LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc :

ALS Vvial : 22 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_ G\Methods\SFAM-EPA-BG091724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62930.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.007 142 156 163 rBvV2 50894 145247 1.17% 0.301%
2 5.887 469 476 486 rVB3 162303 268264 2.16% 0.557%
3 6.169 512 524 532 rBV6 41848 132155 1.06% 0.274%
4 6.357 549 556 562 rVW4 66864 135940 1.09% 0.282%
5 6.427 562 568 572 rvW2 81942 125965 1.01% 0.261%
6 6.510 572 582 585 rVW5 58740 170447 1.37%  0.354%
7 6.856 637 641 646 rVV3 147044 245102 1.97% 0.509%
8 6.915 646 651 654 rVW 177193 273442 2.20% 0.568%
9 6.950 654 657 662 rvV 182209 284252 2.28% 0.590%
106 7.021 662 669 675 rVV3 255422 535875 4.31% 1.112%
11 7.e85 675 680 687 rVB 112547 177341 1.43% 0.368%
12 7.250 701 708 711 rVV2 120984 219371 1.76% 0.455%
13 7.285 711 714 718 rW 178901 246473 1.98% 0.512%
14 7.491 743 749 757 rBV2 975985 1813182 14.57% 3.763%
15 7.779 788 798 803 rBV6 72437 212098 1.70% 0.440%
16 7.849 803 810 815 rVB2 254688 505456 4.06%  1.049%
17 7.920 815 822 827 rBV3 322306 552857 4.44% 1.147%
18 7.973 827 831 839 rVB3 133802 241614 1.94% 0.501%
19 8.049 839 844 848 rBV3 88853 129968 1.04% 0.270%
20 8.149 858 861 867 rVB5 92055 160290 1.29% 0.333%
21 8.278 878 883 889 rBV 220425 387907 3.12% 0.805%
22 8.396 898 903 909 rvB3 182617 356085 2.86% 0.739%
23 8.448 909 912 916 rVB2 124062 148475 1.19% 0.308%
24  8.495 916 920 922 rBV2 222517 335752 2.70% 0.697%
25 8.625 937 942 945 rBvV 224772 344967 2.77% 0.716%
26 8.660 945 948 956 rVB 149729 256209 2.06% ©0.532%
27 8.807 968 973 977 rBV 126679 202988 1.63% 0.421%
28 8.860 977 982 989 rVB 135964 260313 2.09% 0.540%
29 8.960 989 999 1006 rBv4 199838 466686 3.75% 0.969%
30 9.089 1010 1021 1027 rVB 919860 1495133 12.02% 3.103%
31  9.171 1030 1035 1037 rBV2 100154 157890 1.27% 0.328%
32 9.212 1038 1042 1047 rVB5 129396 247632 1.99% 0.514%
33 9.289 1047 1055 1058 rBvV3 74241 153145 1.23% 0.318%
34 9.541 1094 1098 1108 rvB3 91961 221155 1.78% 0.459%
35 9.647 1108 1116 1121 rVB4 81382 177867 1.43% 0.369%

36 9.735 1121 1131 1135 rBVS8 96415 238792 1.92% 0.496%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc :

ALS Vvial : 22 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_ G\Methods\SFAM-EPA-BG091724.MA.M
Title : SVOA CALIBRATION
37 9.788 1135 1140 1145 rBV4 111473 217217 1.75% 0.451%
38 9.929 1156 1164 1170 rVB 131447 306186 2.46% 0.635%
39 10.000 1170 1176 1181 rBV5 100784 181848 1.46% 0.377%
40 10.076 1186 1189 1193 rVV 112159 206489 1.66% 0.429%
41 10.111 1193 1195 1201 rVV3 77404 123831 1.00% 0.257%
42 10.182 1203 1207 1212 rVV3 82308 153146 1.23% 0.318%
43 10.340 1229 1234 1239 rBV3 107666 174169 1.40% 0.361%
44 10.634 1275 1284 1291 rVV3 818897 1821701 14.64% 3.781%
45 10.693 1291 1294 1301 rVv4 88760 186072 1.50% 0.386%
46 10.763 1301 1306 1311 rVV2 207763 364787 2.93% 0.757%
47 10.922 1328 1333 1344 rVB9 57374 181561 1.46% 0.377%
48 11.028 1344 1351 1358 rBV 337539 598665 4.81% 1.243%
49 11.151 1364 1372 1379 rBV2 208842 400681 3.22% 0.832%

50 11.562 1434 1442 1454 rVWi1e 78569 232564 1.87% 0.483%

51 11.674 1456 1461 1466 rBV2 209596 355612 2.86% ©.738%
52 11.909 1496 1501 1509 rVvVv3 151058 250444  2.01% 0.520%
53 12.074 1522 1529 1532 rBV 290010 467762 3.76% 0.971%
54 12.109 1532 1535 1539 rVB 147201 204780 1.65% ©.425%
55 12.315 1563 1570 1577 rVB2 340487 646978 5.20% 1.343%
56 12.479 1593 1598 1603 rBV6 126649 236574 1.90%  0.491%
57 12.896 1663 1669 1674 rBV4 61866 132321 1.06% ©.275%
58 13.031 1688 1692 1701 rVWV5 97331 211128 1.70% ©.438%
59 13.319 1734 1741 1747 rBV 382497 596934 4.80% 1.239%
60 13.449 1760 1763 1771 rVV5 63884 165157 1.33% 0.343%
61 13.531 1771 1777 1786 rVB7 110332 315337 2.53% ©0.654%
62 13.666 1791 1800 1806 rBV6 192628 477301 3.84% 0.991%
63 13.748 1810 1814 1819 rVv4 80213 131227 1.05% 0.272%
64 13.813 1819 1825 1829 rVV 204621 418010 3.36% ©.868%
65 13.860 1831 1833 1844 rVB3 137120 288037 2.32% ©.598%
66 13.977 1845 1853 1857 rBV3 144711 272566 2.19% 0.566%
67 14.394 1919 1924 1928 rBV 419016 531571 4.27% 1.103%
68 14.488 1934 1940 1946 rVV 421394 718779 5.78%  1.492%
69 14.565 1949 1953 1960 rVB5 127144 212891 1.71% 0.442%
70 14.700 1971 1976 1979 rBV3 131617 235574 1.89% 0.489%
71 14.894 2005 2009 2014 rVB4 136956 226155 1.82% ©.469%
72 14.964 2014 2021 2025 rBV4 103163 193623 1.56% 0.402%
73 15.017 2026 2030 2035 rBV5 96259 172848 1.39% 0.359%
74 15.117 2042 2047 2058 rVB2 699095 1301038 10.46% 2.700%
75 15.282 2068 2075 2078 rBV9 69554 149897 1.20% ©.311%

76 15.317 2078 2081 2083 rVV2 95361 131068 1.05% ©.272%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc :

ALS Vvial : 22 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_ G\Methods\SFAM-EPA-BG091724.MA.M
Title : SVOA CALIBRATION
77 15.346 2083 2086 2091 rVB 416426 515938 4.15% 1.071%
78 15.581 2121 2126 2130 rVW8 82761 144483 1.16% ©.300%
79 15.758 2150 2156 2165 rVB3 177243 356503 2.87% 0.740%
80 15.852 2168 2172 2177 rVB6 99681 159271 1.28% 0.331%
81 16.210 2229 2233 2236 rBV 477543 656360 5.28% 1.362%
82 16.909 2343 2352 2362 rBV 7061497 12440845 100.00% 25.821%
83 17.003 2364 2368 2372 rVW 439065 566464 4.55% 1.176%
84 17.056 2373 2377 2387 rVB3 217599 388517 3.12% ©0.806%
85 17.244 2404 2409 2414 rBV 521215 765929 6.16%  1.590%
86 17.743 2490 2494 2499 rVB 390660 477338 3.84% 0.991%
87 17.914 2519 2523 2528 rVB 389078 474398 3.81% ©.985%
88 18.437 2607 2612 2616 rBV 318564 397363 3.19% ©0.825%
89 19.071 2712 2720 2721 rBv2 297813 408967 3.29% 0.849%
990 19.089 2721 2723 2727 rVB2 357967 358653 2.88% 0.744%
91 19.224 2742 2746 2753 rVB2 196467 263354 2.12% ©.547%
92 19.647 2812 2818 2823 rBV3 196081 267241 2.15% 0.555%
93 20.182 2905 2909 2913 rVvB2 173134 194420 1.56% 0.404%
94 20.675 2989 2993 2997 rBV 121335 136732 1.10% 0.284%
95 21.169 3072 3077 3083 rVB 380650 477502 3.84% ©.991%
96 21.492 3126 3132 3137 rVB2 543630 836029 6.72% 1.735%
97 21.686 3160 3165 3171 rVB2 96208 167561 1.35% ©.348%
98 22.144 3238 3243 3249 rVB3 162685 265884 2.14% ©.552%
99 22.268 3258 3264 3273 rVB3 131896 267407 2.15% 0.555%
100 24.530 3640 3649 3660 rvB2 344805 975759 7.84%  2.025%
Sum of corrected areas: 48181782
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062930.D\data.ms
7000000

6000000
5000000
4000000
3000000
2000000
1000000 7.491 9.089 10.634

4.007 5.88¢ 168mAT 7 T A a0y N B IDANR2 &ikﬁ%ﬁ%ﬁ@i%gfggg
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG062930.D\data.ms
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Abundance TIC: BG062930.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butanoic acid Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.
4.007 5.75 ng/ul 145247  1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 64
2 Butanoic acid 88 (C4H802 000107-92-6 42
3 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 38
4 Pentanoic acid 102 C5H1002 000109-52-4 36

5 1-octadecanamine, N-hydroxy-N-me... 299 C19H41NO 1010402-14-1 25

Abundance Scan 156 (4.007 min): BG062930.D\data.ms (-142) (-) m/z 60.10 100.00%
60.1

—

5000
R
” 1211 22202791 3567 4237 5020 o0 80400420449
o dilbld e LoEP g0 3907 Aol 0% m/z 73.e0  41.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2273: Butanoic acid
60.0
5000
3.60 3.80 4.00 4.20 4.40
‘ ’ m/z 42.05 34.57%
O‘\‘\‘\LH“ \‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2269: Butanoic acid
60.0
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 29.80%
O‘Huwﬂfuw“u“u“‘u“u“_“w“u“u“u“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11075: Butanoic acid, 4-chloro-
60.0 3.60 3.80 4.00 4.20 4.40
m/z 45.10 22.31%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.60 3.80 4.00 4.20 4.40

SFAM-EPA-BG091724.MA.M Thu Sep 19 19:59:37 2024

Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.

5.887 10.61 ng/ul 268264 1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 78
2 Octane 114 C8H18 000111-65-9 64
3 Nonane 128 C9H20 000111-84-2 64
4 Octane 114 C8H18 000111-65-9 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
Abundance Scan 476 (5.887 min): BG062930.D\data.ms (-469) (-) m/z 43.10 100.00%

43.1
5000

‘ 4534 5.60 5.80 6.00 6.20

- rmw‘MH‘??¥?‘_‘?ﬁﬁ?“w“‘_““w“‘w‘ m/z 57.10 90.47%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14521: Nonane

43.0

5000 S ARV R VRN
5.60 5.80 6.00 6.20

‘ m/z 41.10  75.74%
|

s
O\\\“\‘\\‘f“’\\‘1\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8621: Octane
43.0
A

5.60 5.80 6.00 6.20

5000 ITI z 85.20 43.07%
||| 1100
Ottt b e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14523: Nonane
43.0 5.60 5.80 6.00 6.20

m/z 71.10  28.84%

m/z-->

0

5000
‘ “’1280
Ofrrt “H‘,HH‘HH‘HH‘HH,HH‘HH‘HH“H

50 100 150 200 250 300 350 400 450

5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Butane, 1l-ethoxy- Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
6.169 5.23 ng/ul 132155 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-ethoxy- 102 C6H140 000628-81-9 59
2 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1000367-13-2 53
3 Hexylene glycol 118 C6H1402 000107-41-5 53
4 Hexylene glycol 118 C6H1402 000107-41-5 40
5 Allyldimethylsilane 100 C5H12Si 003937-30-2 40

Abundance Scan 524 (6.169 min): BG062930.D\data.ms (-512) (-) m/z 59.10 100.00%

59.1
5000
580600620640
03.1 . . . .
155.3199.1 . 322.1 .
o ”““u‘t““w o819 2964 82213672 42 43.10 79.13%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4989: Butane, 1-ethoxy-
59.0
5000
5.80 6.00 6.20 6.40
m/z 41.10 46.15%
1290 1020
0\\\\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\

miz-> 0 50 100 150 200 250 300 350 400
Abundance #113509: 1-(1-Methoxypropan-2-yloxy)propan-2-yl 3-met

59.0
N ERRRERER R
5.80 6.00 6.20 6.40
5000 m/z 57.10 25.62%
03.0
sl 10 w0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #10019: Hexylene glycol R A RERARTENTY SR
59.0 5.80 6.00 6.20 6.40
m/z 56.10 22.07%
5000
15, 03.0
0 Nﬂhhmhuﬁﬂ"““‘“_““““,““‘H““‘
m/z--> 0 50 100 150 200 250 300 350 400 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown-01 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.

6.357  5.38ng/ul 135946  1,4-Dichlorobenzene-d4  7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dichloroacetic acid, nonyl ester 254 C11H20C1202 083004-99-3 35

2 n-Hexanesulphonylacetonitrile 189 C8H15N02S 203310-42-3 27
3 2-Methyl-1-hexanol 116 C7H160 1000427-67-0 27
4 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 22
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 22
Abundance Scan 556 (6.357 min): BG062930.D\data.ms (-549) (-) m/z 43.10 100.00%
105.2
5000
6.00 620 6.40 6.60
I i\M[ ‘ 189.2 251.6 316.0 528. - -
O b e M/z 41.10  81.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #139940: Dichloroacetic acid, nonyl ester
43.0
5000 L L B B I LN B
6.00 6.20 6.40 6.60
m/z 105.20 57.95%
126.0
0‘\\J\Ll’l\‘\l“\‘\“‘\‘\\ff‘\1]-\9\6‘.\(?\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64045: n-Hexanesulphonylacetonitrile
43.0
6.00 6.20 6.40 6.60
5000 m/z 57.05 50.23%
R e B R O S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9457: 2-Methyl-1-hexanol A A EamaNRamEae
43.0 6.00 6.20 6.40 6.60
m/z 55.10 46.26%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
6.427 4.98 ng/ul 125965 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 72
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 72
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 64
Abundance Scan 568 (6.427 min): BG062930.D\data.ms (-562) (-) m/z 57.10 100.00%
57.1
' 6.20 6.40 6.60 6.80
142.3 ! : . : .
Opr bl f222 2018 3685 54T . 7115 70.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
6.20 6.40 6.60 6.80
m/z 41.10 57.78%
OLJ[!J‘J-Ib?.O"
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
e RARARARE
6.20 6.40 6.60 6.80
5000 m/z 43.05 52.10%
0 J Ly, gar0
ettt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22095: Octane, 3,6-dimethyl- R R  AdRARRE R
57.0 6.20 6.40 6.60 6.80
m/z 56.10 30.54%
5000
Y A — g AW L WY
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Cyclic6.510 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
6.510 6.74 ng/ul 170447 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 64
2 Cycloheptanol, 2-methylene 126 C8H140 016240-38-3 58
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 55
4 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 53
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
Abundance Scan 582 (6.510 min): BG062930.D\data.ms (-572) (-) m/z 41.10 100.00%

41.1
5000

71 T[T I T[T T T TTrr[rrrT]
L, 261.1 327.1 503,

6.20 6.40 6.60 6.80

o_m}“"‘_"‘_"""""Hu‘Huwwwwwu m/z 55.10  89.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #13270: Cyclopentane, (2-methylpropyl)-

i
=
o

5000 el
6.20 6.40 6.60 6.80

m/z 83.10 75.98%

‘ 111.0
0‘\\\“lw‘\\“1‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13054: Cycloheptanol, 2-methylene
83.0
6.20 6.40 6.60 6.80
5000 ITI/Z 82.10 57.55%
29. ' ‘
o"“‘4“‘f“h“‘\‘m‘w“"""""""‘wm‘_m‘mwm_
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3751: Cyclohexane, methyl-
55.0 6.20 6.40 6.60 6.80
m/z 57.10 51.20%
) A/\J\JW\JU\W/
0‘“"| NN A ARRNR R mma
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
6.856 9.70 ng/ul 245102  1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 53
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 53
3 Nonane, 4-methyl- 142 C1OH22 017301-94-9 50
4 Octane, 3,5-dimethyl- 142 C1OH22 015869-93-9 45
5 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 43
Abundance Scan 641 (6.856 min): BG062930.D\data.ms (-637) (-) m/z 57.10 100.00%

57.1
5000

1) ‘ 142.2 206.9 3576 466, 6.60 6.80 7.00 7.20
0““‘ww‘“u““H““w‘?§7§““w““w““j m/z 43.10 51.60%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0

5000 S AL RRALR S
6.60 6.80 7.00 7.20

m/z 71.05 47.05%

O\\H\‘\‘\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22083: Nonane, 4-methyl- J\ﬁ\w
57.0

6.60 6.80 7.00 7.20

5000 ITI z 70.10 37.66%
ol LLLL | 2420
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22082: Nonane, 4-methyl- e ‘ T
57.0 6.60 6.80 7.00 7.20

m/z 41.10 36.64%

5000
1‘ 1420
ol L dd \

m/z--> 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
BG062930.D

: 19 Sep 2024 5:38
JU/RC
: P3899-05DL 20X

. 22

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8

(DEL) Alkane: Straight-Chai...

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
6.915 10.82 ng/ul 273442 1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 72
2 Nonane 128 C9H20 000111-84-2 64
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 59
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 59
5 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 53
Abundance Scan 651 (6.915 min): BG062930.D\data.ms (-646) (-) m/z 57.10 100.00%
57.1
5000 ?
1272 9741 ‘ 6.60 6.80 7.00 7.20
Ol 111272 1001 2741 3414 4390 04315 gg a3y
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #33079: Undecane
57.0
5000 LB R L I R R |
6.60 6.80 7.00 7.20
m/z 41.10 74.92%
\‘\ [y, 15p0
0\\‘\ ‘\\‘\‘\”‘\“\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #14521: Nonane
43.0
e EARERamETEEESEEE
6.60 6.80 7.00 7.20
5000 m/z 71.10 38.83%
| 120
Oy bbb
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #176392: Nonadecane, 2-methyl- B VALY E k. IS L
57.0 6.60 6.80 7.00 7.20
m/z 85.15 31.83%
5000
oL L1117 1600 2300
“"“‘“‘H“““M“““H““‘,H“““‘ “_“W‘H“H“_‘H
m/z--> 0 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20

SFAM-EPA-BG091724.MA.M Thu Sep 19 19:59:47 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, 1l-ethyl-4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.950 11.25 ng/ul 284252 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
Abundance Scan 657 (6.950 min): BG062930.D\data.ms (-654) (-) m/z 105.10 100.00%

105.1
5000

H\ \‘ 159.4 267.4 3427 428.9 489. 6.60 6.80 7.00 7.20
0l ‘HwHnwHH_m_H“'HH_H:_M" m/z 120.10  30.84%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #10726: Benzene, 1-ethyl-4-methyl- /b\
105.0
5000 AN R AR

6.60 6.80 7.00 7.20
m/z 77.10  19.92%

51.0 ‘ \
\\h\\i\‘\“\“l\‘\““\”\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0

6.60 6.80 7.00 7.20

o

5000 mZ 91.10 17.19%
51.0
ol MH\‘WHwmwHH_‘H_MHH_HWH A/\)\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10710: Benzene, 1,2,3-trimethyl- ““H“‘H“H‘,‘H“
105.0 6.60 6.80 7.00 7.20

m/z 103.05 13.61%

5000

39.0

imm |

e e e e e P e

m/z--> 0 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Benzene, 1,2,3-trimethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
7.085 7.02 ng/ul 177341 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 93
4 Mesitylene 120 C9H12 000108-67-8 93
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 680 (7.085 min): BG062930.D\data.ms (-675) (-) m/z 105.10 100.00%
105.1
5000
A Amama
39.0 ‘ l ” 6.80 7.00 7.20 7.40
Ore kbl jd 2496 38514346 .., 15610  39.02%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
6.80 7.00 7.20 7.40
m/z 77.10 18.89%
9.0
O \\l\‘\lih\u\h\\“J\”\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.80 7.00 7.20 7.40
5000 m/z 119.10 16.14%
39.0
0t~ MM«‘M““‘Usw_uwHH_MWH_m_m‘m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10718: Benzene, 1,2,4-trimethyl- ““‘HA$H“‘A“,H“
105.0 6.80 7.00 7.20 7.40
m/z 91.10 15.19%
5000
0
B
m/z--> 0 50 100 150 200 250 300 350 400 450 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzene, 1l-ethyl-2-methyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
7.250 8.68 ng/ul 219371 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 708 (7.250 min): BG062930.D\data.ms (-701) (-) m/z 105.10 100.00%
105.1
5000
A E e Emmm e
51.0“ ‘ \ 7.00 7.20 7.40 7.60
O robbbibidyl, 1697 2624 SLL /0 126.10  28.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.00 7.20 7.40 7.60
m/z 77.10 17.27%
39.0 H |
O‘\\‘\‘\‘f\“\H“\”\‘\\‘\H\‘\\H‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 79.10 16.90%
39.0
P
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 91.10 14.73%
5000
51.0‘ ‘ ‘
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 2-Heptanone, 4,6-dimethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.285 9.75 ng/ul 246473  1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 56
2 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 56
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 47

4 2-Pentanone, 5,5"'-oxybis- 186 C10H1803 093677-66-8 47
5 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 45

Abundance Scan 714 (7.285 min): BG062930.D\data.ms (-711) (-) m/z 43.10 100.00%

.

5000
‘ H ‘ J109 1 7.00 7.20 7.40 7.60
obr B3 2208 8291 4393 528 nm/z 58.10  49.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
7.00 7.20 7.40 7.60
m/z 69.10  36.66%
AL pepo
O‘\\\ ‘\\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester

=

43.0
ke s SRR
7.00 7.20 7.40 7.60
5000 m/z 41.10 34.32%
opliozo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8504: 2-Hexanone, 5-methyl- L e
43.0 7.00 7.20 7.40 7.60
m/z 85.10 34.06%
5000
T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M

Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.491 71.74 ng/ul 1813180 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 86
2 Decane 142 C1eH22 000124-18-5 81
3 Decane 142 C1leH22 000124-18-5 78
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 58
Abundance Scan 749 (7.491 min): BG062930.D\data.ms (-743) (-) m/z 57.10 100.00%
57.1
5000
‘ ‘ 1201 7.20 7.40 7.60 7.80
o bl oy 2082 2810 3409 4173 4970 /7 43.10  92.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22066: Decane
57.0
5000
7.20 7.40 7.60 7.80
m/z 41.10 76.46%
L], 220
0‘\\\ ‘J\‘\‘\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22068: Decane
43.0
PR T P
7.20 7.40 7.60 7.80
5000 m/z 71.10 41.55%
IIEE
] RS RS
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #22067: Decane
43.0 7.20 7.40 7.60 7.80
m/z 85.10 28.06%
5000
‘ “J 142.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80

SFAM-EPA-BG091724.MA.M Thu Sep 19 19:59:57 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
7.779 8.39 ng/ul 212098 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 53
2 Hexane, 2,2,3,3-tetramethyl- 142 C1eH22 013475-81-5 53
3 Decane, 5-methyl- 156 C11H24 013151-35-4 53
4 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 50
5 2-Propyl-1-pentanol, chlorodiflu... 242 C10H17C1F202  1000447-27-3 50
Abundance Scan 798 (7.779 min): BG062930.D\data.ms (-788) (-) m/z 57.05 100.00%
57.0
5000
L] H o1 4147 4so. | 7407.607.808.008.20
0L ﬂﬂLWwv‘mq““_“‘_““H“‘H“‘uﬁ‘,“ﬁ' m/z 43.10 80.14%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #33091: Decane, 5-methyl-
57.0
5000 BN
7.40 7.60 7.80 8.00 8.20
m/z 41.10 51.96%
O\‘\ ‘l‘\ul\‘\‘l’\‘\\]-\?ﬁl\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0
o EARREaEaE
7.40 7.60 7.80 8.00 8.20
5000 m/z 85.15 36.65%
O

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

Abundance #33084: Decane, 5-methyl-

57.0 7.40 7.60 7.80 8.00 8.20

m/z 84.15 23.52%

- M
oilily w0

m/z--> 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 2-Propyl-1-Pentanol, triflu... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.920  21.88 ng/ul 552857 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propyl-1-Pentanol, trifluorocac... 226 C10H17F302 1000365-19-7 64
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
3 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 53
4 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 50
5 2-Propyl-1-pentanol, pentafluoro... 276 C11H17F502 1000365-51-2 50

Abundance Scan 822 (7.920 min): BG062930.D\data.ms (-815) (-) m/z 57.10 100.00%

57.1

o

5000
l J} }1132 2211 32973875 530. 760780 8.008.20
Ol e 2o 9ed o0l % m/z 41.10  51.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106107: 2-Propyl-1-Pentanol, trifluoroacetate
57.0
5000 T[T T T T[T T T[T [ TTTT]
7.60 7.80 8.00 8.20
m/z 43.05 35.16%
UL, 0
O‘\\\\" ‘\f\“‘\\\f‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
‘Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—F
7.60 7.80 8.00 8.20
5000 ITI/Z 55.10 33.65%
owml,ﬁ[“‘ﬂ_uH_m‘ww‘,w_ww,mwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94094: Heptyl isobutyl carbonate T
57.0 7.60 7.80 8.00 8.20
m/z 70.05 22.79%
) m
ooimee
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Mesitylene Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.973 9.56 ng/ul 241614  1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 87
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 87
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83
Abundance Scan 831 (7.973 min): BG062930.D\data.ms (-827) (-) m/z 105.10 100.00%
105.1
5000 }\ AA
A a AR mama R
39 1 H ‘ ‘ 7.60 7.80 8.00 8.20
ol bpdlili, 1640 2422 461 ;95010 40.27%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10692: Mesitylene
105.0
5000 L L B B I BN B

7.60 7.80 8.00 8.20
m/z 77.10  15.83%

51.0\
0 \\\‘\i‘lu\u\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0

7.60 7.80 8.00 8.20

5000 ITI/Z 91.10 15.12%
28.0
0 m“‘u‘whm‘\ I —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 7.60 7.80 8.00 8.20
m/z 79.10 14.60%
5000
51.0 ‘ ‘
0 m‘;‘u“‘“w“uH_m_HWm_m_m_mw e A N
m/z--> 0 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 (DEL) Alkane: Cyclic8.149 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
8.149 6.34 ng/ul 160290 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 53
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 50
5 1H-Pyrrole, 2,3-dihydro-1-methyl- 83 C5HON 033838-11-8 50
Abundance Scan 861 (8.149 min): BG062930.D\data.ms (-858) (-) m/z 55.10 100.00%

55.1

=

5000
140.2 780800820840
04 vnw\ J“‘M e 2?53 42803 3‘6‘16 ALz 83.1e 96.50%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20677: Cyclohexane, butyl-
83.0
5000 L IR B B R R B
7.80 8.00 8.20 8.40
29. 140.0 m/Z 82.10 84.77%
0 \\”\‘\“‘J\hl‘\\“\\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13251: Cyclohexane, (1-methylethyl)-
55.0
Ay
7.80 8.00 8.20 8.40
5000 m/z 41.10 43,95%
UL 20
oAb
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #20678: Cyclohexane, butyl- AR RamaaE
83.0 7.80 8.00 8.20 8.40
m/z 67.10 41.63%
5000
Zg_gf 140.0
0 HH“J‘MH\H‘!‘WH_m_m‘mmm‘m‘_‘ LG
m/z--> 0 50 100 150 200 250 300 350 400 450 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Cyclohexanone, 3,3,5-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.278 15.35 ng/ul 387907 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
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 4-0Oxohex-2-enal 112 C6H802 020697-55-6 53
Abundance Scan 883 (8.278 min): BG062930.D\data.ms (-878) (-) m/z 83.10 100.00%
83.1

N

5000 4.1
R R R ESalarars
‘ 140.0 8.00 8.20 8.40 8.60
ol | 1022 3Bl 69,19 50.58%
m/z--> 0 50 100 150 200 250 300 350
Abundance #21572: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L L B B B
41.0 8.00 8.20 8.40 8.60
140.0 m/z 55.05 41.85%
0\‘\L‘\x“‘““\‘!‘\‘\“\\‘\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—> 0 50 100 150 200 250 300 350
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0

8.00 8.20 8.40 8.60

5000 m/z 41.10 41.42%
41.
140.0
0 ‘““‘LWN:u“““”“l_m‘m‘_m_‘H_m
m/z--> 0 50 100 150 200 250 300 350
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl- R R ARARRER B
83.0 8.00 8.20 8.40 8.60
m/z 56.10 34.69%
5000
41-1 140.0
0 RV e e
m/z--> 0 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 unknown-02 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.396 14.09 ng/ul 356085 1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 35
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 35
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 20
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 20
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 20

Abundance Scan 903 (8.396 min): BG062930.D\data.ms (-898) (-) m/z 105.10 100.00%
105.1
57.1
5000
R R RA
‘1563 2071 309.2 8.00 8.20 8.40 8.60 8.80
0! AL ‘Wm At00.3 20 27883092 nyz s57.10 78.16%
miz--> 50 100 150 200 250 300
Abundance #17046: Benzene, (1-methylpropyl)-
105.0
5000 [TT T T T[T rrroyrt
8.00 8.20 8.40 8.60 8.80
m/z 41.10 45.69%
51.0 “
0 \\‘\‘\“’\‘\‘\\ h\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
A
8.00 8.20 8.40 8.60 8.80
5000 ITI/Z 43.10 45, 39%
39.0 |
oy
m/iz--> 50 100 150 200 250 300
Abundance #17056: Benzene, 1-methyl-2-propyl- o RRRREEES LR e
105.0 8.00 8.20 8.40 8.60 8.80
m/z 85.10 38.31%
27.0
ol AVLIN Y M
m/z--> 50 100 150 200 250 300 8.00 8.20 8.40 8.60 8.80

SFAM-EPA-BG091724.MA.M Thu Sep 19 20:00:15 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

19

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
BG062930.D

Sep 2024  5:38

JU/RC
: P3899-05DL 20X

. 22

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
8.448  5.87 ng/ul 148475 1,4-Dichlorobenzene-d4  7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 3-ethyl- 142 cle2 005881-17-4 78

2 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 72
3 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72
4 Propanal, 2-propenylhydrazone 112 C6H12N2 019031-78-8 59
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 59

Abundance Scan 912 (8.448 min): BG062930.D\data.ms (-909) (-) m/z 71.10 100.00%

71.1
5000
R ARARmREERSAS
| ‘141 1 o8 20 536, 8.20 8.40 8.60 8.80
ol kbl AL 2815 4207 8864 n,; 43.10  94.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22073: Octane, 3-ethyl-
71.0
5000 L B I L I LN B

8.20 8.40 8.60 8.80
m/z 57.10 66.38%

OL4.$)llll42.0‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #152680: Sulfurous acid, octyl 2-pentyl ester
71.0
R R R RRERS L
8.20 8.40 8.60 8.80
5000 ITI/Z 41.10 40.60%
o‘HALMAmJH‘_?9?9‘WH‘W‘H‘_‘H‘HH‘H‘W‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22109: Octane, 3,3-dimethyl- i AARRS
71.0 8.20 8.40 8.60 8.80
m/z 70.05 32.69%
) WJVN%WJVJNAJkJNwWVWWA
128.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80

SFAM-EPA-BG091724.MA.M Thu Sep 19 20:00:19 2024
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

BG062930.D

: 19 Sep 2024 5:38

JU/RC

: P3899-05DL 20X

: 22 Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 22 Benzene, 1l-ethyl-3,5-dimethyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.495 13.29 ng/ul 335752 1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 93
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 93
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
Abundance Scan 920 (8.495 min): BG062930.D\data.ms (-916) (-) m/z 119.10 100.00%
119.1
5000 /U\
R e
39.1 } 8.20 8.40 8.60 8.80
ol bl 2ss0sss2 5290 09116 63.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000
8.20 8.40 8.60 8.80
m/z 105.05 57.39%
39.0
O ““““‘“‘IL‘\\‘A‘J\‘\ \J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 134.05  45.94%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17034: Benzene, 1,3-diethyl-
119.0 8.20 8.40 8.60 8.80
m/z 77.10 20.92%
5000
3&0}‘
Y D U SRR WA ARRA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80

SFAM-EPA-BG091724.MA.M Thu Sep 19 20:00:21 2024
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Data File : BG@62930.D
Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3
Misc

ALS vial : 22

Quant Method
Quant Title

TIC Library

899-05DL 20X

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.625 13.65 ng/ul 344967 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 87
2 Decane, 3-methyl- 156 C11H24 013151-34-3 64
3 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 53
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50

Abundance Scan 942 (8.625 min): BG062930.D\data.ms (-937) (-) m/z 57.10 100.00%
57.1

-

5000
“ 126.1 8.40 8.60 8.80 9.00
O, L, 2089 3036 4010 494 71 16 66.84%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33092: Decane, 3-methyl-
57.0
5000 (L R RN R
8.40 8.60 8.80 9.00
m/z 41.05 66.60%
} 127.0
O‘\\\‘\‘\“\f”\“‘\\“\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33085: Decane, 3-methyl-
57.0
e ERAREREEES oS
8.40 8.60 8.80 9.00
5000 m/z 43.10 61.33%

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

Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0 8.40 8.60 8.80 9.00

m/z 85.15 47.06%

o
Y
N
—o
o

5000

127.0
0 \‘\ “ Jn | 179.0
T T

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

o

8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 24 Benzeneacetaldehyde, .alpha... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.660 10.14 ng/ul 256209 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 91
2 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 90
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 87

Abundance Scan 948 (8.660 min): BG062930.D\data.ms (-945) (-) m/z 105.10 100.00%
105.1

=

5000
s1 || ‘ r00 e 8.40 8.60 8.80 9.00
" |
Of ookl 2609 4396 5240 . 934 05  24.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-
105.0
5000
8.40 8.60 8.80 9.00
m/z 77.10 18.99%
0’\\3\9‘\.?V“\H\\"J\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
SO
8.40 8.60 8.80 9.00
5000 m/z 79.10 17.71%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17052: Benzene, 1-methyl-4-propyl- R A REARN RS
105.0 8.40 8.60 8.80 9.00
m/z 103.10 12.77%
5000
A O S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 25 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
8.807 8.03 ng/ul 202988 1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
Abundance Scan 973 (8.807 min): BG062930.D\data.ms (-968) (-) m/z 119.10 100.00%
119.1
5000 ?
. 77-# ‘ 8.40 8.60 8.80 9.00 9.20
ol B8R LA Ll | 1693 2437 354« 934 00 41.22%
m/z--> 0 50 100 150 200 250 300 350
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.40 8.60 8.80 9.00 9.20
m/z 91.10 33.66%
77.1
O‘\2\7‘\.%i“\“‘\‘“\‘\“‘h“\u \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 105.10 18.01%
77.1 ‘
S I
m/z--> 0 50 100 150 200 250 300 350
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.40 8.60 8.80 9.00 9.20
m/z 77.05 12.94%
) /\M\/UL\/V
27.0 7.
m/z--> 0 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00 9.20

SFAM-EPA-BG091724.MA.M Thu Sep 19 20:00:26 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 26 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
8.860 10.30 ng/ul 260313 1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 93
Abundance Scan 982 (8.860 min): BG062930.D\data.ms (-977) (-) m/z 119.10 100.00%
119.1
5000 h
39.0 ‘ \ 8.60 8.80 9.00 9.20
oL o kbbb bl 2489 3409 4166 490 ;134 95  32.89%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.05 27.77%
39.0
O ‘\‘\\\u‘h\m\‘“\\\‘I‘\H f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16997: o-Cymene
119.0
8.60 8.80 9.00 9.20
5000 m/z 77.05 14.08%
41.0
ol o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- e e
119.0 8.60 8.80 9.00 9.20
m/z 117.15 11.72%
5000
65. \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 27 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.960 18.47 ng/ul 466686 1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
4 p-Cymene 134 C10H14 000099-87-6 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 93

Abundance Scan 999 (8.960 min): BG062930.D\data.ms (-989) (-) m/z 119.10 100.00%
119.1

=

5000
411
” \ n 2068 262.0 3417 8.60 8.80 9.00 9.20
O kol i) 2068 28203417 4418 5070 .., 97 19  32.35%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000

8.60 8.80 9.00 9.20
m/z 134.05 28.82%

Kl

O‘\\\f‘\\‘\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 41.10 18.27%

&0

N

0 el b
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- RERRNE RS
119.0 8.60 8.80 9.00 9.20
m/z 55.10 17.70%
- \/\\/\,JJ\/\’\M
|
o“uJWwWﬁwW“‘u‘u"“H““H““w““_““u““‘ s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.089 59.16 ng/ul 1495130 1,4-Dichlorobenzene-d4 7.855
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83
4 Tetradecane 198 C14H30 000629-59-4 72
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64
Abundance Scan 1021 (9.089 min): BG062930.D\data.ms (-1010) (-) m/z 57.10 100.00%
57.1
5000
‘ 113 2 8.80 9.00 9.20 9.40
ol AL LTrTA57.2 208.4 266.1 8554 4l4. /7 43,10 89.11%
miz--> 50 100 150 200 250 300 350 400
Abundance #33077: Undecane
57.0
5000 /\\\T\\‘HH‘HH’HH‘HH
8.80 9.00 9.20 9.40
‘ m/z 41.10 70.01%
O\\“\"\“\\“‘\‘\.‘\\‘\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #59025: Tridecane
57.0
o BAans amaE et
8.80 9.00 9.20 9.40
5000 m/z 71.10 52.84%
0 ‘j‘ d‘1130 184.0
-
m/z--> 50 100 150 200 250 300 350 400
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester R R A e ERA
57.0 8.80 9.00 9.20 9.40
m/z 85.10 30.28%
5000
oLl “h MO 18202270 fL
m/z--> 50 100 150 200 250 300 350 400 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 29 unknown-03 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
9.171 6.25 ng/ul 157890 1,4-Dichlorobenzene-d4 7.855

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, diethyl- 116 C6H1202 000088-09-5 47
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 35
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 35
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 35
5 Hydrazine, 1-methyl-1-(1-methyle... 88 C4H12N2 033668-54-1 22
Abundance Scan 1035 (9.171 min): BG062930.D\data.ms (-1030) (-) m/z 73.10 100.00%
73.1
5000
15.1 8.80 9.00 9.20 9.40
154.2 . : : . :
.3252.4 300.1 .

[ — ol 77 21232524 S001 354 a0 1 89.73%

miz--> 50 100 150 200 250 300 350

Abundance #9193: Acetic acid, diethyl-

43.0 88.0
5000 U LN DU B
8.80 9.00 9.20 9.40
‘ m/z 43.10  80.54%
O\‘\H\H“‘W‘\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #24097: Hexanoic acid, 2-ethyl-
73.0
T T T
8.80 9.00 9.20 9.40
50001 29. m/z 88.05 80.06%
16.0
o w‘lu“w‘u“H_HWHH‘HH_H‘_
m/z--> 50 100 150 200 250 300 350
Abundance #24093: Hexanoic acid, 2-ethyl- T
73.0 8.80 9.00 9.20 9.40
m/z 55.10 77.10%
5000
29.1h ‘ TIG'O
ok 1 Al ‘“‘ . L
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
BG062930.D

: 19 Sep 2024 5:38

JU/RC

: P3899-05DL 20X

: 22 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

9.212

4-Aminos

30 unknown-04

Concentration Rank 28

EstConc Area Relative to ISTD R.T.
"""""" 5.80 ng/ul 247632  1.4-Dichlorobenzene-da  7.855
Tentative ID MW MolForm CASH# Qual
"""""" tyrene 119 CBHON  001520-21-4 46
, 5-ethenyl-2-methyl- 119 C8HON 000140-76-1 46

1

2 Pyridine
3 o-Cymene
4 1,3-Benz
5 3-Benzof

134 CleH14

enediol, O-(2-chlorobenz... 366 C21H15Cl04

urancarboxylic acid, 2,3... 178 C10H1003

000527-84-4 43
1000345-54-5 43
039891-56-0 43

Abundance Sc

an 1042 (9.212 min): BG062930.D\data.ms (-1038) (-)
11

m/z 119.10 100.00%

3

8.80 9.00 9.20 9.40 9.60

m/z 91.10  39.76%

-

8.80 9.00 9.20 9.40 9.60

m/z 105.10  38.91%

=

8.80 9.00 9.20 9.40 9.60

m/z 148.10  31.41%

=

8.80 9.00 9.20 9.40 9.60

m/z 97.15 31.06%

4

0.1
5000
57.1
0 Mh 17§5 287.4 366.0 432.8 490.
! R R AN RA SRS
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10382: 4-Aminostyrene
119.0
5000
65.0
O]‘-Z\.\QIH‘”\HA\”\‘\“‘Jr‘ L L B L I B R R R R I R I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10394: Pyridine, 5-ethenyl-2-methyl-
119.0
5000
51.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16997: 0-Cymene
119.0
5000
41.0 ‘ ‘
0“‘M”Mﬁhwwﬂ‘u“"w““‘u“‘“H““‘_““‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450

8.80 9.00 9.20 9.40 9.60

SFAM-EPA-BG@9

1724 .MA.M Thu Sep 19 20:00:33 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
9.929 3.36 ng/ul 306186 Naphthalene-d8 10.646

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 59
2 Dodecane 170 C12H26 000112-40-3 59
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 53
5 Tridecane 184 C13H28 000629-50-5 53

Abundance Scan 1164 (9.929 min): BG062930.D\data.ms (-1156) (-) m/z 57.10 100.00%
7.1

57.
5000

‘ ‘ 112.1 10.00
ol bl bk i 2619 2488 3289 4132 .. 4310  61.78%
miz--> 50 100 150 200 250 300 350 400
Abundance #59029: Tridecane
57.0
10.00

m/z 41.05 51.05%

T \“\ }} fjw]lls.‘() ‘ \]_\8\l4\.(‘)\ L ‘ T TT ’ T TT ‘ L ‘ T TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #45478: Dodecane
57.0

5000 m/z 71.10 46.44%

‘1“12,0 170.0
A | 4 |

‘ TR O e B R N A B A e B
m/z--> 50 100 150 200 250 300 350 400
Abundance

1
#170577: Sulfurous acid, 2-ethylhexyl hexyl ester T
57.0 10.00

m/z 85.05 21.96%

5000 T
\‘\

o

o

5000

‘ 113.0
\‘ \L

R R e o e R e
miz--> 50 100 150 200 250 300 350 400 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
10.076 2.27 ng/ul 206489 Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 1-Todo-2-methylnonane 268 C10H21I 1000101-47-9 80
3 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 80
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 78
5 Dodecane 170 C12H26 000112-40-3 74
Abundance Scan 1189 (10.076 min): BG062930.D\data.ms (-1186) (- | m/z 43.10 100.00%
43.1
- M/M/W
I \
|9‘2 155.3 220.8  305.1 496.4 10-00
O bl 52,3 2208 300 A98A L mjz s57.10 89.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107220: Hexadecane
57.0
5000 — :
10.00
m/z 41.10 85.17%
113.0
O‘H“\"\“r‘\"\l]’]-r'\”\1‘1;6\\9\.(\)’2\2\?-\0‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #157266: 1-lodo-2-methylnonane
43.0
I \
10.00
5000 m/z 71.10 76.69%
0 }‘ ‘1_‘12.7]0 211.0268.0
e A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59111: Nonane, 5-(1-methylpropyl)- T
57.0 10.00
m/z 85.10 44.07%
5000
126.0
Y JVK AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
11.028 6.57 ng/ul 598665 Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methylene- 154 C11H22 024949-41-5 43
2 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 38
3 1-Octene, 2-methyl- 126 C9H18 004588-18-5 32
4 2-Chloro-2-methylnonane 176 C1leH21Cl 004325-50-2 32
5 1-Octene, 2-methyl- 126 CSH18 004588-18-5 32
Abundance Scan 1351 (11.028 min): BG062930.D\data.ms (-1344) (- | m/z 56.10 100.00%
56.1
- /MK/JLL
111.1 R ‘
‘ \ 199.3 ‘ 11.00
ol bl L1 1998 2581 3519 486. .., 4110  42.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #31427: Decane, 4-methylene-
56.0
5000 e :
11.00
m/z 69.05 41.77%
h ‘ 154.0
O\\\‘\“‘\“\\“\“\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #7567: 2,4-Dimethyl-1-hexene
56.0
T T
11.00
5000 m/z 71.05 38.83%
o
s B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13191: 1-Octene, 2-methyl- e
56.0 11.00
m/z 55.10 36.87%
5000
1)}, 200
L L s = SNV s
m/z--> 50 100 150 200 250 300 350 400 450 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
11.151 4.40 ng/ul 400681 Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 52
2 Decane, 4-methyl- 156 C11H24 002847-72-5 50
3 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 50
4 5-(1-Iodo-1-methyl-ethyl)-3,3-di... 282 C9H15I02 1000190-61-9 47
5 Propanal, 2-propenylhydrazone 112 C6H12N2 019031-78-8 47

Abundance Scan 1372 (11.151 min): BG062930.D\data.ms (-1364) (- | m/z 43.10 100.00%

43.1
5000

112.2 L
11.00 11.50

Ofrr ‘J‘M‘H‘M;‘h-"}‘79:?"‘H_""‘?’4‘1"9‘39?:1‘”_‘59‘1‘” m/z 71.1e 59.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33090: Decane, 4-methyl-
43.0
5000 T

I
11.00 11.50
m/z 41.10 34.06%

‘ 112.0
0 HL J‘"M\L“\H“\H“\H“\H“\H“\H“\H“\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33082: Decane, 4-methyl-

43.0

e e
11.00 11.50
5000 m/z 57.10 33.45%
” ’ 112.0
0 m“u J‘l"‘i‘H_m_m_m_uwHu_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #163313: Oxalic acid, 2-ethylhexyl pentyl ester — —
71.0 11.00 11.50

m/z 55.10  32.29%

h WMMM
‘ 157.0
I‘ Il J\ . |

T o — ——
miz-> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
11.563 2.55 ng/ul 232564  Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 27
2 Butanethioic acid, 3-methyl-, S-... 146 C7H140S 002432-57-7 22
3 Nonane 128 C9H20 000111-84-2 18
4 (E)-But-2-en-1-yl 2-methylbutanoate 156 C9H1602 1000372-81-0 18
5 Octane, 4-methyl- 128 C9H20 002216-34-4 18

Abundance Scan 1442 (11.562 min): BG062930.D\data.ms (-1434) (- ' m/z 43.10 100.00%

43.1
5000 851 1311
1150 |
2.0 391. :
[i—— ww‘ ﬁ“““‘2“:’9‘1““‘3?7“6””‘ m/z 57.10 96.23%
miz-s 0 50 100 150 200 250 300 350

Abundance #194588: Heneicosane

%

5000
11.50

m/z 41.10 82.54%

9.0
0 159 |41 ) 1410183.02050 _ 296.0
L ‘ T [ T \ \ T 1T ‘ T ‘ L ‘ T T ‘ T T 1T

miz-> 0 50 100 150 200 250 300 350
Abundance  #25470: Butanethioic acid, 3-methyl-, S-ethyl ester

%

57.0
11.50
5000 m/z 55.10 66.51%
146.0
N
m/z--> 0 50 100 150 200 250 300 350
Abundance #14520: Nonane ——
43.0 11.50
m/z 69.10 59.59%
5000
85.0
UL o
0 b — e ——— A
m/z--> 0 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 39 (DEL) Alkane: Cyclic11.909 Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
11.909 2.75 ng/ul 250444  Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-ethyl-2-pentyl- 140 C10H20 062238-08-8 53
2 Isodecyl methacrylate 226 C14H2602 029964-84-9 32
3 2-Pyrrolidinone, 1-ethenyl- 111 C6HINO 000088-12-0 27
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 25
5 2-Propanone, ethylhydrazone 100 C5H12N2 007422-99-3 25
Abundance Scan 1501 (11.909 min): BG062930.D\data.ms (-1496) (- | m/z 55.10 100.00%
55.1
w0 MM
111.1 S
12.00
2.2 |
0lrr HH Al ‘ ‘ ‘M\‘#ﬁ« 2034 4087 478 h/7 s6.10  90.08%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #20737: Cyclopropane, 1-ethyl-2-pentyl-
55.0
5000 T
12.00
m/z 69.10 80.79%
e
0‘\\11“\ \!‘\‘\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106890: Isodecyl methacrylate
69.0
—
12.00
5000 m/z 73.10 71.09%
140.0
sl
°c>¢soJ Ji%&”iéb‘ 200 250 300 350 400 450
m/z-->
Abundance #6906: 2-Pyrrolidinone, 1-ethenyl- fwA¢“w el \JJKW
56.0 12.00
m/z 41.10 61.16%
5000
111.0
o‘uu‘!‘\h"hJM_uH"H‘_"w‘m_m_m_m_m L
m/z--> 0 50 100 150 200 250 300 350 400 450 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
12.074 5.14 ng/ul 467762  Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 94
3 Eicosane 282 C20H42 000112-95-8 90
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 86
5 Hexadecane 226 Cl16H34 000544-76-3 86
Abundance Scan 1529 (12.074 min): BG062930.D\data.ms (-1522) (- | m/z 57.10 100.00%
57.1
N T
L) 129 1402 1842 12.00
ol WA b Ti7 1402 1892 2269 3166 ./, 43,16 81.86%
m/z--> 50 100 150 200 250 300 350
Abundance #59028: Tridecane
57.0
5000 o :
12.00
m/z 41.10 64.72%
01\6\4\ ‘\“““\ ‘!‘ “‘ “ \H \]-\4\1 0\ ]\-8\4\0‘ L ‘ T T T ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
RN T
12.00
5000 m/z 71.10 57.12%
9.0
0200 || F Saaotes
m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane = ‘
57.0 12.00
m/z 85.15 41.70%
5000
oL 1LY u\ ® 14101830 250 2620
e e e el
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 41 (DEL) Alkane: Cyclic12.109 Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
12.109 2.25 ng/ul 204780  Naphthalene-d8 10.646
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 39
2 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 25
3 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 25
4 Neopentyl glycol 104 C5H1202 000126-30-7 25
5 1H-1,2,4-Triazole-3-carboxaldehy... 111 C4H5N30 056804-98-9 25
Abundance Scan 1535 (12.109 min): BG062930.D\data.ms (-1532) (- | m/z 69.10 100.00%
69.1
—— —
| i 291.6 479.0 12.00 1250
Obrr oMot b 2938 2O 4190 m/z s6.10  73.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13253: Cyclohexane, 1,1,2-trimethyl-
69.0
5000 e s
12.00 12.50
126.0 ITI/Z 73.10 62.02%
O Jll“‘\‘!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25583: 1,3-Hexanediol, 2-ethyl- (isomer 1)
56.0
sl Ny “me“¢m
12.00 12.50
5000 m/z 55.10 49,59%
0 “W‘l‘i:”-o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25555: 1,3-Hexanediol, 2-ethyl- — —
56.0 12.00 12.50
m/z 111.20 35.03%
) M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 42 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
12.896 3.68 ng/ul 132321  Acenaphthene-di10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
2 Heptane 100 C7H16 000142-82-5 58
3 Tridecane 184 C13H28 000629-50-5 52
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
5 Tridecane 184 C13H28 000629-50-5 50
Abundance Scan 1669 (12.896 min): BG062930.D\data.ms (-1663) (- | m/z 43.10 100.00%
- M
9.1 ‘ T T ‘ T
I‘ 155.2 2473 365.4 517. 12.50 13.00
o bbbl 2905 SO2F O m/z 71.10 78.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 = Y
12.50 13.00
m/z 57.10 69.94%
113.0
O \\“\‘“\!\"\"\“\\\‘\1\8a4\.-‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4463: Heptane
43.0
s T
12.50 13.00
5000 m/z 41.10 47 .40%
‘1 100.0
O S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59025: Tridecane “ —
57.0 12.50 13.00
m/z 56.10 41.91%
5000
0 \‘ | “1“1‘3.‘0 184.0
e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
13.031 5.87 ng/ul 211128  Acenaphthene-di10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 80
2 Dodecane 170 C12H26 000112-40-3 72
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 72
4 1-Nonene, 4,6,8-trimethyl- 168 C12H24 054410-98-9 72
5 Octane, 2,3,6,7-tetramethyl- 170 C12H26 052670-34-5 64
Abundance Scan 1692 (13.031 min): BG062930.D\data.ms (-1688) (- | m/z 57.15 100.00%
57.1
13.00 |
127.0 .
183.2
o kbbb 55502 344489958 8130 L, 7110 91.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33085: Decane, 3-methyl-
57.0
5000 nAN :
13.00
m/z 43.10 55.33%
l 126.0
O‘\\\ [J\J!f”\ﬂ‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45479: Dodecane
43.0
T \
13.00
5000 m/z 41.10 48.35%
‘ %8.0 170.0
Y e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33083: Decane, 2-methyl- T
57.0 13.00
m/z 85.15 39.51%
5000
‘ 112.0
o_‘\‘ L AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
BG062930.D

: 19 Sep 2024 5:38
JU/RC
: P3899-05DL 20X

: 22 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 44 Tetradecane, 1l-iodo- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.319 16.61 ng/ul 596934  Acenaphthene-d10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87

2 Hexadecane 226 C16H34 000544-76-3 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 1741 (13.319 min): BG062930.D\data.ms (-1734) (- | m/z 57.10 100.00%
57.1

N

5000
13,00 1350
154.1 . .
ol MLl 250t 2222 3266 4208 s2n L as1e s 36
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 = S
13.00 13.50
m/z 71.10 65.77%
155.0
oL Ly, 25%010 5200
\\1[1\!\]1\\!‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

N

Abundance #107217: Hexadecane
57.0
= —T
13.00 13.50
5000 ITI/Z 41.10 62.74%
0 Jlllllﬁ?OABQOZZ&O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123961: Heptadecane “ T
57.0 13.00 13.50
m/z 85.10 44 .81%
obH L iEee0 2000 UFNEVEVL P
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Data Path :

Data File :
Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
BG062930.D

: 19 Sep 2024 5:38
JU/RC
: P3899-05DL 20X

: 22 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 46 unknown-©5 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
13.531 8.77 ng/ul 315337  Acenaphthene-d10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 30
2 2,5-Dimethoxyfluorobenzene 156 C8H9FO02 082830-49-7 30
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 25
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 25
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 25

Abundance Scan 1777 (13.531 min): BG062930.D\data.ms (-1771) (- | m/z 141.05 100.00%
1

41.1
5000 821
PUARN -
13.50
221.1 .8 354.9 K
0! &Mw‘;wu,‘?%ﬁ?‘m‘u“w““ﬁ?ﬁ‘ m/z 109.05 91.01%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #6245: Pyridine-2,4-diamine
109.0
5000 T
13.50
m/z 156.10 63.95%
SAT
O‘\\L‘““hl\‘m\j\‘ \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33711: 2,5-Dimethoxyfluorobenzene
141.0
VRS LY
13.50
5000 ITI/Z 82.10 50.32%
15.0 820‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33121: Naphthalene, 2-ethyl- T
141.0 13.50
m/z 41.10 50.26%
- M
70.0
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 47 Naphthalene, 1,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.666  13.28 ng/ul 477301  Acenaphthene-d10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93

Abundance Scan 1800 (13.666 min): BG062930.D\data.ms (-1791) (- | m/z 156.10 100.00%
156.1

5000 f\ ﬁ\

e 215.1267.6323.1  419.4 491. 1350 14.00
0! ; . ; - m/z 141.05 68.93%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0

5000 s el |
13.50 14.00

m/z 155.10  33.59%

77.0
}ﬁQ”MMWVJwHW‘H\‘H‘w“w‘H‘\H‘w“H\H“
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0

o

13.50 14.00
5000 m/z 115.05 23.79%
77.0
Ov?ﬁqﬁJw“fmmvHH**w***w**w***w**ww**ww*w*
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33132: Naphthalene, 2,6-dimethyl- e v
156.0 13.50 14.00

5000
77.0
0 ]'5‘01 | HI u\l\ A l A | 1‘ i in M

r "
LA L L L L L L B B BB B LN A R L

m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 49 Naphthalene, 1,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.813 11.63 ng/ul 418010  Acenaphthene-d10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94

Abundance Scan 1825 (13.813 min): BG062930.D\data.ms (-1819) (- | m/z 156.05 100.00%
156.1

5000

—

a SN g

84.1 \ } 13.50 14.00
Obrrribdh by 2152 3070 3809 516. ;141,65 85.47%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 ﬂ
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
5000
13.50 14.00
m/z 155.10 30.00%
76.0
0}%?wﬁmwﬁhhﬂ”‘W‘”‘M‘”\”‘W‘”‘M‘”\”‘W‘”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33159: Naphthalene, 1,3-dimethyl-
156.0
13.50 14.00
5000 m/z 115.05  21.59%
76.0
Ofﬁ?wa”f»mth‘\H‘w‘H‘\H‘w‘H‘\H‘w‘H‘\H‘ Mwmﬁh/\mﬂAwwﬂUWAL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33156: Naphthalene, 1,7-dimethyl- — o
156.0 13.50 14.00
m/z 128.05 19.43%
- W\MMM
77.0
0\‘”W%mw”rﬂWkJ‘”‘\”"\”“w“‘w“w“”\“”\‘” T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 50 Hexadecyl octyl ether Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.977 7.58 ng/ul 272566  Acenaphthene-di10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecyl octyl ether 354 C24H500 1000406-38-6 72
2 Eicosyl octyl ether 410 C28H580 1000406-38-8 72
3 Docosyl octyl ether 438 C30H620 1000406-38-9 72
4 Octyl tetracosyl ether 467 C32H660 1000406-39-0 64
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 50
Abundance Scan 1853 (13.977 min): BG062930.D\data.ms (-1845) (- | m/z 43.10 100.00%
43.1
o M
113.2 -
14.00
183.2 :
ol MLl g f002 2453 8278 4TSS .0 5710 89.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #264243: Hexadecyl octyl ether
57.0
5000 T
14.00
m/z 71.10  89.63%
‘ ”111.0
0 \J‘\‘r“\“!‘\‘\““‘ J'\h\\:‘l-\e\g.\o\‘z\z\s\.\()‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #308229: Eicosyl octyl ether
57.0
A
14.00
5000 ITI/Z 41.10 67.14%
‘ flo
o1 a0 zs0zo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #321444: Docosyl octyl ether —
57.0 14.00
m/z 55.10  49.49%
5000
111.0
ol ‘ J‘\ ‘“ i “ ,,169:0 225.0  309.0
R LA B e R —
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.395 14.79 ng/ul 531571  Acenaphthene-d10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
3 Heptadecane 240 C17H36 000629-78-7 78
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 78
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 78
Abundance Scan 1924 (14.394 min): BG062930.D\data.ms (-1919) (1 m/z 57.10 100.00%
57.1
e \ANL
14‘06 EI.4‘56
113.1 . : :
ol A, 2122 2076 3811 509 y. 4310 86.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107217: Hexadecane
57.0
5000 — —
14.00 14.50
m/z 71.10 71.51%
. || 120 10902200
T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
= —
14.00 14.50
5000 m/z 41.10 60.02%
140.0
obd bbb 2280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123961: Heptadecane “ T
57.0 14.00 14.50
m/z 85.05 45.09%
- J\MALN
oLl (30600 2400 Mol Lo
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 53 Naphthalene, 1,4,6-trimethyl- Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
14.700 6.55 ng/ul 235574  Acenaphthene-di10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 83
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 80

Abundance Scan 1976 (14.700 min): BG062930.D\data.ms (-1971) (- | m/z 155.05 100.00%
1

55.1
5000
A

lnsjlj“ lj213.9 2975 389.9 531.5 1450 1500
o il h aliy218.9 2075 3899 8315 . 176,10 54.36%
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0
5000 WAL VL U An)
14.50 15.00

m/z 153.05 21.48%

84.0 N
\\\‘\\‘\I\‘\‘W\\‘\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0 N\
s

o

14.50 15.00
5000 m/z 128.05 15.56%
76.0 }
0 H\‘f*“*“l*"w‘*h“*‘\‘*“*wHH!H*w*Hw”w”w”w”w* /M/\J\,V‘/\/\WM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45533: Naphthalene, 1,6,7-trimethyl- e e
170.0 14.50 15.00

m/z 152.00 14.06%

5000
760 | | &W
1y Jia}

m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 54 Naphthalene, 2,3,6-trimethyl- Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
14.894 6.29 ng/ul 226155  Acenaphthene-die 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 87
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 87
3 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 83
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 80
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 72

Abundance Scan 2009 (14.894 min): BG062930.D\data.ms (-2005) (- | m/z 170.10 100.00%

170.1
50001 411
21 Y
Y- J“JJJ“W‘H‘H‘AM Wy 7280 20833547 4603 i 155.10  96.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
5000 oA A,
14.50 15.00
m/z 41.15 41.58%
115.0
0‘\\\5\]‘-\l\‘“\‘|\‘\\\A\l\\‘w\n \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
— —
14.50 15.00
5000 ITI/Z 57.10 39.79%
115.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
— —

Abundance #45552: 1-(2,2-Dimethylcyclopropyl)-2-phenylacetylene
155.0 14.50 15.00

m/z 43.10 36.26%

5000 91.0

:

36,0, J I “ L

m/z--> O 50 100 150 200 250 300 350 400 450 500 14.50 15.00

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 56 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
15.017 4.81 ng/ul 172848  Acenaphthene-die 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 50
2 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 46
3 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 27
4 Sulfurous acid, hexyl undecyl ester 320 C17H3603S 1000309-13-3 27
5 Sulfurous acid, pentyl tetradecy... 348 C19H4003S 1010309-14-7 27
Abundance Scan 2030 (15.017 min): BG062930.D\data.ms (-2026) (- | m/z 71.10 100.00%
71.1
- J\M\J\
176.1 VALY ‘
i
omu‘w‘““\‘\‘\“:‘E‘“u”w“"3“5%“3‘1‘5“7“w_m_m_m_ m/z 57.10  76.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346742: Tetracontane, 3,5,24-trimethyl-
57.0
5000 Sl ‘
15.00
m/z 55.10 76.07%
o “’ gso 238.0 505.0
TT ‘\\\\‘1\\!‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135264: Sulfurous acid, nonyl 2-propyl ester
43.0
R
15.00
5000 m/z 43.10 70.66%
127.0
SR R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #206618: Sulfurous acid, pentyl undecyl ester —
71.0 15.00
m/z 41.10 62.36%
- MMJ\
155.0
ol}l\“xm0 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.346  14.36 ng/ul 515938 Acenaphthene-d10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Hexadecane 226 C1l6H34 000544-76-3 81
4 Eicosane 282 (C20H42 000112-95-8 80
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 2086 (15.346 min): BG062930.D\data.ms (-2083) (- | m/z 57.10 100.00%
57.1
- V\/WVL/L
— —
13.1 226.2 15.00 15.50
o AL 1690 22622809 46L' u,; 43,10 80.17%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123961: Heptadecane
57.0
5000 — 2
15.00 15.50
m/z 71.10 66.94%
0 “ [ |\ ‘%‘1?‘0‘1690 2490
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107219: Hexadecane
57.0
o —r
15.00 15.50
5000 m/z 41.10 47 .06%
113.0
LT ase0 2260
e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107216: Hexadecane “ T
57.0 15.00 15.50
m/z 85.20 40.13%
5000
ol LT 1890 2260 W Ve
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 60 3-Methyl-4-(methoxycarbonyl... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

15.758 9.92 ng/ul 356503  Acenaphthene-d10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1010104-10-8 96
2 Dodecane 170 C12H26 000112-40-3 55
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 53
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 50
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 50

Abundance Scan 2156 (15.758 min): BG062930.D\data.ms (-2150) (- | m/z 57.10 100.00%

57.1
5000

—5 —
I 1619'\1 . . 15.50 16.00
|
o bbb ) 2222 2% m/z 43.10 45.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59577: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic a
57.0
125.
50184.0
5000 - i

15.50 16.00
’ m/z 71.10 40.18%

O‘\\\\‘ f\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45481: Dodecane
57.0

— T
15.50 16.00

5000 ITI/Z 41.10 35.44%
‘ } 170.0
0\HMMHHWAﬂfW$”\””\”‘W‘”‘W‘”V‘”\”‘W‘”‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74014: Tridecane, 3-methyl- 7 7
57.0 15.50 16.00

m/z 55.10  22.47%

- W
‘ ‘ 1 169.0
|y A

s, —

\ 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
15.852 4.43 ng/ul 159271  Acenaphthene-di10 14.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 49
2 L-Homoserine lactone, N,N-dimethyl- 129 C6H11NO2 1010374-45-7 47
3 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 38
4 Cyclododecyl methyl ether 198 C13H260 002986-54-1 38
5 4-Methyl-3-heptanol, chlorodiflu... 242 C10H17C1F202  1000447-27-4 38

Abundance Scan 2172 (15.852 min): BG062930.D\data.ms (-2168) (- | m/z 43.10 100.00%
43.1
5000
184.1
i e
Ll 247.4 3113 15.50 16.00
O ikk m/z 71.10  86.85%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14534: Octane, 2-methyl-
43.0
5000 - s
15.50 16.00
113.0 m/z 57.10 72.47%
O \\“\“‘\‘\‘\“\‘\‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 0 50 100 150 200 250 300 350 400
Abundance #14763: L-Homoserine lactone, N,N-dimethyl-
71.0
- e
15.50 16.00
5000 m/z 41.18  53.11%
129.0
15. ‘
ok b e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14349: 4-Heptanone, 3-methyl- — —
43.0 15.50 16.00
m/z 55.15 50.74%
5000
128.0
m/z--> 0 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.210  17.14 ng/ul 656360  Phenanthrene-di10 17.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tridecane 184 C13H28 000629-50-5 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
5 Nonadecane 268 C19H40 000629-92-5 81

Abundance Scan 2233 (16.210 min): BG062930.D\data.ms (-2229) (- | m/z 57.10 100.00%

57.1
5000

99.2 1600
184 2 ‘ 16.00 16.50
H il h”\ h\ h‘ il 141 0 | 240.1 299.: m/z 43.10 78.78%

m/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0

o

5000 — ——
16.00 16.50
99.0 m/z 71.10 62.66%
0 ol | | L u‘ 410 1830 2400
T \ \ \ ‘ T \ T T ‘ T \ \ T ‘ T T T T ‘ T T T T ‘
m/z--> 100 150 200 250 300
Abundance #59027: Tridecane
57.0
T —
16.00 16.50
5000 m/z 41.10 59.31%
olzsol || 290 a0 B0
m/z--> 50 100 150 200 250 300
Abundance #59028: Tridecane T —
57.0 16.00 16.50

m/z 85.10 51.97%

99.0
184.0
2@\0 ‘\ H\ \‘\ L \H L 141.0 | ; ; !

T
m/z--> 50 100 150 200 250 300 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 63 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.003 14.79 ng/ul 566464  Phenanthrene-d10 17.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 93
2 Hexadecane 226 C16H34 000544-76-3 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2368 (17.003 min): BG062930.D\data.ms (-2364) (- | m/z 57.10 100.00%
57.1
w0 M/\Aj/b\/\
T 1
13.1 1822 17.00
o LT, 1822 2542 3185 442 L. 4316 g7.18%
miz--> 50 100 150 200 250 300 350 400
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 —
17.00
m/z 71.10 68.75%
126.0 183.0
0\\\‘"\h“\“\d‘\J\I\\“i\\\ﬂ\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107218: Hexadecane
57.0
T 1
17.00
5000 m/z 41.10 55.04%
o Ll 1130 1600 2260
m/z--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane T
57.0 17.00
m/z 85.10 50.24%
5000
L A0 169.0 2250 2820
(LRSI IS T N R e B ——
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 64 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
17.056 10.15 ng/ul 388517 Phenanthrene-d10 17.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 70
2 Tetradecane 198 C14H30 000629-59-4 60
3 Tetradecane 198 C14H30 000629-59-4 60
4 Octane, 2-methyl- 128 C9H20 003221-61-2 53
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 52
Abundance Scan 2377 (17.056 min): BG062930.D\data.ms (-2373) (- | m/z 57.10 100.00%
57.1
184.0
5000
T
163-2 17.00
ol Mlh\w‘ Lhbpody 2038  360.84231 4900 0 7110 79.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — :
17.00
113.0 ITI/Z 43.10 61.30%
‘ ’ \ 183.0
O’\\J‘\‘\‘\‘L‘\'\d‘J\A\\“‘\WJ\‘f\??‘s\.p\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74006: Tetradecane
57.0
T
17.00
5000 m/z 184.00 53.04%
d 113.0 198.0
O S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74004: Tetradecane
57.0 17.00
m/z 85.10 44.50%
) MJMW
113.0 198.0
e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00
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Data Path : Z:
Data File : BG

Acqg On : 19
Operator : 3JU
Sample : P3
Misc

ALS vial : 22

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
062930.D

Sep 2024 5:38

/RC

899-05DL 20X

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 65 (DEL) Alkane: Straight-Chai... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
17.744 12.46 ng/ul 477338  Phenanthrene-d10 17.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2494 (17.743 min): BG062930.D\data.ms (-2490) (- | m/z 57.10 100.00%
57.1

5000
—r
‘ lH 169.0 2383 17.50 18.00
ol b "y (020 2383 4202 /7 43.10 80.85%
miz--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — -
17.50 18.00

m/z 71.10 71.03%

140.0
ob il |y 260
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0

T
17.50 18.00
5000 m/z 41.10 46.52%

oL LLLL Y30 1690 2250 zmr0 a0
m/z--> 50 100 150 200 250 300 350 400

Abundance #275543: Eicosane, 7-hexyl- T T
57.0 17.50 18.00

m/z 85.15 46.14%

h \AWJ¢$LJ&AJMJWJwau
13.
|10 1820556 2810 337 A

L . : i
miz--> 50 100 150 200 250 300 350 400 17.50 18.00
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Data File : BG@62930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS vial : 22

Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 66 Hexadecanoic acid, methyl e... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.914  12.39 ng/ul 474398  Phenanthrene-d10 17.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
2 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 86
3 Methyl stearate 298 C19H3802 000112-61-8 83
4 Methyl 8-methyl-decanoate 200 C12H2402 1010336-49-1 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 2523 (17.914 min): BG062930.D\data.ms (-2519) (- | m/z 74.05 100.00%
74.0
5000
143.0 227.2 T
“‘ \ ‘ 402.9 ‘ 18.00
O bl Ly 8162 4029 L 8300, g7 05 75.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000 U
18.00
143.0 m/z 43.10  39.63%
‘ ‘ 227.0
Olspl ‘”I JI i L SN L | L
\11’\f!\‘\\\![\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #126267: Tridecanoic acid, 12-methyl-, methyl ester

:

74.0
—
18.00
5000 m/z 41.10 38.83%
14301990
0‘1559&,‘“Mw\‘\»uk“‘u"\‘wa‘w,w_‘H_wam
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #197275: Methyl stearate T
74.0 18.00
m/z 55.10  36.86%
5000
143.0
Hh I ‘ 199.0255.0
LI © i I —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG091824\

Data File : BG@62930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091724 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 67 (DEL) Alkane: Straight-Chai... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
18.437 10.38 ng/ul 397363  Phenanthrene-d10 17.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83

2 Nonadecane 268 C19H40 000629-92-5 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Nonadecane 268 C19H40 000629-92-5 83
Abundance Scan 2612 (18.437 min): BG062930.D\data.ms (-2607) (- | m/z 57.10 100.00%
57.1
o M\MJ\NM
——
| 32 160.2224.1 | 18.50
Or iy 18922241 4186 5Ll . 4350 78.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 T
18.50
m/z 71.10 66.08%
m 1&30 197.0
O‘\\J\\‘\\‘\“\‘\‘\‘\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane
57.0
——
18.50
5000 ITI/Z 85.15 52.41%
0 \‘ \‘ hllllf3 4011169 0 268 0
_“w“‘w“‘w“u“‘u“‘u"H“‘H“‘H“H“‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane —
57.0 18.50
m/z 41.10 42.11%
5000
‘H‘w“H‘H"_‘H“H‘_“w‘H“H‘w“u‘u“_‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 68 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.071 10.68 ng/ul 408967  Phenanthrene-d10 17.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Hexadecane 226 C1l6H34 000544-76-3 93
3 Pentadecane 212 C15H32 000629-62-9 93
4 Nonadecane 268 C19H40 000629-92-5 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2720 (19.071 min): BG062930.D\data.ms (-2712) (- | m/z 57.10 100.00%
57.1
. N&W
19.00 |
211. l .
[ — ‘w'“wﬁhw 1999 12041 3631 458 ./, 43.15  88.69%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #90189: Pentadecane
57.0
5000 — :
19.00
m/z 71.10 74.06%
| ‘ 130 2120
O\\J\‘\“\‘\‘\“\‘\‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107220: Hexadecane
57.0
T \
19.00
5000 m/z 85.15 56.27%
13.0
o Ll as00 2260
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #90192: Pentadecane T ‘
57.0 19.00
m/z 41.10 54.31%
B W\’VW\AJM\AW
WLLipe | a120
0 H"‘Hu“Hhr‘H“‘H“‘H“‘H“‘H“‘H“‘H —
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 69 4-Octadecenoic acid, methyl... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
19.089 9.37 ng/ul 358653  Phenanthrene-d10 17.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octadecenoic acid, methyl ester 296 C19H3602 056555-10-3 96
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 90
5 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 89
Abundance Scan 2723 (19.089 min): BG062930.D\data.ms (-2721) (- | m/z 74.10 100.00%
74.1
5000
R T
‘ 336.9 396. 19.00
ol Ll : © 'm/z 55.18 89.06%
miz--> 50 100 150 200 250 300 350
Abundance #194412: 4-Octadecenoic acid, methyl ester
74.0
5000 —— :
29. 19.00
222.0264.0 m/z 69.10  71.45%
1123.0 180.0 ‘ ‘
0 ‘H‘\ Hh“ i u“\\u\‘\h‘\“\; \H\‘h ‘\h o !\ o I — y “‘ G
miz--> 50 100 150 200 250 300 350
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
R \
19.00
5000 m/z 67.10 57.17%
7.0
264.0
38.0180.0222.0 ‘
0 ‘““ HH‘\H‘ “‘thﬂ“‘u‘ dy iy b - 1“‘\ - “‘ R
m/z--> 50 100 150 200 250 300 350
Abundance #194419: 10-Octadecenoic acid, methyl ester —— ‘
55.0 19.00
m/z 96.10 56.52%
- Jwawwm¢wAwmﬁwmeM%
0 HL‘\“ ) i
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_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 70 Cyclopentaneundecanoic acid... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
19.224 6.88 ng/ul 263354  Phenanthrene-di10 17.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneundecanoic acid, met... 268 C17H3202 025779-85-5 86
2 Methyl stearate 298 C19H3802 000112-61-8 70
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 64
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 53
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 53

Abundance Scan 2746 (19.224 min): BG062930.D\data.ms (-2742) (- | m/z 74.05 100.00%
74.0

5000
26.0

143.0 s SE

19.00 19.50
LA \huh\ L.\ ol “\‘w‘\mﬂ m{ “\\ | "‘ i ‘2??‘3‘ ‘ ‘?6‘37‘9“%%4‘ m/z 87.05 68.49%

miz--> 50 100 150 200 250 300 350 400
Abundance #158453: Cyclopentaneundecanoic acid, methyl ester
74.0
5000

o

19.00 19.50
199.0
143.0 m/z 43.10 50.78%
‘ ‘ ‘ 268.0
oLb— ‘“H‘“ “HU\‘\“ I “‘H‘\‘\‘ 4 ‘M‘ L “‘ " ! “‘ e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #197275: Methyl stearate
74.0
— —
19.00 19.50
5000 ITI/Z 41.10 37.06%
143.0
‘ Uy ‘ 199.0 255.0298.0
ob— bbby e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #126208: Methyl tetradecanoate T —
74.0 19.00 19.50

m/z 55.10  36.21%

B WANJ\/V\/\J\N
0L 190 o
\ | .

o

‘ T
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 71 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
20.182 4.65 ng/ul 194420  Chrysene-di12 21.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 89
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 89
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 89
4 Nonadecane 268 C19H40 000629-92-5 86
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 78

Abundance Scan 2909 (20.182 min): BG062930.D\data.ms (-2905) (- | m/z 57.10 100.00%

57.1
5000

7
20.00 20.50

169.2 229.3
ol s 'H “nuww Spfaplnb 3328 3965 nyz 43.10  76.87%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 — —
20.00 20.50

m/z 71.10 68.19%

154.0
Ll 11030 "1} 2110 2810
‘\\\\[\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158611: Octadecane, 2-methyl-
57.0

7
20.00 20.50

o

5000 m/z 41.10 41.26%
225.0
13.0
02‘.0“J“‘ M “w‘h‘l“ Ll J:‘L\ngl“o‘ e W
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- —— —
57.0 20.00 20.50

m/z 85.15 37.51%

) M/W“M
113.0
183.0
\‘ ‘\ I 1‘ \‘ J‘ | 253.0

(YRS § D B W - ——

7 7
m/z--> 0 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_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 72 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
20.675 3.27 ng/ul 136732  Chrysene-di12 21.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 Eicosane 282 C20H42 000112-95-8 91
3 10-Methylnonadecane 282 C20H42 056862-62-5 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2993 (20.675 min): BG062930.D\data.ms (-2989) (- | m/z 57.10 100.00%

57.1
5000

—
20.50 21.00

27.1 1
262.1 :
0 |"“L'lf,3724,534 m/z 43.10 94.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — —
20.50 21.00

m/z 71.10 76.69%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0

T
20.50 21.00

5000 m/z 85.10 51.85%
113.0
|‘ | | 169.0225,0282.0
IR R i ares et ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176388: 10-Methylnonadecane —— —
57.0 20.50 21.00

m/z 41.10 44.46%

5000
154.0
J JJ”HA } 267.0

Y Ao — —
miz--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 73 Carbonic acid, 2-ethylhexyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.169 11.42 ng/ul 477502  Chrysene-d12 21.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 62
2 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 62
3 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 62
4 Carbonic acid, decyl 2-ethylhexy... 314 C19H3803 1000383-13-7 58
5 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 53

Abundance Scan 3077 (21.169 min): BG062930.D\data.ms (-3072) (- | m/z 57.10 100.00%

57.1
5000
112.2 239.3

N L85 1 \ 21.00 21.50
“\pMMUme‘pH‘u‘H“W 3101 8730 489 n/z 71.10  70.99%

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecyl ester
57.0
5000 1120 — T

21.00 21.50
m/z 43.15 67.00%

I}IW‘IWIJ"?]-O’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #251419: Carbonic acid, dodecyl 2-ethylhexyl ester
57.0

112.0 21.00 21.50

o

5000 m/z 70.10 53.87%
80
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester Moy et
57.0 21.00 21.50

m/z 41.10 44.41%

i MA/V\JM/
5000
1} | ‘! L 1820 s

O bt b e e ST — e
miz--> 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_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 74 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
21.686 4.01 ng/ul 167561  Chrysene-di12 21.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 5-Ethyl-4-octanone 156 C10H200 1000374-08-1 87
3 Tetracosane 338 C24H50 000646-31-1 86
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 83
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 83

Abundance Scan 3165 (21.686 min): BG062930.D\data.ms (-3160) (- | m/z 57.10 100.00%

57.1
5000

21.50 22.00
2225.1
0 } u“ul‘l L“MM ohis ok ‘2791‘ 344449028 812 ., a3.10  90.98%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141058: Octadecane
57.0

5000 — e
21.50 22.00

m/z 71.10 82.62%

IM 11301600 2540
0\‘\‘\‘\\\"\JH\‘\‘\{“I\%\‘\‘!\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #32877: 5-Ethyl-4-octanone

43.0

114.0 ZﬂSO 2200
5000 ITI/Z 85.05 62.29%
Ow‘HM“‘MLHW‘”‘M“W‘”‘W‘”\‘”‘W‘”\‘”‘W‘ WAMMMWAWAWwﬂMMMJN
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane T —
57.0 21.50 22.00

m/z 55.10  53.92%

- VMMWWNMwWJ\w%AWWMMA
J “ | \’1“ L 10 225.0 338.0

o b by L L am — —
miz--> 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_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 76 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
22.268 6.40 ng/ul 267407  Chrysene-d12 21.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 64
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 62
3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 58
4 Decane, 2-methyl- 156 C11H24 006975-98-0 58
5 Eicosane 282 C20H42 000112-95-8 55

Abundance Scan 3264 (22.268 min): BG062930.D\data.ms (-3258) (- | m/z 57.10 100.00%

57.1
5000

—
HF2U11 267.1 22.00 22.50
el Bl

ddd Lyl 1T 3410 4291 494.2 m/z 43.10  69.00%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0

5000 — e
22.00 22.50

m/z 71.20 60.19%

5.0
0"w‘”HHWLM‘M‘\ggagH‘\H‘W‘H‘\H‘W‘H‘M“w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310570: Heptacosane, 1-chloro-
57.0

\
22.00 22.50
5000 m/z 55.10 36.57%

oL | 30 1630 2130 saz0 4140
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #284590: Sulfurous acid, octadecyl 2-propyl ester —— ——
43.0 22.00 22.50

m/z 70.05 35.01%

- VWWWMMWAW/\WMWMMWWMM
253.0
0 ‘ ‘ 1 h h \169 0 | : ‘ T . ‘ ;

m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091824\
Data File : BG062930.D

Acqg On : 19 Sep 2024 5:38
Operator : JU/RC

Sample : P3899-05DL 20X
Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@91724.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 4.007 5.8 ng/ul 145247 1 7.855 505456 20.0
(DEL) Alkane: S... 5.887 10.6 ng/ul 268264 1 7.855 505456 20.0
Butane, 1-ethoxy- 6.169 5.2 ng/ul 132155 1 7.855 505456 20.0
unknown-01 6.357 5.4 ng/ul 135940 1 7.855 505456 20.0
(DEL) Alkane: S.. 6.427 5.0 ng/ul 125965 1 7.855 505456 20.0
(DEL) Alkane: C.. 6.510 6.7 ng/ul 170447 1 7.855 505456 20.0
(DEL) Alkane: S.. 6.856 9.7 ng/ul 245102 1 7.855 505456 20.0
(DEL) Alkane: S.. 6.915 10.8 ng/ul 273442 1 7.855 505456 20.0
Benzene, 1-ethy... 6.950 11.3 ng/ul 284252 1 7.855 505456 20.0
Benzene, 1,2,3-... 7.085 7.0 ng/ul 177341 1 7.855 505456 20.0
Benzene, 1l-ethy... 7.250 8.7 ng/ul 219371 1 7.855 505456 20.0
2-Heptanone, 4,... 7.285 9.8 ng/ul 246473 1 7.855 505456 20.0
(DEL) Alkane: S... 7.491 71.7 ng/ul 1813180 1 7.855 505456 20.0
(DEL) Alkane: S... 7.779 8.4 ng/ul 212098 1 7.855 505456 20.0
2-Propyl-1-Pent... 7.920 21.9 ng/ul 552857 1 7.855 505456 20.0
Mesitylene 7.973 9.6 ng/ul 241614 1 7.855 505456 20.0
(DEL) Alkane: C... 8.149 6.3 ng/ul 160299 1 7.855 505456 20.0
Cyclohexanone, 8.278 15.4 ng/ul 387907 1 7.855 505456 20.0
unknown-02 8.396 14.1 ng/ul 356085 1 7.855 505456 20.0
(DEL) Alkane: S... 8.448 5.9 ng/ul 148475 1 7.855 1505456 20.0
Benzene, 1-ethy... 8.495 13.3 ng/ul 335752 1 7.855 505456 20.0
(DEL) Alkane: S... 8.625 13.7 ng/ul 344967 1 7.855 505456 20.0
Benzeneacetalde... 8.660 10.1 ng/ul 256209 1 7.855 505456 20.0
Benzene, 4-ethy... 8.807 8.0 ng/ul 202988 1 7.855 505456 20.0
Benzene, 2-ethy... 8.860 10.3 ng/ul 260313 1 7.855 505456 20.0
Benzene, 1l-ethy... 8.960 18.5 ng/ul 466686 1 7.855 0505456 20.0
(DEL) Alkane: S... 9.089 59.2 ng/ul 1495130 1 7.855 505456 20.0
unknown-03 9.171 6.3 ng/ul 157890 1 7.855 505456 20.0
unknown-04 9.212 9.8 ng/ul 247632 1 7.855 505456 20.0
(DEL) Alkane: S.. 9.929 3.4 ng/ul 306186 2 10.646 1821700 20.0
(DEL) Alkane: S.. 10.076 2.3 ng/ul 206489 2 10.646 1821700 20.0
(DEL) Alkane: S.. 11.028 6.6 ng/ul 598665 2 10.646 1821700 20.0
(DEL) Alkane: S.. 11.151 4.4 ng/ul 400681 2 10.646 1821700 20.0
(DEL) Alkane: S.. 11.563 2.5 ng/ul 232564 2 10.646 1821700 20.0
(DEL) Alkane: C.. 11.909 2.8 ng/ul 250444 2 10.646 1821700 20.0
(DEL) Alkane: S... 12.074 5.1 ng/ul 467762 2 10.646 1821700 20.0
(DEL) Alkane: C.. 12.109 2.3 ng/ul 204780 2 10.646 1821700 20.0
(DEL) Alkane: S.. 12.896 3.7 ng/ul 132321 3 14.489 718779 20.0
(DEL) Alkane: S... 13.031 5.9 ng/ul 211128 3 14.489 718779 20.0
Tetradecane, 1-... 13.319 16.6 ng/ul 596934 3 14.489 718779 20.0
unknown-05 13.531 8.8 ng/ul 315337 3 14.489 718779 20.0
Naphthalene, 1,... 13.666 13.3 ng/ul 477301 3 14.489 718779 20.0
Naphthalene, 1,... 13.813 11.6 ng/ul 418010 3 14.489 718779 20.0
Hexadecyl octyl... 13.977 7.6 ng/ul 272566 3 14.489 718779 20.0
(DEL) Alkane: S... 14.395 14.8 ng/ul 531571 3 14.489 718779 20.0
Naphthalene, 1,... 14.700 6.5 ng/ul 235574 3 14.489 718779 20.0
Naphthalene, 2,... 14.894 6.3 ng/ul 226155 3 14.489 718779 20.0
(DEL) Alkane: S... 15.017 4.8 ng/ul 172848 3 14.489 718779 20.0
(DEL) Alkane: S... 15.346 14.4 ng/ul 515938 3 14.489 718779 20.0
3-Methyl-4-(met... 15.758 9.9 ng/ul 356503 3 14.489 718779 20.0
(DEL) Alkane: S... 15.852 4.4 ng/ul 159271 3 14.489 718779 20.0
(DEL) Alkane: S... 16.210 17.1 ng/ul 656360 4 17.244 765929 20.0
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(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
Hexadecanoic a
(DEL) Alkane:
(DEL) Alkane:
4-Octadecenoic .
Cyclopentaneund...
(DEL) Alkane: S...
(DEL) Alkane: S...
Carbonic acid,
(DEL) Alkane: S...
(DEL) Alkane: S...
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