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Figure 1 Schematic diagram of FD and Pyrolysis-GC-MS method
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Table 1 Meas

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

Sample amount 0.5mg

Furnace Temperature 600°C

Gas Chromatograph : 8890A GC (Agilent Technologies)

Column ZB-5MSi (Phenomenex)
30mx 0.25mm, 0.25um
Oven Temperature 40°C(2min)-10°C/min -320°C(30min)
Split ratio 100:1

Carrier gas He, 1mL/min
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Mass Spectrometer : JMS-T2000GC (JEOL)

lon Source El/Fl combination ion source
lonization El: 70eV
Fl : Fl emitter, Flashing 12mA 30msec
FD: FD emitter, 0-50mA@51.2mA/min
IS Temperature El : 250°C, Fl and FD : No heating

GC-ITF Temperature El and FI : 250°C, FD : No heating

Mass Range El and FI : m/z 10-800, FD : m/z 35-1600
Drift compensation El : m/z 281.05, column bleed at end time
Fl : m/z 281.05, reservoir every 15min

FD : None
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Figure 2 TIC chromatogram and mass spectrum
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Figure 3 KMD plot
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Octadecansic acid

57-11-4 mainiib

RT  Meas. CAS#/PubChem Metch . Adduct/  Calculated  Mass Error Isotope  El Fragment
il (R I a (CeRECt s cin = :‘S‘:;L RRII] foenui EE (e m/z [mDa] Mak:ing Cmergag:
L} 1041 1164 146.10008 | Benzene, 4-pentenyl- 1075-74-7 mainlib 727 24 C1TH14 50 none 146.10900 008 0.94 100 ~
] 1070 1183 16214019 | Cyclooctene, 5.6-diethenyl- trans- 53264-71-4 mainlib 81 0 Cl2H18 40 rone 16214030 012 o7 100
L} 1081 1190 14409355 | Benzene, (2-cyclopropylethenyl)- - mainlib 824 0 C1TH12 60 none 144009335 020 055 100
] 1243 1302 14409348 |Benzene, T-cyclopenten-1-yl- 825-54-7 mainlib 869 0 ClHR 60 none 14409335 012 093 100
L] 1292 1337 15810902 | Benzer -cyclohexen-1-yl- 4994-16-5 mainlib 892 8 CI12H14 60 none 158.10900 002 083 100
L] 4341444 17311934 | 2.2 4-trmethyl-1H-quinoline BGBT Al 830 0 CizHI5N 60 none 17311990 056094 100
L] 1437 1447 157.08880 | Quinoline, 2,7-dimethyl- 93-37-8 mainlib 830 24 CITHNN 70 none 157.08860 020 074 100
] 1661 1630 21215574 | Cyclohexane, 1-phenyl-3 d-divinyl-, (1R 3transd - mainlib 887 0 Cl6H20 70 none 21215595 022 081 100
L} 2013 1957 256.23981 | n-Hexadecanoic acid 57-10-3 mainlib 854 1 C16 H32 02 10  none 25623968 o012 o078 100
] 2187 2140 28225602 | Oleic Acid 112-80-1 mainlib 774 1 C18H3402 20 none 28225533 069 077 100
L} 2159 28427042 905 12 CI18H3602 10  none 28427008 -0.57 oT7 100
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PubChem CID 8981
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Table 2 Peak list

General Total Result
Match
D RT [min] [Meas. RI [iu]{IMm/z Compound Name i Lib. Factor /Al |ARI [iu] |Formula DBE Adduct/Loss Eelciiated Mass Error [mDa] Isotople e
PubChem CID Score m/z Matching |Coverage
1.30f 522 33.98736|Hydrogen sulfide 7783-06- inli 580 183 |H2S 0.0 none 33.98717, 0.19] 0.91 50
1.36 530 54.04678|1,3-Butadiene 106-99-0|mainlib 904 141 |C4He 2.0 none 54.04640 0.38] 0.97 100
1.61 561 66.04670|1,3-Cyclopentadiene 542-92-7|mainlib 889 38 C5 H6 3.0 none 66.04640 0.30] 0.83 100
1.67 569 68.06255| Cycl ne 142-29-0|mainlib 825 17 C5H8 2.0 none 68.06205 0.50] 0.96 100
2.32 653 78.04691(Benzene 71-43-2|mainlib 907 1 C6 H6 4.0 none 78.04640 0.51) 0.98 100
2.40| 663 80.06232|1,3-Cyclohexadiene 592-57- inli 894 8 C6 H8 3.0 none 80.06205| 0.27) 0.73 100
3.64] 765 92.06242|Toluene 108-88-3|mainlib 907 1 C7 H8 4.0 none 92.06205 0.37| 0.68 100
3.96 787 112.12499|Heptane, 3-methylene- 1632-16-2|mainlib 840 8 C8H16 1.0 none 112.12465| 0.34) 0.70 100
4.78] 834 108.09371|Cyclohexene, 4-ethenyl- 100-40-3|mainlib 923 5 C8 H12 3.0 none 108.09335) 0.36| 0.71 100
5.24| 860 106.07794|Eth ne 100-41 inli 939 5| C8 H10 4.0 none 106.07770] 0.24)] 0.92 100
5.42 870 1,5-Dimethyl-1,4- iene 4190-06-1|mainlib 828 0 C8H12 3.0 none 108.09335 013 078 100
5.80 892 _{Stvre ne 100-42-5|mainlib 980 1 C8H8 5.0 none 104.06205 0.26| 0.75 100
5.82 893 106.0773ﬂo-xy|ene 95-47 inli 894 5 C8H10 4.0 none 106.07770] -0.34) 0.93 88
6.78 946 118.07774|Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene -|mainlib 872 0 C9H10 5.0 none 118.07770 0.04] 0.66 100
6.91 953 120.0935! propyl- 103-65-1|mainlib 932 0 C9 H12 4.0 none 120.09335 0.22) 0.73 100
7.41 981 118.07793|a-Methylstyrene 98-83-9|mainlib 917 5 C9H10 5.0 none 118.07770 0.23| 0.90 100
7.65 995 118.07800|Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl- 55337-80-9|mainlib 926 0 C9H10 5.0 none 118.07770] 0.30] 0.63 100
8.20] 1028 118.07791|1,3-Methanopentalene, 1,2,3,5-tetrahydro- 128600- inlik 672 0 C9 H10 5.0, none 118.07770 0.21) 0.87 89
8.50] 1045 116.06227|1-Propyne, 3-phenyl- 10147-11-2|mainlib 932 0 C9H8 6.0 none 116.06205| 0.22)| 0.93 100
10.20] 1151 130.0778_9{ Benzene, (1-methyl-2-cyclopropen-1-yl)- 65051-83: inlik 803 0 C10H10 6.0 none 130.07770] 0.19] 0.35 100
10.28| 1156 146.10945| 3-p yl 1745-16-0[mainlib 829 0 C11H14 5.0 none 146.10900 0.45| 042 100
10.41] 1164 146.10% 4-p yl 1075-74-7|mainlib 727 24 C11H14 5.0 none 146.10900 0.08 0.94 100
10.70] 1183 162.14019|Cyclooctene, 5,6-diethenyl-, trans- 53264-71 inli 821 0 C12 H18 4.0 none 162.14030 -0.12) 071 100
10.81] 1190 144.0 (2-cyclopropylethenyl)- -|mainlib 824 0 C11H12 6.0) none 144.09335| 0.20]  0.55 100
12.43 1302 144.09: 1-cycl. 1-yl- 825-54-7|mainlib 869 0 C11H12 6.0 none 144.09335| 0.12| 0.93 100
12.92] 1337 158.1090: 3-cyclohexen-1-yl- 4994-16-5/mainlib 892 8 C12 H14 6.0 none 158.10900} 0.02| 0.83 100
14.34] 1444 173.119342,2,4-trimethyl-1H-quinoline 8981|Al 890 0 C12HISN 6.0 none 173.11990 -0.56| 0.94 100
14.37| 1447 157.08880|Quinoline, 2,7-dimethyl- 93-37; inli 830 24 C11HI1IN 7.0 none 157.08860] 0.20] 0.74 100
Cyclohexane, 1-phenyl-3,4-divinyl-,
16.61] 1630 212.15574((1R,3trans,4trans)- -|mainlib 887 0 C16 H20 7.0 none 212.15595 -0.22) 0.81 100
20.13] 1957 256.23981[n-Hexadecanoic acid 57-10-3|mainlib 854 11 C16 H32 02 1.0 none 256.23968| 0.12) 0.78 100
21.87| 2140 282.25602(Oleic Acid 112-80-1|mainlib 774 1 C18 H34 02 2.0 none 282.25533] 0.69] 0.77 100
22.05| 2159 284.27042(Octadecanoic acid 57-11 inlik 905 13 C18 H36 02 1.0 none 284.27098| -0.57| 0.77 100
24.49] 2445 300.20820(Dehydroabietic acid 1740-19- inli 843 12 C20 H28 02 7.0 none 300.20838| -0.18] 0.72 100
24.78 2480 302.16625|Phenol, 2,4-bis(1-phenylethyl)- 2769-94-0|mainlib 839 54 C22H220 12.0 none 302.16652] -0.27) 0.71 92
25.17| 2530 390.27654(Bis(2-ethylhexyl) phthalate 117-81-7|mainlib 978 5 C24 H38 04 6.0 none 390.27646| 0.08] 0.84 100
10,10,13,14,14-pentamethyl-1,3-
diazapentacyclo[11.7.0.03,11.04,9.015,20]icos
26.77 2742 330.20802|a-4,6,8,11,15,17,19-t 343568|Al 899 0 C23 H26 N2 12.0 none 330.20905 -103| 079 88
28.70] 3017 406.22783|Phenol, 2,4,6-tris(1-phenylethyl)- 18254-13-2|mainlib 782 11 C30H300 16.0 none 406.22912 -1.28| 0.67 100
28.81] 3035 406.22831[Phenol, 2,4,6-tris(1-phenylethyl)- 18254-13-2 maTib 785 7 C30H300 16.0 none 406.22912 -0.81) 0.72 100

mainlib = The compound name and structural formula obtained by NIST library, Al = Al predicted library
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