H-quinoline Al Score
[ <« [ ][ »] Filter by Retention Index | No Filter .
37361 O] 1m O 2@ O 3@ O 4 O s O 6(8)
>_C>— 4
4 Jas & W, & g
Al Score: 791 Al Seore: 852 Al Score: 844 Al Score: 834 Al Seore: 832 Al Score: 826 Al Score: 825
Al Prob. -0.8 [6/3] Al Prob. -0.8 [6/8] Al Prob. +2.3 [7/8] Al Prob. -0.8 [6/3] Al Prob. +0.4 [6/8] Al Prob. -0.8 [6/2] Al Prob. -0.8 [6/3]
O 7010) O 3(13) [ ap4) [ 10015 O 1mun O 1zpg) [ 12 (20)
8 8 ¢ ;AI! 8 8< 8
Al Score: 825 Al Score: 821 Al Score: 819 Al Score: 819 Al Score: 818 Al Score: 818 Al Score: 817
Al Prob. +3.1 [6/8] Al Prob. +6.1 [7/8] Al Prob. +0.4 [6/8] Al Prob. -0.8 [6/3] Al Prob. +0.3 [6/8] Al Prob. -0.8 [6/2] Al Prob. +3.1[6/8]
O 4y O 1522 O 1625 [ 17(26) [ 8en O 1w9Ey O 20(32)
Al Score: 816 Al Score: 816 Al Score: 813 Al Score: 810 Al Score: 809 Al Score: 805 Al Score: 805
Al Prob. -0.8 [6/3] Al Prob. -0.8 [6/3] Al Prob. -0.8 [6/8] Al Prob. -2.7 [5/8] Al Prob. +2.3 [7/8] Al Prob. +23 [6/8] Al Prob. -0.8 [6/3]

Candidates of structural formula

Fe&H

Figure 4 Result window of Al structural analysis
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