LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM091224\
Data File : BM@47502.D

Acqg On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\SFAM-EPA-BM@91024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47502.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.052 136 164 178 rVB2 1281432 5760239 4.59% 0.906%
2 4.975 316 321 326 rVVW 1303221 1831406 1.46% 0.288%
3 5.898 471 478 487 rVB2 4940433 7685733 6.13% 1.209%
4 6.181 514 526 535 rBV 3003671 6381618 5.09% 1.004%
5 6.369 552 558 565 rVB 2006066 3276662 2.61% 0.515%
6 6.440 565 570 575 rBV 1790283 2578408 2.06% ©0.405%
7 6.516 575 583 587 rBV3 1312739 3073050 2.45% 0.483%
8 6.781 619 628 633 rVB3 799722 2150393 1.72% ©.338%
9 6.845 633 639 641 rBV 1396678 2451028 1.95% 0.385%
10 6.875 641 644 649 rVB 2480752 3613854 2.88% 0.568%
11 6.934 649 654 657 rBV 3290544 4985408 3.98% 0.784%
12 6.963 657 659 665 rvB 2399725 3288590 2.62% 0.517%
13 7.040 665 672 677 rBV2 3456509 7855764 6.27% 1.235%
14 7.098 677 682 687 rVB 1670228 2463817 1.97% ©0.387%
15 7.263 702 710 713 rBV2 1795910 3107010 2.48% 0.489%
16 7.298 713 716 720 rVB 2310172 2977096 2.37% 0.468%
17 7.392 725 732 737 rVB2 2276162 4171816 3.33% 0.656%
18 7.510 746 752 760 rVB2 18849521 30958888 24.69% 4.869%
19 7.716 779 787 791 rBV3 706230 1787373 1.43% 0.281%
20 7.863 807 812 818 rVB 5042534 7881455 6.29% 1.239%
21 7.940 818 825 830 rBV 9265350 15300703 12.20% 2.406%
22 7.987 830 833 843 rVB2 1572411 2989504 2.38% 0.470%
23 8.098 843 852 857 rBV2 3237054 6748447 5.38% 1.061%
24 8.175 861 865 872 rVB3 1517682 2697570 2.15% ©.424%
25 8.298 881 886 891 rBV 2241904 4059287 3.24% 0.638%
26 8.416 901 906 912 rVB2 3338525 5723839 4.57% ©0.900%
27 8.475 912 916 919 rBV 2062171 2550117 2.03% 0.401%
28 8.516 919 923 925 rBV2 2629522 3476525 2.77% ©0.547%
29 8.545 925 928 937 rVB 3816028 6828787 5.45% 1.074%
30 8.651 938 946 949 rBV 3228096 5365981 4.28% 0.844%
31 8.828 971 976 980 rBV 1564140 2166242 1.73% 0.341%
32 8.881 980 985 993 rVB 1721531 2800890 2.23% 0.440%
33 8.981 993 1002 1012 rBV3 2458787 6556043 5.23% 1.031%
34 9.116 1013 1025 1030 rBV 15226134 23132606 18.45% 3.638%
35 9.234 1040 1045 1052 rVBS5 1733064 4321812 3.45% ©0.680%

36 9.310 1052 1058 1062 rBV3 1136937 2434159 1.94% 0.383%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM091224\
Data File : BM@47502.D

Acqg On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\SFAM-EPA-BM@91024.MA.M
Title : SVOA CALIBRATION
37 9.675 1113 1120 1125 rVB 1603090 2799762 2.23%  0.440%
38 9.763 1132 1135 1139 rVV3 1271335 2036679 1.62% ©0.320%
39 9.822 1139 1145 1160 rVV5 2301240 8854199 7.06% 1.392%
40 9.963 1160 1169 1174 rVB 1996394 4268578 3.40% 0.671%
41 10.028 1174 1180 1184 rBV3 1355107 2296831 1.83% 0.361%
42 10.110 1191 1194 1197 rVV 1486105 2167685 1.73% 0.341%
43 10.145 1197 1200 1206 rVB3 1061105 1711114 1.36% 0.269%
44 10.216 1207 1212 1216 rBV2 1078977 1748995 1.40% 0.275%
45 10.369 1232 1238 1243 rBV2 1705182 2853192 2.28% 0.449%

46 10.663 1280 1288 1294 rVV2 11117811 19703912 15.72%  3.099%

47 10.792 1305 1310 1316 rBV2 2630394 4379753 3.49% ©.689%
48 11.057 1348 1355 1366 rBV 7319390 11984690 9.56%  1.885%
49 11.180 1367 1376 1383 rBV2 2861712 5652373 4.51% 0.889%
50 11.598 1438 1447 1459 rVB7 1011493 3371348 2.69% ©.530%
51 11.704 1459 1465 1470 rBV2 3190739 5574538 4.45% 0.877%
52 11.763 1470 1475 1485 rVB3 1242813 3002893 2.40% 0.472%
53 11.939 1499 1505 1515 rVV 4380523 6716917 5.36% 1.056%
54 12.104 1525 1533 1536 rBV 5219520 8777170 7.00%  1.380%
55 12.133 1536 1538 1544 rVB 4329946 5321877 4.24% 0.837%
56 12.345 1565 1574 1580 rVB2 8207383 14675532 11.71% 2.308%
57 12.504 1596 1601 1604 rBV4 1316049 2033369 1.62% 0.320%
58 12.545 1604 1608 1612 rVV 1125501 1791273 1.43% ©0.282%
59 12.922 1666 1672 1681 rVB2 1308955 2564027 2.05% ©0.403%
60 13.057 1691 1695 1702 rVB3 1712783 2671021 2.13% 0.420%
61 13.345 1737 1744 1750 rBV 6193419 9731930 7.76%  1.531%
62 13.469 1761 1765 1773 rVV2 1159233 1977967 1.58% ©0.311%
63 13.551 1773 1779 1789 rVB3 1025817 2785091 2.22% ©0.438%
64 13.663 1793 1798 1799 rBV 1297094 1810018 1.44%  0.285%
65 13.769 1812 1816 1820 rBV 2071003 2734512 2.18% ©0.430%
66 13.821 1820 1825 1829 rBV 1569862 3038255 2.42% 0.478%
67 13.874 1829 1834 1838 rVB2 1161654 2172127 1.73% ©0.342%
68 14.004 1847 1856 1859 rBV2 2518744 4830490 3.85% ©.760%
69 14.045 1859 1863 1868 rVB5 1131424 2084489 1.66% ©.328%
70 14.416 1921 1926 1930 rBV 7751370 9856241 7.86% 1.550%
71 14.498 1935 1940 1945 rVB 4801557 7517459 6.00%  1.182%
72 14.586 1951 1955 1961 rVB4 1999640 2888454  2.30% 0.454%
73 14.804 1985 1992 1997 rBV5 964231 2400561 1.91% ©.378%
74 14.968 2014 2020 2024 rVB 1411992 2104637 1.68% 0.331%
75 15.033 2027 2031 2035 rVVv2 2041310 3120334 2.49% 0.491%

76 15.116 2040 2045 2050 rVV 11678292 16948212 13.52% 2.665%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM091224\
Data File : BM@47502.D

Acqg On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\SFAM-EPA-BM@91024.MA.M
Title : SVOA CALIBRATION
77 15.163 2050 2053 2061 rVB3 1323913 1824329 1.46% 0.287%
78 15.363 2083 2087 2091 rVB 6615646 8118736 6.48% 1.277%
79 15.592 2121 2126 2131 rVB4 1056568 1847279 1.47% 0.291%
80 15.768 2150 2156 2161 rVB2 2366876 4363808 3.48% 0.686%
81 15.980 2188 2192 2201 rVB4 1008443 2119721 1.69% ©0.333%
82 16.221 2228 2233 2236 rBV 7126144 9751065 7.78% 1.534%
83 16.251 2236 2238 2242 rVB 3063792 3485860 2.78% 0.548%
84 16.910 2339 2350 2354 rBV 53006298 125374032 100.00% 19.717%
85 17.009 2363 2367 2371 rVV 5360257 6303810 5.03% 0.991%
86 17.068 2372 2377 2386 rVB2 2596558 4595984 3.67% ©.723%
87 17.233 2401 2405 2410 rBV 4646496 6563802 5.24% 1.032%
88 17.745 2488 2492 2497 rVB 4936089 5955427 4.75% ©.937%
89 17.915 2516 2521 2525 rBV 2863107 3341542 2.67% 0.526%
90 18.439 2605 2610 2615 rVB 3699823 4598549 3.67% ©0.723%
91 19.068 2712 2717 2723 rVV2 3557586 6727796 5.37% 1.058%
92 19.215 2738 2742 2750 rVB2 1212826 1766592 1.41% 0.278%
93 19.645 2811 2815 2822 rVB 2018007 2453770 1.96% 0.386%
94 20.174 2901 2905 2910 rBV 1890044 2171969 1.73% 0.342%
95 21.156 3067 3072 3083 rVB 5137319 6347179 5.06% ©.998%
96 21.456 3117 3123 3130 rVB 4265168 6419510 5.12% 1.010%
97 21.680 3157 3161 3169 rVB 1186352 1804468 1.44% 0.284%
98 22.139 3233 3239 3250 rVB 1930790 3368123 2.69% 0.530%
99 22.262 3254 3260 3273 rVB3 1494995 2778209 2.22% 0.437%
100 24.497 3631 3640 3650 rVB 2192370 5391181 4.30% 0.848%

Sum of corrected areas: 635863366
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM047502.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.052 14.62 ng/ul 5760240 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 83
2 Butanoic acid 88 (C4H802 000107-92-6 72
3 Butanoic acid 88 (C4H802 000107-92-6 72
4 Butanoic acid 88 (C4H802 000107-92-6 59
5 Pentanoic acid 102 C5H1002 000109-52-4 38
Abundance Scan 164 (4.052 min): BM047502.D\data.ms (-136) (-) m/z 60.10 100.00%
60.1
5000 A
91.1 H‘\‘\\\\‘\\\\‘\\\\‘\\\
‘HH ‘ 3.80 4.00 4.20 4.40
Obrrrrrrrrksd e 1330 167.0 2070 2670 /7 73.10  34.87%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2274 Butanoic acid
60.0
3.80 4.00 4.20 4.40
27.0 m/z 41.05 26.00%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2275: Butanoic acid
60.0
B RRRRREEERE e
3.80 4.00 4.20 4.40
5000 m/z 42.10 24.82%
27.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2273: Butanoic acid e RARREEL
60.0 3.80 4.00 4.20 4.40
m/z 43.05 19.60%
5000
27.0
LT R A
m/z--> 20 40 60 80 100120140160180200220240260 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
4.975 4.65 ng/ul 1831410 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 3-ethyl- 100 C7H16 000617-78-7 38
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 37
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 37
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 32
5 3-Methylheptyl acetate 172 C10H2002 072218-58-7 32
Abundance Scan 321 (4.975 min): BM047502.D\data.ms (-316) (-) m/z 43.10 100.00%
3.1
A RARRNEEEE A
‘ H H 101.1 460 4.805.00 5.20
ob AL f 1649 2070 2820 /7 59,05  24.97%
miz--> 0 50 100 150 200 250
Abundance #4472: Pentane, 3-ethyl-
43.0
5000 L LI LA B I BN B
4.60 4.80 5.00 5.20
m/z 70.10  21.83%
0 1.0 H ‘\ “H L 1000
‘ T T T T [ T T T T [ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #4998: 1-Butanol, 2-ethyl-
43.0
R RS R DSt
4.60 4.80 5.00 5.20
5000 m/z 41.10 19.01%
H 84.0
o‘HMm““m‘m“‘HH_H‘_H‘_H‘
m/z--> 0 50 100 150 200 250
Abundance #4991: 1-Butanol, 2-ethyl- B AREERRSEEET
43.0 4.60 4.80 5.00 5.20
m/z 55.10  18.34%
5000
Li T
ol b4 A b
m/z--> 0 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.898 19.50 ng/ul 7685730  1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 90
4 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 78
5 Decane 142 C10H22 000124-18-5 64
Abundance Scan 478 (5.898 min): BM047502.D\data.ms (-471) (-) m/z 43.10 100.00%
43.1
5000
85.0
R EEE A e R
| H “ 1262 5.60 5.80 6.00 6.20
ol b 1y 7777165.9207.0 2811 895.  n/z 57.10  81.72%
m/z--> 50 100 150 200 250 300 350
Abundance #14523: Nonane
43.0
5000
5.60 5.80 6.00 6.20
85.0 m/z 41.10 48.86%
L], o
O\\‘\ “\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #14520: Nonane
43.0
5.60 5.80 6.00 6.20
5000 m/z 85.05 31.45%
85.0
L s
om‘“mMHuWm_m_m‘mw
m/z--> 50 100 150 200 250 300 350
Abundance #14521: Nonane AR
43.0 5.60 5.80 6.00 6.20
m/z 71.10 24.12%
5000
85.0
‘ ‘ ‘ ‘ 128.0
ol “uu‘“u\"MWHH‘HH_HWHH_ A
m/z--> 50 100 150 200 250 300 350 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Hexylene glycol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.181 16.19 ng/ul 6381620 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 90
2 Hexylene glycol 118 C6H1402 000107-41-5 83
3 Hexylene glycol 118 C6H1402 000107-41-5 83
4 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 78
5 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 72
Abundance Scan 526 (6.181 min): BM047502.D\data.ms (-514) (-) m/z 59.10 100.00%
59.1
5000
T
85‘-1 5.80 6.00 6.20 6.40 6.60
Obrrr ool M L1 1261 1610 1930 /s 43,10 73.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10020: Hexylene glyco
T M\N
5000 T T T[T T T[T [rrrrrl
5.80 6.00 6.20 6.40 6.60
m/z 56.05 29.05%
31.0 85.0
O\\\‘\‘\“\\‘ \\‘\“i‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10017: Hexylene glyco
59.0
R B AR
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.10 26.36%
31.0
85.0
0! HM‘;‘HH_‘HWMWm_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10018: Hexylene glycol R RRRREEEE S e e
59.0 5.80 6.00 6.20 6.40 6.60
m/z 45.05 20.82%
5000
310 85.0
o‘H‘MWHHHwm‘“‘1‘1‘5‘0“H_ww_m SV SBED £ S S e
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M

Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
6.369 8.31 ng/ul 3276660 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
2 Hexyl octyl ether 214 C14H300 017071-54-4 43
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 43
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 38
5 Octane 114 C8H18 000111-65-9 38
Abundance Scan 558 (6.369 min): BM047502.D\data.ms (-552) (-) m/z 43.10 100.00%
43.1
5000
105.1 LR ARV SV
H M ‘ 6.00 6.20 6.40 6.60
ol Ml B0yl 1421 1928 2820 ;41,10 48.92%
miz--> 50 100 150 200 250
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
85.0
5000 LI L L L LA B R B
6.00 6.20 6.40 6.60
m/z 57.10 44.64%
O 13-0 M‘ “‘ ‘\ ‘” T “ T ‘11\-5\.0\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #92363: Hexyl octyl ether
43.0 85.0
6.00 6.20 6.40 6.60
5000 m/z 56.10 30.69%
o Ll o
m/z--> 50 100 150 200 250
Abundance #8644: Hexane, 2,4-dimethyl- B AR RAEESL R
43.0 6.00 6.20 6.40 6.60
m/z 55.10 30.15%
5000
85.0
0 ““ N NS el
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60

SFAM-EPA-BM@91024.MA.M Fri Sep 13 06:47:43 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
6.440 6.54 ng/ul 2578410 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 93
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 90
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 86
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
Abundance Scan 570 (6.440 min): BM047502.D\data.ms (-565) (-) m/z 57.10 100.00%
57.1
5000
113.1 . 6.20 6.40 6.60 6.80
ol d i | 1472 2089 2950 ., 7119 66.24%
miz--> 50 100 150 200 250
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
6.20 6.40 6.60 6.80
m/z 43.10 58.69%
‘ 113.0
O ]-\5.\0“\ U‘ ‘ ‘ T ‘IM \“ T ‘ \“ T T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #22081: Nonane, 3-methyl-
57.0
6.20 6.40 6.60 6.80
5000 m/z 41.10 41.68%
112.0
0 ‘Zﬂ\‘ou B A PR S —
m/z--> 50 100 150 200 250
Abundance #22077: Nonane, 3-methyl- R RS RAREEE R Lo
57.0 6.20 6.40 6.60 6.80
m/z 56.10 31.79%
5000
‘ 112.0
ozl b Tase LU AN
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80

SFAM-EPA-BM@91024.MA.M Fri Sep 13 06:47:45 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Cyclohexanone, 2,3-dimethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
6.516 7.80 ng/ul 3073050 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 87
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 83
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
Abundance Scan 583 (6.516 min): BM047502.D\data.ms (-575) (-) m/z 55.10 100.00%
55.1 831
5000
AREEmEE T R
| 12‘6'2 6.20 6.40 6.60 6.80
R ol bbb e A649 1909 221C Ty g3 10 98.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
83.0
5000
126.0 6.20 6.40 6.60 6.80
m/z 41.10 62.947%
0 \\\‘\\\\“\\“\\“L‘\“}“\\"‘l\\‘\“‘\N\\‘\‘\\\‘\H\‘H\\‘\\H‘\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13201: Cyclohexane, propyl-
83.0
55.0 e R AL
6.20 6.40 6.60 6.80
5000 m/z 82.10 55.55%
126.0
29.0 ‘
0“W‘HHMMJW_MMWW‘w‘u"_u‘w“u‘u“_“w“u“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13200: Cyclohexane, propyl-
55.0 83.0 6.20 6.40 6.60 6.80
m/z 57.10 32.90%
5000
27.0 | 126.0
0 m_“““‘”"J‘!w“u,‘!uu_mWH‘m‘_m_m_mw JASAVAVAAR OV VAL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
6.781 5.46 ng/ul 2150390 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 80
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 76
3 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 53
4 Decane, 5-methyl- 156 C11H24 013151-35-4 53
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 49
Abundance Scan 628 (6.781 min): BM047502.D\data.ms (-619) (-) m/z 57.10 100.00%
57.1
98.1 ST e
H H ‘ 138.1 ) 6.40 6.60 6.80 7.00 7.20
Oberrrreodb b Lk A38L 2209 2665 u; 43,10 73.21%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 NN R R R
6.40 6.60 6.80 7.00 7.20
m/z 41.10 38.01%
85.0
OHH‘HH“MH“’H‘HH‘U\\\H‘]-\]\-ﬁl‘(\)\\\]’-\5\0\;‘0\\\\‘\\H‘H\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
R R RN
6.40 6.60 6.80 7.00 7.20
5000 m/z 56.10 22.95%
27.0 98.0
bt b 2420
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59058: Undecane, 5,6-dimethyl- R B AR R
57.0 6.40 6.60 6.80 7.00 7.20
m/z 98.10 20.09%
5000
29.0 98.0
0 | “\ | H 127015501840
e e e e e e e R R S NS
m/z--> 20 40 60 80 100120140160180200220240260 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01

Operator : RC/JU

Sample : P3878-08DL 10X

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
6.845 6.22 ng/ul 2451030 1,4-Dichlorobenzene-d4 7.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 5-methyl- 142 C1eH22 015869-85-9 46
2 Benzene, propyl- 120 C9H12 000103-65-1 42
3 Benzene, propyl- 120 C9H12 000103-65-1 42
4 Benzene, propyl- 120 C9H12 000103-65-1 42
5 Benzene, propyl- 120 C9H12 000103-65-1 38
Abundance Scan 639 (6.845 min): BM047502.D\data.ms (-633) (-) m/z 43.10 100.00%
43.1 91.0
5000
120.1 N AREERARETEE AL O
‘ H ‘ ' 6.60 6.80 7.00 7.20
ol b gluddd b 2070 2820 /091 05 96.03%
miz--> 50 100 150 200 250
Abundance #22075: Nonane, 5-methyl-
43.0
85.0
5000 L B B I LA B
6.60 6.80 7.00 7.20
‘ m/z 85.10 55.79%
O T T H\ ‘\“‘ “‘\ ‘\‘ T ‘\ ‘ T T ]\-4.\2.‘()\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
6.60 6.80 7.00 7.20
5000 m/z 41.10 39.06%
120.0
39.0 | ‘
ol — —
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl-  AEREmaa DRSS
91.0 6.60 6.80 7.00 7.20
m/z 84.10 35.36%
5000
120.0
39.0 | ‘
) N N O A e A
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.875 9.17 ng/ul 3613850 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 91
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64
3 Nonane, 2-methyl- 142 C10H22 000871-83-0 59
4 Nonane, 4-methyl- 142 C10H22 017301-94-9 59
5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 56
Abundance Scan 644 (6.875 min): BM047502.D\data.ms (-641) (-) m/z 57.10 100.00%
57.1

=~

5000
98.1 B RRERRRNNELES R Ry SR
‘ ‘ 1422 6.60 6.80 7.00 7.20
bl b 1422 1919 m/z 43.10  66.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22083: Nonane, 4-methyl-
57.0
5000 LN L B B L
6.60 6.80 7.00 7.20
290‘ 98.0 m/z 71.10 40.40%
O \\\‘\‘}‘\\“‘\\\H“\\‘\\‘\‘\\\“[\\\\‘\\\]-\4‘2\.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
R RRRRR LR O .
6.60 6.80 7.00 7.20
5000 m/z 70.10 32.87%
29.0
‘ ‘ 99.0
0"M‘LHMMJh_ﬂm‘uwa‘HW‘H‘_“W‘H“H‘W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22078: Nonane, 2-methyl-  AREEERaEEES N

43.0 6.60 6.80 7.00 7.20
m/z 41.10 30.86%

5000
71.0

98.0

=

‘\‘ | “\ I | 12\7'0
ol e e e L e e S A LA

m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Data Path :
Data File :

Acq On
Operator
Sample

Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
BM@47502.D

: 12 Sep 2024 14:01
: RC/JU
. P3878-08DL 10X

7

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T EstConc Area Relative to ISTD R.T.
6.934 12.65 ng/ul 4985410 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 83
2 Octane, 2-methyl- 128 C9H20 003221-61-2 72
3 Nonane, 2-methyl- 142 C10H22 000871-83-0 68
4 Hexadecane 226 C16H34 000544-76-3 64
5 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 53
Abundance Scan 654 (6.934 min): BM047502.D\data.ms (-649) (-) m/z 57.10 100.00%
57.1
w WNULW
E  BEEmEsE RS L
H ‘98‘-1 272 ’ 6.60 6.80 7.00 7.20
Ol L L 1272 1649 2070 2830 . 4310 97.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22074: Nonane, 2-methyl-
43.0
5000 L L R B R R
6.60 6.80 7.00 7.20
85.0 m/z 41.10 47.92%
L]y 12
O\‘\1\\‘H\\‘\“\\“H‘H\\‘HH‘\‘\H’\H\‘H\\’\\H‘\\H‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14530: Octane, 2-methyl-
43.0
T AREEaasEEECEEE
6.60 6.80 7.00 7.20
5000 m/z 71.10 41.92%
85.0
H | 128.0
0“JH\HJqHMW‘Hw‘m“_M‘W‘H_‘H,HH‘H‘WH‘W‘HW‘H‘“H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22078: Nonane, 2-methyl- R A RARRR RN
43.0 6.60 6.80 7.00 7.20
m/z 42.10 26.20%
5000
85.0
“ | 127.0
[QYSRSE ] T N M SN A
m/z--> 20 40 60 80 100120140160180200220240260280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01

Operator : RC/JU

Sample : P3878-08DL 10X

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 Benzene, 1-ethyl-3-methyl- Concentration Rank 33

R.T EstConc Area Relative to ISTD R.T.
6.963 8.35 ng/ul 3288590 1,4-Dichlorobenzene-d4 7.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1l-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 659 (6.963 min): BM047502.D\data.ms (-657) (-) m/z 105.10 100.00%
105.1
5000
T
65.1 ‘ ‘ 6.60 6.80 7.00 7.20
Ol ot 1, 1400 2091 2824 17 126,19 33.30%
miz--> 50 100 150 200 250
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 L L L NI B LA LR B
6.60 6.80 7.00 7.20
m/z 91.10 13.12%
39.0
0N ‘\‘ ““\‘7\4“)\“ “‘\”‘\‘\ L e e e s s B e
miz--> 50 100 150 200 250
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 77.10 12.01%
39.0
AR Y
m/z--> 50 100 150 200 250
Abundance #10719: Benzene, 1-ethyl-2-methyl- S RRRRNEERAEEE Sy S
105.0 6.60 6.80 7.00 7.20
m/z 79.10 9.10%
) NJ\M‘
ol Bl
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20

SFAM-EPA-BM@91024.MA.M Fri Sep 13 06:47:53 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Benzene, 1l-ethyl-2-methyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
7.263 7.88 ng/ul 3107010 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 710 (7.263 min): BM047502.D\data.ms (-702) (-) m/z 105.10 100.00%
105.1
5000
R  EAAmaSs R
391 77‘ 0 7.00 7.20 7.40 7.60
Obrrrrkrbetli kel 188 1910 221010100 16 31.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
7.00 7.20 7.40 7.60
m/z 77.05 13.48%
39.0 77.0
O \\\‘\‘\\1“\\“1‘\“‘1‘\\\“"\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.10 12.78%
770
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.10 11.19%
5000
79.0
39.0 H
o S RTINS — e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 2-Heptanone, 4,6-dimethyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
7.298 7.55 ng/ul 2977100 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 90
2 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 56
3 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 45
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 38
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 38
Abundance Scan 716 (7.298 min): BM047502.D\data.ms (-713) (-) m/z 43.10 100.00%
3.1
5000
69.1
‘ ‘ 971 1574 7.00 7.20 7.40 7.60
. C
bl b LT T2FAI510 1909 2218y 7 58,10 53.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
85.0 7.00 7.20 7.40 7.60
m/z 69.10  34.24%
120y Y Wi
OHH’HH“H‘ ‘\‘\‘H“\‘H\‘HH’HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
AR R
7.00 7.20 7.40 7.60
5000 m/z 85.10 32.00%
85.0
15.0
0 ‘ | " | \‘ ‘ A ;0\90 142.0
e R o o e B MRS S e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125962: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy]-
43.0 7.00 7.20 7.40 7.60
m/z 84.10  27.57%
85.0
5000
L\ gl | 1230
o T R A RARATe eI Era
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
7.516 78.56 ng/ul 30958906  1,4-Dichlorobenzene-da  7.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 vecane 142 Clem2 000124-18-5 90

2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 72
3 Decane 142 C10H22 000124-18-5 72
4 Undecane 156 C11H24 001120-21-4 59
5 Heptadecane 240 C17H36 000629-78-7 53

Abundance Scan 752 (7.510 min): BM047502.D\data.ms (-746) (-) m/z 57.10 100.00%
57.1

5000
105.1
7.20 7.40 7.60 7.80
142.2 .
ol NHM Ll phaf SO0, 19002210 2820 y,; 43,10 93.72%
miz--> 50 100 150 200 250
Abundance #22068: Decane
43.0
5000
7.20 7.40 7.60 7.80
85.0 m/z 41.10 47.18%
\‘ L | 142.0
O T T ‘\ ‘\‘ ‘ ‘\ ‘\ \‘ T “‘ \‘ T T \‘ ’ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
R e B
7.20 7.40 7.60 7.80
5000 ITI/Z 71.10 43,95%
97.0
oL 7oL ] u‘!‘ “h“ L. 1540 2270
m/z--> 50 100 150 200 250
Abundance #22067: Decane
43.0 7.20 7.40 7.60 7.80
m/z 85.10 30.17%
5000
85.0
‘ | ‘ 142.0
OH‘\‘;“‘H‘H‘H“HH\‘,\ — —
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80

SFAM-EPA-BM@91024 .MA

.M Fri Sep 13 06:47:56 2024
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
BM@47502.D

Sep 2024 14:01

: RC/JU
. P3878-08DL 10X

7

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 69

R.T EstConc Area Relative to ISTD R.T.
7716 4.5 ng/ul 1787376 1,4-Dichlorobenzene-da  7.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 3-ethyl-3-methyl- 128 CoHze 003074-76-8 53

2 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 974421-17-3 50
3 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 50
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 47
5 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 47
Abundance Scan 787 (7.716 min): BM047502.D\data.ms (-779) (-) m/z 57.10 100.00%
57.1
- o M
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_W
111.1 139.0 7.40 7.60 7.80 8.00
(N N Y e L] £ m/z 43.16  73.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14588: Hexane, 3-ethyl-3-methyl-
57.0
5000
85.0 7.40 7.60 7.80 8.00
29.0 ' m/z 85.10  39.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76048: Hexane, 1-(hexyloxy)-2-methyl-
43.0
85.0 7.40 7.60 7.80 8.00
5000 ITI/Z 41.10 37.56%
el ) uso
[0 AT AR N D At
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100828: Sulfurous acid, butyl hexyl ester P T
57.0 85.0 7.40 7.60 7.80 8.00
m/z 69.10 24.43%
5000
29.0
oo domg 380 A P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.939  38.83 ng/ul 153007060 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 825 (7.939 min): BM047502.D\data.ms (-818) (-) m/z 57.10 100.00%
57.1
- m\
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—T
‘ ‘ ‘98.1 ' 7.60 7.80 8.00 8.20
ol WA T 1411 2070 28l p 411 39.65%
miz--> 50 100 150 200 250
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L L R R B R
7.60 7.80 8.00 8.20
m/z 43.10 34.71%
27,0 ‘ ‘98.0
O T T ‘\‘ ‘\‘ ‘ ‘\ ‘\‘ \“\ ‘[ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—T
7.60 7.80 8.00 8.20
5000 m/z 55.10 26.95%
27,0
L)
N 0
miz--> 50 100 150 200 250
Abundance #15691: 1-Hexanol, 2-ethyl- T RARREEE EE S
57.0 7.60 7.80 8.00 8.20
m/z 70.10  22.10%
5000
27,0
BANIEL
Y L i —— N A M
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Mesitylene Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
7.987 7.59 ng/ul 2989500 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 833 (7.987 min): BM047502.D\data.ms (-830) (-) m/z 105.10 100.00%
105.1
5000
RERa e AR o
51.1 | 7.60 7.80 8.00 8.20 8.40
ol Al Wf4398 1028 2810 0 939,10 41.59%
miz--> 50 100 150 200 250
Abundance #10692: Mesitylene
105.0
5000
7.60 7.80 8.00 8.20 8.40
m/z 77.10 12.43%
51.0
O T T T ‘\ i‘” h\” T ‘H\ \‘ ‘H T H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
RERRRREEESEEEES e
7.60 7.80 8.00 8.20 8.40
5000 m/z 91.10 10.84%
39.0
ol T
m/z--> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl- RERREREEEE RS
105.0 7.60 7.80 8.00 8.20 8.40
m/z 119.10 10.11%
5000
39.0
A . .1 Y SN
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Oxalic acid, cyclohexyl non... Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
8.098 17.12 ng/ul 6748450  1,4-Dichlorobenzene-dd  7.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 50
2 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1010309-30-7 50
3 Hexanal ethyl trans-2-hexenyl ac... 228 C14H2802 1000431-42-6 45
4 1,1-Hexylenedioxybutane 172 C10H2002 1000249-77-4 43
5 Oxalic acid, cyclohexyl octyl ester 284 C16H2804 1000309-31-0 40

Abundance Scan 852 (8.098 min): BM047502.D\data.ms (-843) (-) m/z 83.10 100.00%
83.1

9

3

5000] 43.1
129.0
| ‘H 1712 ( 7.80 8.00 8.20 8.40
bl bl 2089 2808 sz 43,10 44.34%
miz--> 20 40 60 80 100120140160 180200 220 240 260 280
Abundance #196801: Oxalic acid, cyclohexyl nonyl ester
83.0
5000 550 L L B I LN R
7.80 8.00 8.20 8.40
m/z 55.10  22.49%
27\‘\'0\“ Aol 1290 1710
O’\\\\‘i\\\‘\\\\‘HH‘\\\\‘\\‘\\‘\\\\‘\\H‘H\\‘\\\\‘HH‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #142989: Oxalic acid, cyclohexyl isohexyl ester
83.0

3

7.80 8.00 8.20 8.40

5000

o

m/z-->

55.0

27\‘\'0\‘\‘\ I T 129.0

20 40 60 80 100120140160180200220240260280

m/z 129.00  19.20%

Abundance #109358: Hexanal ethyl trans-2-hexenyl acetal R RABARREERREE R

83.0 7.80 8.00 8.20 8.40

m/z 56.10 16.19%
55.0
5000
129.0
27,0

m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40

SFAM-EPA-BM@91024.MA.M Fri Sep 13 06:48:01 2024

Page: 23



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01

Operator : RC/JU

Sample : P3878-08DL 10X

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 21 (DEL) Alkane: Cyclic8.175 Concentration Rank 46

R.T EstConc Area Relative to ISTD R.T.
8.175 6.85 ng/ul 2697570  1,4-Dichlorobenzene-d4 7.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, butyl- 140 CleH20 001678-93-9 80
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 74
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 64
4 Cyclohexane, butyl- 140 Cl1oH20 001678-93-9 64

5 Succinic acid, 2-methylpent-3-yl... 284 C16H2804 1000391-11-2 59

Abundance Scan 865 (8.175 min): BM047502.D\data.ms (-861) (-) m/z 83.10 100.00%
83.1
411 e N St
‘ m 140.2 7.80 8.00 8.20 8.40
ol A e | 2090 28l ./ 55,10 74.05%
miz--> 50 100 150 200 250
Abundance #20677: Cyclohexane, butyl-
83.0
5000 L L L B B B R I
41.0 7.80 8.00 8.20 8.40
140.0 m/Z 82.10 63.86%
O T T H\ ‘}H ‘M‘\ Lh ‘\‘ T “ T T T \‘ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #20675: Cyclohexane, butyl-
83.0
T T
7.80 8.00 8.20 8.40
5000 ITI/Z 67.10 25.65%
41.0
140.0
ol ‘M‘u“‘l e —
m/z--> 50 100 150 200 250
Abundance #71755: Cyclohexane, octyl- T
83.0 7.80 8.00 8.20 8.40
m/z 69.10 25.28%
5000
41.0
oL il amo  aeo
m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 Cyclohexanone, 3,3,5-trimet... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
8.298 10.30 ng/ul 4059290 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 94
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 Cyclohexane, butyl- 140 Cl1oH20 001678-93-9 59
Abundance Scan 886 (8.298 min): BM047502.D\data.ms (-881) (-) m/z 83.10 100.00%
3.1

N

5000 55.1
140.1 P e
‘ 1111 8.00 8.20 8.40 8.60
Obrerrrer bt bl W IIEL L1660 1929 pn 69,10 52.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L L B I B LA AL
55.0 8.00 8.20 8.40 8.60
140.0 m/z 55.10 39.75%
O\\\‘2\7m-\0\\\‘\‘\“\‘\‘\\“‘!\\}H-‘O\?.\(\)‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
R RN
8.00 8.20 8.40 8.60
5000 m/z 56.10 34.14%
55.0
140.0
29.0
0 I O A 1 S R —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl- A BARREEE Y Lo

83.0 8.00 8.20 8.40 8.60
m/z 41.10 30.29%

5000 41.0

140.0

0 15\0 H ‘\“ ‘\‘ 1 “ ?’TLO70 |
L B L L B T T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.416 14.52 ng/ul 5723840 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 64
2 Benzene, 1-methyl-3-propyl- 134 CleHi4 001074-43-7 60
3 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 43
4 Hydratropic acid, isohexyl ester 234 C15H2202 1000415-06-2 43
5 Benzene, 1-methyl-2-propyl- 134 CleH14 001074-17-5 35

Abundance Scan 906 (8.416 min): BM047502.D\data.ms (-901) (-) m/z 57.10 100.00%

57
105.1
5000
1341 [T T T T[T rrrrfri
H ‘ ‘ ‘ } 8.00 8.20 8.40 8.60 8.80
Obperdbgk bbbl | 1649 2080 280¢ ;165 19 79.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33084: Decane, 5-methyl-
57.0
5000 I L L B
8.00 8.20 8.40 8.60 8.80
290 85.0 m/z 43.10  68.52%
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
e A
8.00 8.20 8.40 8.60 8.80
5000 m/z 85.10 35.46%
134.0
= 76, )
Ot brrdteeteptret b et e e P e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33094: Nonane, 4,5-dimethyl- R e s A
43.0 8.00 8.20 8.40 8.60 8.80
m/z 41.10 34.52%
71.0
5000
by b b b 2550
m/z--> 20 40 60 80 100120140160180200220240260280 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
8.475 6.47 ng/ul 2550120 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 90
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 83
3 Decane, 4-methyl- 156 C11H24 002847-72-5 76
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72
5 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 72
Abundance Scan 916 (8.475 min): BM047502.D\data.ms (-912) (-) m/z 71.10 100.00%
43.1 711
5000
R R RRER R R A
¥ 11‘2'1 8.20 8.40 8.60 8.80
bl A b b AL 22020 s 43,10 94.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33082: Decane, 4-methyl-
43.0 710
5000 LN L B BN R
8.20 8.40 8.60 8.80
m/z 57.10 74.39%
112.0
O\]-\ls\"o\h\\ \\hh“\\u\“”\\\‘\\!‘\‘\\\\‘\l\\5\6‘.(\)\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0 T e
8.20 8.40 8.60 8.80
5000 m/z 41.10 36.42%
113.0
0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33090: Decane, 4-methyl- e ARARERRE S
43.0 8.20 8.40 8.60 8.80
71.0 m/z 70.10 34.37%
5000
112.0
SR P 1 9 i AV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.651 13.62 ng/ul 5365980 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 91
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 86
3 Decane, 3-methyl- 156 C11H24 013151-34-3 86
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 946 (8.651 min): BM047502.D\data.ms (-938) (-) m/z 57.10 100.00%
57.1
5000 85.1
126.2 8.40 8.60 8.80 9.00
O el b i o 2882 2080 T 0 10 73.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33092: Decane, 3-methyl-
57.0
5000 L L B B B
0.0 85.0 8.40 8.60 8.80 9.00

m/z 43.10 67.36%

127.0
O\\\‘\‘\\\“‘\\\’\‘\“‘1\‘1\\1‘\\\\‘\H\\\‘\]\.?\e‘\o\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59110: Nonane, 5-(2-methylpropyl)-
°1° ol
T T T e T
8.40 8.60 8.80 9.00
5000 85.0 m/z 41.10  51.36%
29.0 126.0
SR S - R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33085: Decane, 3-methyl- R L e LR
57.0 8.40 8.60 8.80 9.00

m/z 85.10 47.64%

5000 85.0
29.0
‘ H 126.0
156.0
0“W“H‘m‘,‘m‘ﬂu‘M‘H‘MMH“H‘_‘H“H‘“‘H“

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.116 58.70 ng/ul 23132600 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
4 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 90
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1025 (9.116 min): BM047502.D\data.ms (-1013) (-) m/z 57.10 100.00%

57.1
5000
8.80 9.00 9.20 9.40
98.1 156.2
— ‘H‘,‘J‘e‘,luu‘\”ﬁﬁ'ﬁ‘H:_m,"?‘9‘7;9”“_”%“3&:‘ m/z 43.10 86.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33081: Undecane
57.0
5000 /Lrﬁuu‘uu‘uu,uu‘
8.80 9.00 9.20 9.40
m/z 71.10 53.32%
P | jseo, 1580
O \\\‘HH‘}H\"\M\’\\H“H”\‘\‘H\‘\H\‘HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane
57.0
8.80 9.00 9.20 9.40
5000 m/z 41.10 42 .37%
A O W O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester A maEEt e
57.0 8.80 9.00 9.20 9.40
m/z 85.10 30.57%
5000
97.0
L% h | 1260 168.0197.0 2410
e e e e e T e
m/z--> 20 40 60 80 100120140160180200220240260280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01

Operator : RC/JU

Sample : P3878-08DL 10X

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 29 Benzene, 1-methyl-4-(2-meth... Concentration Rank 24

R.T EstConc Area Relative to ISTD R.T.
9.234 16.97 ng/ul 4321810  1,4-Dichlorobenzene-d4  7.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzene, 1-methyl-4-(2-methylpro... 148 C11lH16 005161-04-6 55

2 Benzene, 1-methyl-4-(1-methylpro...
3 Benzene, 1,3-diethyl-5-methyl-
4 4-Methylphenyl acetone

5 2-Methylindan-2-o0l

148 C11H16
148 C11H1e
148 C10H120
148 C10H120

001595-16-0 49
002050-24-0 47
002096-86-8 45
033223-84-6 45

Abundance Scan 1045 (9.234 min): BM047502.D\data.ms (-1040) () | m/z 1@5.10 100.00%
105.1
57.1
5000
148.1
‘ ‘ 9.00 9.20 9.40 9.60
ol gl bl Ly L2089 281U 519,00 67.14%
miz--> 50 100 150 200 250
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0
5000
148.0 9.00 9.20 9.40 9.60
270 ' m/z 57.10 64.09%
159 ]
O T ‘ T h\ \M i“‘ \M T “\ ‘\‘ ’H T ‘H‘ T T “ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
9.00 9.20 9.40 9.60
5000 m/z 148.05 37.04%
41.0 77.0
A W .. L
miz--> 50 100 150 200 250 /\A
Abundance #26379: Benzene, 1,3-diethyl-5-methyl- “‘w“‘w““w“ﬁﬁ‘/
119.0 9.00 9.20 9.40 9.60
m/z 91.10 33.31%
5000
39.0 77.0
i ‘14 .0
] L A =N SR
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.822 8.99 ng/ul 8854200 Naphthalene-d8 10.663

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 4-methylene- 154 C11H22 024949-41-5 35
2 Cyclohexane 84 C6H12 000110-82-7 35
3 5-Methyl-2-hexanol, chlorodifluo... 228 C9H15C1F202 1010376-27-1 32
4 Cyclohexanecarboxylic acid, 2-am... 143 C7H13NO2 005691-20-3 27
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27

Abundance Scan 1145 (9.822 min): BM047502.D\data.ms (-1139) (-) m/z 56.10 100.00%

56.1
T U
‘ ‘ 3 e ‘ 9.50 10.00
oMw‘wmAH‘,“MH_wa““mwww,‘%?,q‘?wH_%%ln- m/z 55.10  45.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31427: Decane, 4-methylene-
56.0
5000 — ——
9.50 10.00
m/z 97.10 38.18%
M ‘97.0 154.0
O \H‘H\\“HH‘“\‘M\"\‘\H“\\‘H‘HH‘H\‘\‘\H\‘\H\’HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1643: Cyclohexane
56.0
— —
9.50 10.00
5000 m/z 41.10 37.12%
1oL e
0‘H_HWNW_MWWH_HWHH_HWHH_HWHH“HWHH_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #109815: 5-Methyl-2-hexanol, chlorodifluoroacetate P ——
56.0 9.50 10.00
m/z 71.10 29.09%
5000
HWH‘WH"HH,HH_‘H_‘H_H‘_HW‘HW‘HWH‘WH‘WHH‘H i L
m/z--> 20 40 60 80 100120140160180200220240260280 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
9.963 4.33 ng/ul 4268580  Naphthalene-d8 10.663

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 53
2 Heptadecane 240 C17H36 000629-78-7 53
3 Nonadecane 268 C19H40 000629-92-5 53
4 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 53
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53

Abundance Scan 1169 (9.963 min): BM047502.D\data.ms (-1160) (-) m/z 57.10 100.00%
57.1

;

5000
85.1
H \‘ 11911481  193.0221.1 281.( 10.00
o,‘m\‘”wmwmu\mwwwww‘_mwww m/z 43.10 54.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14531: Octane, 2-methyl-
43.0
5000 R
10.00
71.0 m/z 71.10  45.24%
L o
O’HH‘HH‘\\‘H‘HH‘\H‘\‘\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123961: Heptadecane
57.0
=
10.00
5000 ITI/Z 41.10 34.02%
85.0
29.0
0 ! h L ‘\\11‘\3 0\141 0169.0 240.0
o et e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane T
57.0 10.00
m/z 85.10 19.78%
5000 85.0
29.0
“H‘_H‘“H‘_H‘“H‘_H‘_‘H_‘H_‘H_‘H_‘H_‘H‘HH‘H —
m/z--> 20 40 60 80 100120140160180200220240260280 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
10.028 2.33 ng/ul 2296830  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 70
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 47
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 43
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 43
5 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 43

Abundance Scan 1180 (10.028 min): BM047502.D\data.ms (-1174) (- | m/z 43.10 100.00%

43.1
105.1
5000
148.0 —— ‘
‘ ‘ 10.00
o — I bbb b b L2070 a81e 00 e 96.81%
m/z--> 0 50 100 150 200 250
Abundance #45496: Undecane, 4-methyl-
43.0
5000 = ‘
10.00
85.0 m/z 105.10 64.31%
126.0
O ‘ T T “\ \‘ ‘h‘\ ‘\‘ \“‘\ ‘ T T ”\ T ‘1\7\().9\ ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #4475: Pentane, 3,3-dimethyl-
43.0
o ‘
10.00
5000 ITI/Z 57.10 51.94%
85.0
oo bl
m/z--> 0 50 100 150 200 250
Abundance #4481: Pentane, 3,3-dimethyl- T ‘
43.0 10.00
m/z 106.05  49.18%
5000
85.0
A
m/z--> 0 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 77
R.T. EstConc Area Relative to ISTD R.T.
10.110 2.20 ng/ul 2167690  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 5-butyl- 184 C13H28 017312-63-9 59
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 59
3 Heneicosane 296 C21H44 000629-94-7 53
4 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 53
5 Undecane, 4-ethyl- 184 C13H28 017312-59-3 53
Abundance Scan 1194 (10.110 min): BM047502.D\data.ms (-1191) (- | m/z 43.10 100.00%
3.1
5000 85.1 AMMM
—— —
H 126.2 10.00 10.50
ol Al 2702 2070 2811y 57,10 86.09%
miz--> 50 100 150 200 250
Abundance #59031: Nonane, 5-butyl-
43.0
85.0
5000 126.0 U R
10.00 10.50
m/z 71.10 60.22%
O T T L“ ‘h“\ “!‘ \“‘\ h‘ T T ’ T \18\4\.0‘ T T T ‘ T T
miz--> 50 100 150 200 250
Abundance #45493: Undecane, 2-methyl-
43.0
= =
10.00 10.50
5000 m/z 41.10 45 .76%
85.0
127.0
ok ““ I P S (2
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane T ——
57.0 10.00 10.50
m/z 85.10  43.40%
5000
‘ 99.0
410
olzsio || 1L 40 ss0 zaso  zeec JUUUUULLALL
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M

Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 37 unknown-01

11.057 12.16 ng/ul 11984760  Naphthalene-d8

Hit# of 5 Tentative ID MW MolForm

1 Cyanic acid, ethyl ester 71 C3H5NO
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160
3 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402
4 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16

Concentration Rank 22

Relative to ISTD R.T.

000627-48-5 42
054644-32-5 38
006413-83-8 38
069531-57-3 35

5 Cyclohexylamine 99 C6H13N 000108-91-8 35
Abundance Scan 1355 (11.057 min): BM047502.D\data.ms (-1348) (- | m/z 56.10 100.00%
56.1
- JJ\M
111.1 o :
‘ ‘ 1451 oo, 11.00
(
ob—— A A b b 29 2828 yr 71010 42.44%
miz--> 50 100 150 200 250
Abundance #684: Cyanic acid, ethyl ester
29.0
5000 —
71.0 11.00
m/z 69.10 35.58%
O T T ‘} \H‘“ ‘ T 1‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
T I
11.00
5000 m/z 55.10 30.99%
0 ull \“‘ 95.0 ‘12‘80
e L
miz-> 50 100 150 200 250
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane — ‘
56.0 11.00
m/z 57.10 30.11%
5000
111.0
145.0
18.# | L | | 199.0
o=l M o =
miz--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
11.598 3.42 ng/ul 3371350  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 58
3 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 53
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 53
5 Pentadecane 212 C15H32 000629-62-9 52

Abundance Scan 1447 (11.598 min): BM047502.D\data.ms (-1438) (- | m/z 43.10 100.00%

43.1
71.1
5000
125.1

11.50 12.00

| Lo L[11572 199.0 281.C

0,‘Hwhm‘m‘wum P e T e e m/z 57.10 89.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-
57.0
85.0
5000 —r -

11.50 12.00
m/z 71.10 54.84%

‘ 113.0141.0
v”HU“J%‘”N“JwMW‘”w”‘%Zq?””w‘”w”‘w”w‘”w”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176393: Nonadecane, 9-methyl-

57.0

85.0 11.50 12.00
5000 m/z 41.10 51.31%

140.0
290 ‘ ‘ 168.0
b | 1970 23902670
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #234378: Oxalic acid, 6-ethyloct-3-yl heptyl ester ‘ ‘
57.0 11.50 12.00

m/z 85.10  46.26%

85.0
5000
290 141.0
0 “ ‘ \ u‘\ il ‘ ‘ \‘

m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
11.704 5.66 ng/ul 5574540  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 52
2 3-Octen-2-0l 128 C8H160 076649-14-4 49
3 2-Hexene, 1-methoxy-, (E)- 114 C7H140 056052-83-6 47
4 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 43
5 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 43

Abundance Scan 1465 (11.704 min): BM047502.D\data.ms (-1459) (- | m/z 71.10 100.00%
71

1
5000 411

—
H ‘ 13.2 ' 11.50 12.00
ol Ml L TP 1542 1982 2810 L. 4310 89.41%
miz--> 50 100 150 200 250
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 — 7
11.50 12.00

m/z 57.10 69.85%
\‘\ \

27,0 113.0
O T T ‘\ \‘ ‘ ‘\ w‘ \“ T ‘ \“ T \]-4\.3.‘0\ T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #14288: 3-Octen-2-ol
71.0

5000 m/z 41.10 40.17%
410
Lm0
ol il e
m/z--> 50 100 150 200 250
Abundance #8583: 2-Hexene, 1-methoxy-, (E)- —— —
71.0 11.50 12.00

m/z 99.10  38.17%

1L s
0

= e
100 150 200 250 11.50 12.00

m/z--> 5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.104 8.91 ng/ul 8777170  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Hexadecane 226 Cl6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 78
5 Tridecane 184 C13H28 000629-50-5 76

Abundance Scan 1533 (12.104 min): BM047502.D\data.ms (-1525) (- | m/z 57.10 100.00%
57.1

=,
99.1 12.00 12.50

oww\‘:HHH‘,‘\“M,\Mww_wl““‘lmzwl‘?ﬁnzwH_wa%?,ln‘ m/z 43.10 83.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
5000 T

7
12.00 12.50

m/z 71.10 60.50%
Ll n‘

27‘"0“\‘ | L 1990 1410 1830 2260
H\‘H\\‘\H\’\H\’\\H‘HH‘H\\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane
57.0

o
12.00 12.50
5000 m/z 41.10 43.12%

27‘.0 99.0
B0 0 amo w0
miz-> 20 40 60 80 100120140160180200220240260280
Abundance

#74005: Tetradecane —
57.0 12.00 12.50
m/z 85.10 36.76%

5000
27.0 99.0
0 “ \‘\ H “\ Il \\‘ I \\1410 19\80

T
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
12.922 6.82 ng/ul 2564030  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 53
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 47
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 43
4 Decane, 4-methyl- 156 C11H24 002847-72-5 38
5 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 38

Abundance Scan 1672 (12.922 min): BM047502.D\data.ms (-1666) (- m/z 43.10 100.00%

e
431 71.1
5000
=
98.1
13.00
127.2 1552 1959
Y e m/z 71.10  82.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
5000 T
13.00
85.0 m/z 57.10 69.03%
1410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester
57.0
=
13.00
5000 ITI/Z 41.10 41.93%
290 ‘ 85.0 113.0
O e | taro 2890
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59044: Dodecane, 4-methyl- —
43.0 13.00
71.0 m/z 56.10 38.39%
h MM
99.0 140.0
A S 713 UL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
13.057 7.11 ng/ul 2671020  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 53
5 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 50
Abundance Scan 1695 (13.057 min): BM047502.D\data.ms (-1691) (- | m/z 57.10 100.00%
57.1
5000
R \
‘ 176.1 13.00
S _HHE“M!HJ‘\ “u :“_Hf“l“l‘wH_Mzul?wzw m/z 71.10 90.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 e
13.00
29.0 85.0 m/z 43.10 57.85%
ood L M30 s50 1830
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
R \
13.00
5000 m/z 41.10 36.60%
0 S0 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90203: Dodecane, 2,6,11-trimethyl- —— ‘
57.0 13.00
m/z 85.10 35.85%
5000 85.0
29.0 113.0
Obreepeelboob A 3020 980 1070 Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.345 25.89 ng/ul 9731930  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H3e 000629-59-4 96
2 Tetradecane 198 C14H30 000629-59-4 95
3 Tetradecane 198 C14H30 000629-59-4 94
4 Tridecane 184 C13H28 000629-50-5 90
5 Tridecane, 7-propyl- 226 CléH34 055045-09-5 86
Abundance Scan 1744 (13.345 min): BM047502.D\data.ms (-1737) (- | m/z 57.10 100.00%
57.1
- kAJd\n\f\/\Jf\wfw/AJ
— T
‘ 991 1541 1080 13.00 13.50
oM LT, 1S 1982 2810 L., 43,10 86.14%
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 = i
13.00 13.50
m/z 71.10 65.91%
27‘.0 99.0
O T T ‘\ ‘\“ ‘H‘\ ‘!‘ \“‘\ ““ \“ T “]\.4}.? T T \1\9?.0\ T T T ‘ T T T T
miz—-> 50 100 150 200 250
Abundance #74006: Tetradecane
57.0
T 5
13.00 13.50
5000 m/z 85.10 41.06%
27,0
ol LU LY 3%, o o
m/z--> 50 100 150 200 250
Abundance #74004: Tetradecane T —
57.0 13.00 13.50
m/z 41.10 40.94%
5000
27‘.0‘ || 99.0 1410 198.0
ok b — ——
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 48 Butanoic acid, butyl ester Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
13.469 5.26 ng/ul 1977970  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 53
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 42
4 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 42
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 42
Abundance Scan 1765 (13.469 min): BM047502.D\data.ms (-1761) (1 m/z 71.10 100.00%
71.1
43.1
5000
4 1350
159.1 :
1
o ““ A bp AT 1962 2292 2670 n/; s6.10  66.37%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24129: Butanoic acid, butyl ester
71.0
43.0
5000 U
13.50
m/z 43.10 54.80%
O]\-ﬁl‘o\m\\“uH‘MH”\‘\1‘\(\)“]\_‘\0\\‘\\H‘HH‘HH‘H\\‘HH‘HH’HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24299: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0
—
13.50
5000 410 m/z 69.10 31.68%
01.0
IR D T S
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24295: Propanoic acid, 2-methyl-, 2-methylpropyl ester P
43.0 71.0 13.50
m/z 55.10  31.24%
o150 | || Mg o
m/z--> 20 40 60 80 100120140160180200220240260 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 49 unknown-02 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
13.551 7.41 ng/ul 2785090  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 43
2 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 35
3 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 35
4 Metacetamol 151 C8H9NO2 000621-42-1 30
5 6,6-Dimethylhepta-2,4-diene 124 C9H1e 1000195-03-3 30
Abundance Scan 1779 (13.551 min): BM047502.D\data.ms (-1773) (- | m/z 109.10 100.00%
109.1
" M\J\\JUJ
41.1 141.1 j ' I
i,
ol ‘w ﬂ‘”‘w‘w M;‘u‘““‘ i iy [ 18212120 2820 0 g3 10 59.67%
miz--> 50 100 150 200 250
Abundance #6234: 2,6-Pyridinediamine
109.0
5000 —— :
13.50
m/z 83.10 31.57%
39.0
O\\\“‘1”““\69\.0\“\“‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #6247: Pyridine, 2,5-diamino-
109.0
T \
13.50
5000 m/z 41.10 21.69%
54.0
miz--> 50 100 150 200 250
Abundance #6245: Pyridine-2,4-diamine T ‘
109.0 13.50
m/z 141.05 19.78%
5000
69.0
28.0 ‘
0 “w‘l”w“‘hu‘”‘ | —t
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 50 Naphthalene, 1,3-dimethyl- Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
13.663 4.82 ng/ul 1810020  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95

Abundance Scan 1798 (13.663 min): BM047502[ndmalns(1793)( m/z 156.10 100.00%

156.1
5000

115.1 U T
51.0 77.1

1Ll 1902 1350 14.00
o‘HW‘w‘m“‘1‘””““‘”‘““‘mw‘u‘m‘ww“wwuw??}c? m/z 141.05  72.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000

13.50 14.00
115.0 m/z 155.05 38.78%
51.0 ‘
O \\\‘2\7\\()\“\\‘\\‘”\\U“\\\\‘\\\\‘\‘!‘\\“\\w‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
E -
13.50 14.00
5000 m/z 115.10 18.39%
115.0
510
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33147: Naphthalene, 2,7-dimethyl- —— —
156.0 13.50 14.00

m/z 128.05 16.04%

- MM
7.0 128.0
41.0
0 10207 |

O et b e ety e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 51 unknown-03 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.769 7.28 ng/ul 2734510  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 38
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 38
3 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 37
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35

Abundance Scan 1816 (13.769 min): BM047502.D\data.ms (-1812) (- m/z 56.10 100.00%

56.1
89.1
5000

T
143.017‘3.1 13.50 14.00

(
‘H_memmewwuhmuwmwh‘wuu_‘H_H%?gﬁuuw%gﬂr m/z 71.10  72.60%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10059: 2,2-Dimethyl-1,3-butanediol
56.0

5000 T
13.50 14.00
m/z 89.10 68.31%

o

85.0
O "‘\\H‘\‘\“\H\\\“\]\.:\I-\s‘\.\o\\‘HH’HH‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24133: Butanoic acid, butyl ester
71.0
= —
13.50 14.00
5000 410 ITI/Z 43.10 47 .62%
L
LA P .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #47011: Butanoic acid, hexyl ester — T
71.0 13.50 14.00
m/z 55.10 27.31%
5000
410
| ‘ ‘ 010 1540
O s et e e e b e e e
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 52 Naphthalene, 2,3-dimethyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.822 8.08 ng/ul 3038260  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
Abundance Scan 1825 (13.821 min): BM047502.D\data.ms (-1820) (- | m/z 156.10 100.00%
156.1
5000
115.1
391 771 ‘ ‘ | 13.50 14.00
ol hdey LWL 22922718 8950 n/; 141.05  90.74%
m/z--> 50 100 150 200 250 300 350
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
5000 - ]
13.50 14.00
m/z 155.10  28.55%
115.0
0 \‘\L\ “\ }‘ r‘h‘\“u‘\”\ “\‘\‘H\‘ ““\ L B B
miz--> 50 100 150 200 250 300 350
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
= =
13.50 14.00
5000 m/z 115.10 20.29%
01" 1L
] Y T B . —
m/z--> 50 100 150 200 250 300 350
Abundance #33150: Naphthalene, 2,3-dimethyl- — —
156.0 13.50 14.00
m/z 128.05  17.49%
5000
76.0 115.0
0 “‘Vﬂﬂww““ﬂkﬂﬂ““““ R — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
BM@47502.D

: 12 Sep 2024 14:01
: RC/JU
. P3878-08DL 10X

7

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
14.004 12.85 ng/ul 4830490  Acenaphthene-die 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 81
2 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 72
3 Decane, 5-propyl- 184 C13H28 017312-62-8 68
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Decane, 5,6-dipropyl- 226 CleH34 119209-20-0 62

Abundance Scan 1856 (14.004 min): BM047502.D\data.ms (-1847) (- | m/z 71.10 100.00%
71.1
5000
“ \¢,J\/RJA\AWJVMAJ
113.1 400 |
14.00
159.1
oww\‘m‘_u“‘u“‘JHJ\HJ“_Hwmm‘Hu‘,%?ﬁ?‘?%‘?‘?"??ﬁ‘?",H m/z 57.10  85.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
5000 o :
14.00
m/z 43.10 79.22%
27,0
O\‘\‘\\\““\\\\‘\H\‘1‘\\\‘H\“\‘\\\\‘2\\(\)\‘\\?‘\8’\4.\\(\)‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107232: Pentadecane, 7-methyl-
57.0
T \
14.00
5000 m/z 85.10 37.65%
112.0
0 270 ‘ Ll 1410 18900110
et e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59032: Decane, 5-propyl- T
57.0 14.00
m/z 41.10 36.73%
5000
27l 112.0
B R e T S
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 54 Naphthalene, 2,7-dimethyl- Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
14.045 5.55 ng/ul 2084490  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 1863 (14.045 min): BM047502.D\data.ms (-1859) (- | m/z 141.05 100.00%
57.1 141.1
5000
=T \
99.1 H‘M 193.2 14.00
0 bbbt 2804 m/z 57.10 0 95.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 ~ ‘
14.00
770 m/z 156.10  89.36%
. 39.0 ' 115.0
N ’\\H‘HH‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
A
14.00
5000 m/z 43.10 79.51%
77.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33134: Naphthalene, 1,7-dimethyl- — ‘
156.0 14.00
m/z 41.10 53.17%
5000
115.0
39.0 o
] SRR ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.416  26.22 ng/ul 9856240  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Tetradecane 198 C14H3e 000629-59-4 86
3 Tetradecane 198 C14H30 000629-59-4 83
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1926 (14.416 min): BM047502.D\data.ms (-1921) (- | m/z 57.10 100.00%
57.1
—
h | 140.1 2123 14.50
oWH\‘;HAH‘m,‘mhmlh_‘Hwﬁ‘???”H_Wwww%‘?,lu‘ m/z 71.16  71.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
5000 T
14.50
m/z 43.10 71.12%
99.0
0 27‘ h\ H\ Il u‘ | \1410 183.0 268.0
\H‘H\\‘HH’HH’\\H‘HH‘HH‘HH‘\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74005: Tetradecane
57.0
—
14.50
5000 m/z 41.10 39.19%
99.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74006: Tetradecane —
57.0 14.50
m/z 85.10 36.46%
5000
oL amo aso IR
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 56 unknown-04 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
14.586 7.68 ng/ul 2888450  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 27
2 Allylhydrazone acetaldehyde 98 C5H1ON2 1010423-20-0 16
3 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 16
4 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 16
5 2-Methyl-2-carbomethoxycyclopent... 156 C8H1203 030680-84-3 12
Abundance Scan 1955 (14.586 min): BM047502.D\data.ms (-1951) (- | m/z 98.10 100.00%
98.1
57.1
5000
155.1 Ahal :
‘ ‘ 199.1 14.50
ol ‘mhw“ A - L | 2T 35, ge.le 89.54%
m/z--> 50 100 150 200 250 300 350
Abundance #3671: (R)-(+)-3-Methylcyclopentanone
69.0
5000 — :
14.50
m/z 128.05 88.61%
O\\\‘L“‘“\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #3441: Allylhydrazone acetaldehyde
69.0
28.0
T T
14.50
5000 m/z 72.10 85.17%
0
m/z--> 50 100 150 200 250 300 350
Abundance #3669: (R)-(+)-3-Methylcyclopentanone 1 ‘
69.0 14.50
m/z 57.10 61.07%
5000
28.
0 At e —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01

Operator : RC/JU

Sample : P3878-08DL 10X

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 57 (DEL) Alkane: Cyclic14.804 Concentration Rank 53

R.T EstConc Area Relative to ISTD R.T.
14.804 6.39 ng/ul 2400560  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, . 112 C8H16 002613-69-6 47
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 47
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 43
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 30
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 30

Abundance Scan 1992 (14.804 min): BM047502.D\data.ms (-1985) (1 m/z 70.10 100.00%
70.1
o T M
155.1
— ——
‘ 103.1 832 o108 14.50 15.00
O ekl 2119 o m/z 55.10 91.96%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #7705: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
5000 — ——
410 14.50 15.00
m/z 56.10 44.28%
112.0
O\]-\3\\‘\HH“‘H\“\‘H‘H“l\H‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #7707: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
— ——
14.50 15.00
m/z 41.10 41.64%
5000 41.0
Ll ) oo
o‘Hw"H“HJu_‘H‘H"_‘H"H‘_‘H"ww,w_m,w‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7706: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha., — ——
70.0 14.50 15.00
m/z 57.10 40.93%
5000 41.0
H ‘ ‘ 112.0
Y e = Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 58 Naphthalene, 2,3,6-trimethyl- Concentration Rank 59

R.T. EstConc Area Relative to ISTD R.T.
14.969 5.60 ng/ul 2104640  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94

Abundance Scan 2020 (14.968 min): BM047502.D\data.ms (-2014) ( | m/z 170.10 100.00%
170.1
e
411 ‘ 12?1 H ‘ 15.00
ol gl Ll e ¥ o 21012412 2810 'n/7 155.10  92.24%
miz--> 50 100 150 200 250
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 1
15.00
128.0 m/z 71.10 39.78%
;90 760 71 |
O “ \“‘\“M\HH\‘\‘\H\ ‘\“\“ LA B e B B e s
miz--> 50 100 150 200 250
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
F
15.00
5000 m/z 43.10 36.15%
115.0 JM
I WY 1Y
miz-> 50 100 150 200 250
Abundance #45532: Naphthalene, 1,4,6-trimethyl- ——
155.0 15.00
m/z 57.10 25.75%
5000
115.0
63.0 ‘ ‘ JH ‘
oL : i‘ ‘w‘u‘\H‘th\‘\ e M \‘L i ‘h“ e e —
miz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 59 Isobutyl tetratriacontyl ether Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
15.033 8.30 ng/ul 3120330  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isobutyl tetratriacontyl ether 551 C38H780 1000406-33-7 58
2 Dodecane 170 C12H26 000112-40-3 55
3 2-Methyltetracosane 352 C25H52 001560-78-7 46
4 10-Methylnonadecane 282 C20H42 056862-62-5 43
5 Dodecane 170 C12H26 000112-40-3 42

Abundance Scan 2031 (15.033 min): BM047502.D\data.ms (-2027) (- | m/z 57.10 100.00%
57.1
e 2319 W\AWJ/\
133.0 T 1
Ll ’ T
ow‘_‘““ “J“M_Ml‘m"‘H_WW_WWW m/z 43.10  95.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343819: Isobutyl tetratriacontyl ether
57.0
5000 — :
15.00
m/z 71.10 87.61%
b IH H\M | 16902250 2050 449.0 507.(
‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #45480: Dodecane
57.0
T \
15.00
5000 m/z 83.10 69.98%
‘ 1 ‘ 112.0170.0
o e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262014: 2-Methyltetracosane T
57.0 15.00
m/z 55.10 66.14%
- W
ol L] h} | 16902050 3090
“H“H“_“w“H“H“H“_“w"H“H“H“_‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.363 21.60 ng/ul 8118740  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 83
2 Decane, 3-bromo- 220 C10H21Br 030571-71-2 80
3 Hexadecane 226 Cl6H34 000544-76-3 80
4 Decane, 5-propyl- 184 C13H28 017312-62-8 72
5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 64
Abundance Scan 2087 (15.363 min): BM047502.D\data.ms (-2083) (- | m/z 57.10 100.00%
57.1
- VxNA/V\,ﬁJAfw\A/\/\J
— —
‘ 99.1 1551 15.00 15.50
ol d iy 3951 107222682611 L/ 43.10  79.64%
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 — =
15.00 15.50
m/z 71.10 70.89%
210 | | 99 a0 iss0
O T T T ‘\“ ‘\ ‘\‘ \M\ “‘ \“ \H\ i‘ ‘ T T T T " T T T T ‘ T T T T
miz—-> 50 100 150 200 250
Abundance #98236: Decane, 3-bromo-
57.0
— —
15.00 15.50
5000 141.0 m/z 85.10 47 .83%
L o
ok T e
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane o T
57.0 15.00 15.50
m/z 41.10 36.08%
B vv»A/M\f/JﬂnA\N\fJ/kJ
o 27‘\'0“\‘ b “‘9?'0‘ 1410 1830 226.0
T A A e — —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 61 Naphthalene, 2-methyl-1-pro... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
15.592 4.91 ng/ul 1847280  Acenaphthene-d10 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-methyl-1-propyl- 184 C1l4H1ie 054774-89-9 60
2 Naphthalene, 1-(chloromethyl)-2-... 190 C12H11Cl 006626-23-9 55
3 1-Naphthaleneacetic acid, 2-methyl- 200 C13H1202 000085-08-5 38
4 1-Chloromethyl-4-methylnaphthalene 190 C12H11Cl 005261-50-7 38
5 2-(4-Chlorophenyl)-4-methyl-2,4-... 228 C12H17Cl02 015687-18-0 38

Abundance Scan 2126 (15.592 min): BM047502.D\data.ms (-2121) (- | m/z 155.10 100.00%

155.1
5000
95.1 184.1
55.1 —r |
24.1 | ‘2222 15.50
0 b el 55 B85 m/z 146,05 53.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59126: Naphthalene, 2-methyl-1-propyl-
155.0
5000 g :
184.0 15.50
m/z 184.10 35.57%
115.0
0 39\'0\ \7?‘0‘ ‘ [ ‘\H L I
‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #64566: Naphthalene, 1-(chloromethyl)-2-methyl-
5.

=

155.0
T I
15.50
5000 m/z 95.10 35.44%
190.0
76.0 115.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75931: 1-Naphthaleneacetic acid, 2-methyl- —— ‘
155.0 15.50
m/z 153.05 25.90%
5000 200.0 /\/U\MWWW
115.0
77.0 ‘
ol b bl e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
15.768 11.61 ng/ul 4363810  Acenaphthene-di0 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 93
2 Eicosane 282 C20H42 000112-95-8 80
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 68
4 Hexadecane 226 C16H34 000544-76-3 64
5 Tridecane, 6-methyl- 198 C14H3e 013287-21-3 64

Abundance Scan 2156 (15.768 min): BM047502.D\data.ms (-2150) (- | m/z 57.10 100.00%

57.1
5000

I
‘ ‘ 160.1 15.50 16.00
138.1
‘_‘H_‘wpﬁuu‘ww‘WMumw‘uwﬂu_‘?ﬂﬁg_?ﬁgﬁ‘wﬁgﬁﬁ m/z 43.10  44.22%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107230: Dodecane, 5,8-diethyl-
57.0

5000 = S
15.50 16.00

‘ m/z 71.10 44.09%

98.0 197.0
L) 1270 1680 | 2260
\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0

T
15.50 16.00
5000 m/z 85.10 24.62%

99.0
oy }4}0 183.0 225.0 282.(
‘_HW‘HWH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HHV‘HVH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance i

gl
‘ H\ I
#59087: Decane, 2,6,8-trimethyl- —T T
57.0 15.50 16.00

m/z 41.10 23.89%

B m
99.0
155.0184.0

e e —

m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

o

o

o
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM091224\

Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS vial : 7

Quant Method :
: SVOA CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 63 unknown-05 Concentration Rank 52

R.T EstConc Area Relative to ISTD R.T.
15.980 6.46 ng/ul 2119720  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 47
2 Hentriacontane 437 C31H64 000630-04-6 46
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 43
4 Cyclohexane, (1-hexyltetradecyl)- 364 C26H52 004443-60-1 43
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 38

Abundance Scan 2192 (15.980 min): BM047502.D\data.ms (-2188) (- | m/z 57.10 100.00%

57.1
5000
06.1 L —
‘ ‘l 182.1 16.00
ol Al oy 3222810 s 7110 e4.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #271592: Sulfurous acid, butyl hexadecyl ester
57.0
5000 T
16.00
m/z 43.10 56.47%
O\\\"“‘\\].”‘\“\“\‘\“1\6\9\()\‘2\2\5\\0‘\\2\819‘()\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350 400

s

Abundance #320591: Hentriacontane
57.0
16.00
5000 ITI/Z 41.10 52.30%
0 A uh\ \‘\ \ h .h‘ \ ].-6\9 10 Il 2\21\5 Q 309 O 365 O 437 !
i : A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro- T
57.0 16.00
m/z 55.10 50.20%
h M
0 \‘ ‘L‘ d‘ e H g 183 0 231.0 287.0 343.0 414 0
A e e e e e T T T e ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 64 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.221 29.71 ng/ul 9751070  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 87

Abundance Scan 2233 (16.221 min): BM047502.D\data.ms (-2228) (1 | m/z 57.10 100.00%
7.1

5
5000

=
h | 99‘-1 16.00 16.50
Y
A

141.1 184.1
I Lonten st 2803 2820 nuu 43,10 74.92%

m/z--> 50 100 150 200 250
Abundance #59028: Tridecane
57.0

5000

m/z 71.10 70.68%

240 H 99.0 184.
O T T ‘\ ‘\“ ‘H ‘\ ‘!‘ \“‘\ ‘H‘ \H T “1\-4\‘1--‘0 T T 8\‘ \O‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane

57.0

T ]
16.00 16.50
5000 m/z 85.10 47 .26%
27.0 ‘ 99.0
o TOLLLR a0 a0 2o
m/z--> 50 100 150 200 250
Abundance #158598: Nonadecane — —
57.0 16.00 16.50

- /\A/\/VL\/
99.0
2000 10 ) 141.0 1830 268.0

O\ww\“““\”H h“.‘u\‘d‘ Fe ——— —

— :
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 65 Sulfurous acid, 2-ethylhexy... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.251 10.62 ng/ul 3485860  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 72
2 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 72
3 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 64
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 59

Abundance Scan 2238 (16.251 min): BM047502.D\data.ms (-2236) (- | m/z 57.10 100.00%

57.1
5000

113.1 — Bae

) \H\Mll mﬁzn52m522% 16.00 16.50
’\HM“‘H“\H‘\“U\\\“\\\\‘\\\\‘\H\‘H\\“\\\\‘HH‘HH‘HH‘HH‘\H m/z 71.10 96.92%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #295472: Sulfurous acid, 2-ethylhexyl tetradecyl ester
57.0

o

5000 M —
16.00 16.50
113.0 m/z 43.10 48.27%
0270\ L 1m0 1970
’\\\\‘f!\f‘fff\‘f\\f[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester
57.0
—r —
16.00 16.50
5000 ITI/Z 55.10 24.32%

o

113.0
20| || g0
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester —— ——
57.0 16.00 16.50

m/z 41.10 23.68%

5000
113.0
270 | P 225.0

T T
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 66 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.009 19.21 ng/ul 6303810  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
3 Nonadecane 268 C19H40 000629-92-5 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2367 (17.009 min): BM047502.D\data.ms (-2363) (- | m/z 57.10 100.00%
57.1
o /Mﬁh\/\
R \
o 141.1 17.00
ol d iy 14111822 2543 3%5. ., 43.10  72.09%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 A
17.00
9.0 m/z 71.10  69.62%
O \5\0‘\ \ ‘ H H‘ “‘ \“‘ \]_\4% 9\ ]‘\-8\3\0‘ T \2\49.‘0\ LI ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
T \
17.00
5000 m/z 85.10 48.32%
7.0
bk LA L 34301020 2520 3250
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane T ‘
57.0 17.00
m/z 41.10 34.32%
- N/\/\N\A/\M\/\
o Ll moses0 o e
m/z--> 50 100 150 200 250 300 350 17.00

SFAM-EPA-BM@91024.MA.M Fri Sep 13 06:48:40 2024 Page: 60



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 67 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.068 14.00 ng/ul 4595980  Phenanthrene-di0 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2377 (17.068 min): BM047502.D\data.ms (-2372) (- | m/z 57.10 100.00%
57.1
w0 \KAAJk\fNAAVW\AwaVMA
9.1 184.0 17.00 |
41.1 ' :
] “‘ | \“‘w‘“‘ LA L. 2833 385 .., 7110 83.38%
m/z--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
5000 — :
17.00
m/z 43.10 52.37%
O\\“‘\‘ Fg.0141-0184‘0
miz--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T \
17.00
5000 m/z 85.10 45 .,94%
113.0 183.0
oL LI TI, 1830 asa0
m/z--> 50 100 150 200 250 300 350
Abundance #59028: Tridecane T
57.0 17.00
m/z 41.10 26.69%
- M/\MMA
9.0
oo ||| 0 aaorme0 P
m/z--> 50 100 150 200 250 300 350 17.00

SFAM-EPA-BM@91024.MA.M Fri Sep 13 06:48:41 2024 Page: 61



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 68 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.745 18.15 ng/ul 5955430  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 2492 (17.745 min): BM047502.D\data.ms (-2488) (1 | m/z 57.10 100.00%

57.1
5000

91 17.50 18.00
ol hh Ll 14121822 22522683 356: .0 4310 72.70%
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl- wavkaﬁJkAN\A/NVV¥
574.0
5000 —— —

17.50 18.00
m/z 71.10 71.10%

9.0 140.0
182.0
\\\\[“\“h“\‘\‘\h \\\“\’\22\6\.9‘\\\\‘\\\\‘\
m/z--> 100 150 2000 250 300 350
Abundance #194590: Heneicosane
57.0

T
17.50 18.00

o

5000 m/z 85.10 49,08%
‘ 9.0
41.0
ol0L L1 |30 m02s0  2se0
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T —
57.0 17.50 18.00

m/z 41.10  33.95%

5000
UL

0 |l 1410183022502670 3380
AL Ay 9 1830 2250 267.0  338.0 - —

m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01

Operator : RC/JU

Sample : P3878-08DL 10X

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 69 Hexadecanoic acid, methyl e... Concentration Rank 28

R.T EstConc Area Relative to ISTD R.T.
17.915 10.18 ng/ul 3341540  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Pentadecanoic acid, 14-methyl-, . 270 C17H3402 005129-60-2 94
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 92
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91

Abundance Scan 2521 (17 915 min): BM047502.D\data.ms (-2516) (-

5000

m/z-->

74.0
5000
143.1
227.2
ol L i | 18327 2103 a5
miz--> 100 150 200 250 300 350
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000
143.0
29# ‘ ‘ 185.0 227:0 270.0
O LA ‘ ‘\ “ ‘h‘ H \H\ ‘\ T ‘\ \‘ \‘\ ) \ \‘\ ‘\‘ ‘ T !‘ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000
0, o memozne
m/z--> 100 150 200 250 300 350
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester

74.0

270.0

185.0 ‘
‘\

4 g o ]

m/z 74.05 100.00%

18.00

m/z 87.10 70.09%

-

18.00

m/z 43.10 31.93%

%

18.00

m/z 55.10  25.52%

%

T
18.00

m/z 41.10 23.62%

50 100 150 200 250 300 350

-

18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01

Operator : RC/JU

Sample : P3878-08DL 10X

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 70 (DEL) Alkane: Straight-Chai... Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
18.439 14.01 ng/ul 4598550  Phenanthrene-di0 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87

Abundance Scan 2610 (18.439 min): BM047502.D\data.ms (-2605) (- | m/z 57.10 100.00%
57.1
. NL
99.1 1a'E0
18.50
141.2 197 1
ol ““ L h“ Litpf i 24322822 ALl nz 71,10 72.78%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 R
18.50
99.0 m/z 43.10 70.20%
O \“\ ‘\“‘ \HH‘ H‘ h‘ \H‘ \}\ “ “\ :“I\-B\‘B\(‘) \22\5\(\) ‘ \2\8\‘2'\0‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
——
18.50
5000 m/z 85.10 49 ,47%
99.0
ol L 1L 1 1], 1410 1830 2250 2680
: = e e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane —
57.0 18.50
m/z 41.10 31.17%
5000
99.0
ol L bl h\ ) 141.0 183.0 225.0 267.0 338.0
““‘ ‘ e ——
m/z--> 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 71 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.068 20.50 ng/ul 6727800  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 CléH34 000544-76-3 95
2 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 91
Abundance Scan 2717 (19.068 min): BM047502.D\data.ms (-2712) (1 m/z 57.10 100.00%
57.1
2 N/L
19.00 |
141.1 206 1 :
A »“«M L1411 2061 26013066 3550 n 7100 72.60%
m/z--> 50 100 150 200 250 300 350
Abundance #107217: Hexadecane
57.0
5000 — ‘
19.00
m/z 43.10 71.84%
0 ‘\‘ | “ “\ L u\? 1‘41 0183.0226.0
\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
T T
19.00
5000 m/z 85.10 48.77%
113.0
183.0
LU LTI 00
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 19.00
m/z 41.10 33.91%
- M\\J\J\w
ol |} H | 1419183 02250 2810 337.0 394.
N ““““‘ R e e e e P
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 72 Methyl stearate Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
19.215 5.38 ng/ul 1766590  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 95
2 Methyl stearate 298 C19H3802 000112-61-8 89
3 Methyl stearate 298 C19H3802 000112-61-8 83
4 Methyl stearate 298 C19H3802 000112-61-8 83
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81

Abundance Scan 2742 (19.215 min): BM047502.D\data.ms (-2738) (1 | m/z 74.10 100.00%

74.1
5000
L 1431 226.1 e =
185 298.3 : :
0“3§R‘MM‘”‘”u‘H‘M Weusiadl “ 26232702 341 m/z 87.10  72.36%
m/z--> 50 100 150 200 250 300
Abundance #197277: Methyl stearate
74.0
5000 — —
1430 J550 2980 19.00 19.50

m/z 43.10 32.70%

‘ 199.0
0\2\\ ‘\‘“\ ‘\ ‘u\ M ‘m“H\‘\‘ “““i N ‘\‘\‘L\‘ : “‘ e
miz--> 100 150 200 250 300
Abundance #197273: Methyl stearate

74.0

T
19.00 19.50

5000 m/z 55.10 21.70%
# 1430 o0 2550 7050
ok ‘\“ | ‘\\‘H‘M \HML‘ “‘ - - ‘\“‘h‘ : ‘L‘ I
miz--> 100 150 200 250 300
Abundance #197276: Methyl stearate P e
74.0 19.00 19.50

m/z 41.10 21.37%

5000
143.0 5550 298.0
zgq‘h\h 1990 ¥ ‘

ok A b — —
miz--> 100 150 200 250 300 19.00 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01

Operator : RC/JU

Sample : P3878-08DL 10X

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 73 2-Bromo dodecane Concentration Rank 49

R.T EstConc Area Relative to ISTD R.T.
20.174 6.77 ng/ul 2171970  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 2905 (20.174 min): BM047502.D\data.ms (-2901) (- | m/z 57.10 100.00%

57.1
5000

—— —
“ﬂlal 211.2 20.00 20.50
— A Lifa57y S0 2671 3233 4011 /7 71,1 75.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #132769: 2-Bromo dodecane
57.0
5000 — —
20.00 20.50

m/z 43.10 67.80%

130 169.0
Hmuw ‘w”\““W“‘\“?4§p‘”\““\““\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0

T
20.00 20.50
m/z 85.10  48.96%

o

5000

oL ‘L | 1170 160.0 2250 2810 337.0 3940
e L D7 2o 2958 9ol 2942

m/z--> 50 100 150 200 250 300 350 400

Abundance #246481: Tetracosane ‘ ‘ —
57.0 20.00 20.50
m/z 41.10 30.10%
h WM
0 \‘ ‘L‘ “\ I u‘ \ 1 169 0 225.0 281.0 338.0
I L e R e R — —
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 74 Carbonic acid, 2-ethylhexyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.156  19.77 ng/ul 6347180  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, 2-ethylhexyl nony... 300 C18H3603 1000383-13-6 80
2 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 72
3 Octyl tetracosyl ether 467 C32H660 1000406-39-0 52
4 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403 014858-73-2 50
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 47

Abundance Scan 3072 (21.156 min): BM047502.D\data.ms (-3067) (- m/z 57.10 100.00%

57.1
5000 112.1

— —
‘ 239.2 21.00 21.50
0 "\“M"“J““N“‘Ju“\‘%‘7“]'(]‘"NHL‘H 3113 8724 4TS m/z 71.10  75.88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #199835: Carbonic acid, 2-ethylhexyl nonyl ester
71.0
5000 o ==
21.00 21.50

m/z 43.10 61.34%

| “\ LT 1800
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #251110: Oxalic acid, decyl 2-ethylhexyl ester
57.0

T
21.00 21.50

o

5000 ITI/Z 70.10 58.21%
112.0
’ } 185 0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #330749: Octyl tetracosyl ether T =
57.0 21.00 21.50
m/z 112.10  41.26%
5000
111.0
H“‘H“H“‘H“ R R R e P =
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS vial : 7

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 75 (DEL) Alkane: Straight-Chai... Concentration Rank 58

R.T EstConc Area Relative to ISTD R.T.
21.680 5.62 ng/ul 1804470  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3161 (21.680 min): BM047502.D\data.ms (-3157) (- | m/z 57.10 100.00%

57.1
5000

"]113.1 183.2 2811 21i50 22i00

o by 2P0 208 3429 4161 4891 sz 71.10 69.11%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #123961: Heptadecane \\foMMWHAVVJ\Jij\
57.0

5000 — =
21.50 22.00

m/z 43.10  63.24%

TTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0

T
21.50 22.00
5000 m/z 85.10  48.21%

il

| \‘ || 18902250 296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #339055: Hexatriacontane —— —
57.0 21.50 22.00

m/z 41.10 24.44%

- “MJLJ\
e

| 169.0225.0281.0337.0393.0449.0 506.(

-

o

0 “““,,“ — e
miz—> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01

Operator : RC/JU

Sample : P3878-08DL 10X

Misc

ALS vial : 7

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 76 9-Octadecenoic acid, (E)- Concentration Rank 26

R.T EstConc Area Relative to ISTD R.T.
22.139 10.49 ng/ul 3368120  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 94
2 cis-Vaccenic acid 282 (C18H3402 000506-17-2 74
3 cis-13-Octadecenoic acid 282 (C18H3402 013126-39-1 64
4 Oleic Acid 282 (C18H3402 000112-80-1 64
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 62

Abundance Scan 3239 (22.139 min): BM047502.D\data.ms (-3233) (- | m/z 57.10 100.00%

57.1
5000
112.1

22.00 22.50

265.1
b M' A {HH o 2OT0 | 386141614750 up 7110 84.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 e s
22.00 22.50
111.0 o
H 2640 m/z 55.10 54.31%
O \\\\1‘ H\\}‘m“\lm‘\”h‘“‘Il\u\‘\\\l ‘\p\l\‘\l\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176209: cis-Vaccenic acid
55.0
—— —
22.00 22.50
5000 ITI/Z 43.10 42 .79%
e o
0 ‘JI‘W‘”“u‘;‘”‘u""ﬂ' "um_ww L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance

#176218: cis-13-Octadecenoic acid — —
55.0 22.00 22.50

m/z 69.10  38.20%

[[Lasmo_ =20 MM

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91224\
Data File : BM@47502.D

Acq On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 77 Oxalic acid, 2-ethylhexyl t... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
22.262 8.66 ng/ul 2778210  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 87
2 Oxalic acid, 2-ethylhexyl pentad... 412 C25H4804 1000309-39-8 80
3 Sulfurous acid, octadecyl pentyl... 404 C23H4803S 1000309-15-0 72
4 Octadecane, 1-chloro- 288 C18H37Cl1 003386-33-2 72
5 Tetratetracontane 619 C44H90 007098-22-8 64

Abundance Scan 3260 (22.262 min): BM047502.D\data.ms (-3254) (- | m/z 57.10 100.00%

57.1
5000
112.1

—
{ h‘h 171.1 22.00 22.50
L l\

267.1
ob A iy 1 2181 71 y811.0385.140L1  pyz 71.10 76.97%

m/z--> 50 100 150 200 250 300 350 400
Abundance  #301083: Oxalic acid, 2-ethylhexyl tetradecyl ester
57.0

5000 — s—
22.00 22.50
112.0 m/z 43.10 63.78%
[ L) sro 2410
O\\“’\““\‘\\\\‘\\\\’\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #309217: Oxalic acid, 2-ethylhexyl pentadecyl ester
57.0
—r —
22.00 22.50
5000 m/z 85.10 37.78%

o

112.0
255.0
L) 00 [
m/z--> 0 100 150 200 250 300 350 400

Abundance #304797: Sulfurous acid, octadecyl pentyl ester —— ——
71.0 22.00 22.50

m/z 70.10  36.55%

) MM
27}“\ Al \\H u‘ 27 0 183.0 253 0 317.0

m/z--> 50 100 150 200 250 300 350 400 22.00 22.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM091224\
Data File : BM@47502.D

Acqg On : 12 Sep 2024 14:01
Operator : RC/JU

Sample : P3878-08DL 10X
Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM091024.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butanoic acid 4.052 14.6 ng/ul 5760240 1 7.869 7881460 20.0
(DEL) Alkane: S... 4.975 4.7 ng/ul 1831410 1 7.869 7881460 20.0
(DEL) Alkane: S... 5.898 19.5 ng/ul 7685730 1 7.869 7881460 20.0
Hexylene glycol 6.181 16.2 ng/ul 6381620 1 7.869 7881460 20.0
(DEL) Alkane: S... 6.369 8.3 ng/ul 3276660 1 7.869 7881460 20.0
(DEL) Alkane: S... 6.440 6.5 ng/ul 2578410 1 7.869 7881460 20.0
Cyclohexanone, 6.516 7.8 ng/ul 3073050 1 7.869 7881460 20.0
(DEL) Alkane: S... 6.781 5.5 ng/ul 2150390 1 7.869 7881460 20.0
(DEL) Alkane: S... 6.845 6.2 ng/ul 2451030 1 7.869 7881460 20.0
(DEL) Alkane: S 6.875 9.2 ng/ul 3613850 1 7.869 7881460 20.0
(DEL) Alkane: S. 6.934 12.7 ng/ul 4985410 1 7.869 7881460 20.0
Benzene, 1-ethy... 6.963 8.3 ng/ul 3288590 1 7.869 7881460 20.0
Benzene, 1-ethy... 7.263 7.9 ng/ul 3107010 1 7.869 7881460 20.0
2-Heptanone, 4,... 7.298 7.5 ng/ul 2977100 1 7.869 7881460 20.0
(DEL) Alkane: S... 7.510 78.6 ng/ul 30958900 1 7.869 7881460 20.0
(DEL) Alkane: S... 7.716 4.5 ng/ul 1787376 1 7.869 7881460 20.0
1-Hexanol, 2-et... 7.939 38.8 ng/ul 153007060 1 7.869 7881460 20.0
Mesitylene 7.987 7.6 ng/ul 2989500 1 7.869 7881460 20.0
Oxalic acid, cy... 8.098 17.1 ng/ul 6748450 1 7.869 7881460 20.0
(DEL) Alkane: C... 8.175 6.8 ng/ul 2697570 1 7.869 7881460 20.0
Cyclohexanone, ... 8.298 10.3 ng/ul 4059290 1 7.869 7881460 20.0
(DEL) Alkane: S... 8.416 14.5 ng/ul 5723840 1 7.869 7881460 20.0
(DEL) Alkane: S... 8.475 6.5 ng/ul 2550120 1 7.869 7881460 20.0
(DEL) Alkane: S...  8.651 13.6 ng/ul 5365980 1 7.869 7881460 20.0
(DEL) Alkane: S... 9.116 58.7 ng/ul 23132600 1 7.869 7881460 20.0
Benzene, 1-meth... 9.234 11.0 ng/ul 4321810 1 7.869 7881460 20.0
(DEL) Alkane: S... 9.822 9.0 ng/ul 8854200 2 10.663 19703900 20.0
(DEL) Alkane: S.. 9.963 4.3 ng/ul 4268580 2 10.663 19703900 20.0
(DEL) Alkane: S.. 10.028 2.3 ng/ul 2296830 2 10.663 19703900 20.0
(DEL) Alkane: S.. le.110 2.2 ng/ul 2167690 2 10.663 19703900 20.0
unknown-01 11.057 12.2 ng/ul 11984700 2 10.663 19703900 20.0
(DEL) Alkane: S.. 11.598 3.4 ng/ul 3371350 2 10.663 19703900 20.0
(DEL) Alkane: S.. 11.704 5.7 ng/ul 55745406 2 10.663 19703900 20.0
(DEL) Alkane: S.. 12.104 8.9 ng/ul 8777170 2 10.663 19703900 20.0
(DEL) Alkane: S.. 12.922 6.8 ng/ul 2564030 3 14.498 7517460 20.0
(DEL) Alkane: S.. 13.057 7.1 ng/ul 2671020 3 14.498 7517460 20.0
(DEL) Alkane: S.. 13.345 25.9 ng/ul 9731930 3 14.498 7517460 20.0
Butanoic acid, 13.469 5.3 ng/ul 1977970 3 14.498 7517460 20.0
unknown-02 13.551 7.4 ng/ul 2785090 3 14.498 7517460 20.0
Naphthalene, 1,... 13.663 4.8 ng/ul 1810020 3 14.498 7517460 20.0
unknown-03 13.769 7.3 ng/ul 2734510 3 14.498 7517460 20.0
Naphthalene, 2,... 13.822 8.1 ng/ul 3038260 3 14.498 7517460 20.0
(DEL) Alkane: S... 14.004 12.9 ng/ul 4830490 3 14.498 7517460 20.0
Naphthalene, 2,... 14.045 5.5 ng/ul 2084490 3 14.498 7517460 20.0
(DEL) Alkane: S... 14.416 26.2 ng/ul 9856240 3 14.498 7517460 20.0
unknown-04 14.586 7.7 ng/ul 2888450 3 14.498 7517460 20.0
(DEL) Alkane: C... 14.804 6.4 ng/ul 2400560 3 14.498 7517460 20.0
Naphthalene, 2,... 14.969 5.6 ng/ul 2104640 3 14.498 7517460 20.0
Isobutyl tetrat... 15.033 8.3 ng/ul 3120330 3 14.498 7517460 20.0
(DEL) Alkane: S... 15.363 21.6 ng/ul 8118740 3 14.498 7517460 20.0
Naphthalene, 2-... 15.592 4.9 ng/ul 1847280 3 14.498 7517460 20.0
(DEL) Alkane: S... 15.768 11.6 ng/ul 4363810 3 14.498 7517460 20.0
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unknown-05

(DEL) Alkane: S...
Sulfurous acid,...
(DEL) Alkane: S...
(DEL) Alkane: S...
(DEL) Alkane: S...
Hexadecanoic ac...
(DEL) Alkane: S...
(DEL) Alkane: S...
Methyl stearate
2-Bromo dodecane
Carbonic acid,
(DEL) Alkane: S...
9-Octadecenoic ...
Oxalic acid, 2-...

15

17

22

.980
16.
16.
17.
17.
17.

221
251
009
068
745

.915
18.
19.
19.
20.
21.
21.
22.

439
068
215
174
156
680
139

.262

29.
10.
19.
14.
18.
10.
14.
20.

19.

10.

NUuoahowowpPphUuuoNMNREFONONWUV

ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul

2119720
9751070
3485860
6303810
4595980
5955430
3341540
4598550
6727800
1766590
2171970
6347180
1804470
3368120
2778210
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17.
17.

17

17

21
21
21
21
21

233
233

.233
17.
17.
17.

233
233
233

.233
17.
17.
17.

233
233
233

.456
.456
.456
.456
.456

6563800
6563800
6563800
6563800
6563800
6563800
6563800
6563800
6563800
6563800
6419510
6419510
6419510
6419510
6419510
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