LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47693.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.681 114 118 131 rBV 271169 431897 0.37% 0.138%
2 6.810 640 650 656 rBv2 222594 587836 0.50% 0.188%
3 6.9106 663 667 672 rVB 481620 705905 0.60% 0.226%
4 6.975 672 678 685 rBV2 829121 1471105 1.24% 0.471%
5 7.046 685 690 697 rVB 380595 584408 0.49% 0.187%
6 7.146 697 707 713 rBV 433381 722259 0.61% 0.231%
7 7.21e 713 718 721 rBV 380246 556942 ©.47% 0.178%
8 7.346 736 741 746 rVB 490060 711863 0.60% 0.228%
9 7.463 753 761 768 rBV2 902635 1942656 1.64% 0.622%
10 7.810 814 820 826 rBV2 888246 1447679 1.22% 0.463%
11 7.881 826 832 837 rVW2 526997 978171 0.83% 0.313%
12 7.934 837 841 850 rVB2 395854 669428 0.57% 0.214%
13  8.293 898 902 908 rVV2 337768 652281 ©@.55% 0.209%
14 8.357 908 913 919 rVV2 421243 857582 0.72% 0.274%
15 8.457 926 930 932 rVV2 368953 535113 ©0.45% 0.171%
16 8.487 932 935 937 rVW 398760 604648 ©.51% 0.193%
17 8.516 937 940 947 rVB 709241 1034206 0.87% 0.331%
18 8.593 947 953 956 rBV 376027 626028 ©.53% 0.200%
19 8.816 987 991 1000 rVB2 403269 726441 0.61% 0.232%
20 8.928 1000 1010 1013 rBV2 431710 916230 0.77% 0.293%
21 8.963 1013 1016 1021 rVV 443943 682210 ©0.58% 0.218%
22 9.051 1022 1031 1036 rVB 1159364 1721048 1.45% 0.551%
23 9.169 1042 1051 1058 rBV7 240405 666799 0.56% 0.213%
24  9.281 1058 1070 1081 rBV7 326679 1150101 ©.97% 0.368%
25 9.692 1133 1140 1146 rBV3 435062 941711 0.80% 0.301%

26 9.904 1167 1176 1182 rVB 200825 469431
27 10.228 1223 1231 1239 rVB3 596297 1255111 1.06%
28 10.604 1285 1295 1301 rVV 7920010 13326918 11.27%
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29 10.657 1301 1304 1311 rVV 300273 526115 0.44% 168%
30 10.734 1311 1317 1323 rVV3 2531300 4160049 3.52% 331%
31 10.886 1337 1343 1356 rVB3 462482 1019106 0.86% 0.326%
32 10.998 1356 1362 1370 rBV2 406053 800009 0.68% 0.256%
33 11.122 1375 1383 1390 rBV 3712660 5674671 4.80% 1.816%
34 11.504 1442 1448 1452 rBV2 481693 849671 ©.72% ©0.272%
35 11.639 1466 1471 1476 rBV 710123 1140167 0.96%  0.365%

36 11.733 1484 1487 1495 rVB 367796 573351 0.48% ©.183%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION
37 11.875 1501 1511 1519 rVB4 739801 1725965 1.46% ©0.552%
38 11.957 1520 1525 1532 rVB 502622 768948 0.65%  0.246%
39 12.039 1532 1539 1543 rBV2 922695 1649768 1.39% 0.528%
40 12.075 1543 1545 1550 rVB 376315 446423 0.38% 0.143%
41 12.133 1550 1555 1565 rBV6 254483 662584 0.56% 0.212%
42 12.269 1573 1578 1587 rVB2 371731 729253 0.62% 0.233%
43 12.392 1590 1599 1602 rBV3 208118 448070 0.38% 0.143%
44 12.445 1602 1608 1614 rBV2 4047185 6240555 5.28% 1.997%
45 12.698 1645 1651 1654 rBV3 539418 1066554 0.90% 0.341%
46 12.798 1662 1668 1673 rVB3 374261 702152 0.59% 0.225%
47 13.286 1745 1751 1757 rBV 1465204 2062276 1.74% 0.660%
48 13.504 1781 1788 1797 rVB3 1029312 1902733 1.61% 0.609%
49 13.633 1797 1810 1815 rBV5 540141 1708538 1.44% 0.547%
50 13.769 1827 1833 1837 rBV2 333891 659535 @.56% 0.211%
51 13.816 1837 1841 1844 rVV4 427736 687940 0.58% 0.220%
52 13.857 1844 1848 1854 rVB 1111978 1581922 1.34% 0.506%
53 13.945 1855 1863 1866 rVB 405119 752765 0.64%  0.241%
54 14.139 1890 1896 1901 rVV 1055963 1560810 1.32% 0.499%
55 14.363 1928 1934 1938 rBV 10292007 13451093 11.37% 4.304%
56 14.404 1938 1941 1944 rVV2 506820 820495 0.69% 0.263%
57 14.445 1944 1948 1959 rVB 1391597 2374393 2.01% 0.760%
58 14.533 1959 1963 1970 rBV5 521631 808441 0.68% 0.259%
59 14.633 1975 1980 1983 rBV2 561838 979686 0.83% 0.313%
60 14.710 1989 1993 1998 rVB5 381634 587750 ©.50% 0.188%
61 14.769 1998 2003 2007 rBvV2 412638 749465 0.63%  0.240%
62 14.851 2014 2017 2023 rVB3 303995 488734 0.41% 0.156%
63 14.922 2023 2029 2032 rBV2 341077 610857 0.52% 0.195%
64 14.986 2032 2040 2045 rVVv4 1313529 2577350 2.18%  0.825%
65 15.080 2049 2056 2066 rVB 17415144 27769052 23.48%  8.886%
66 15.180 2068 2073 2079 rBV3 690649 1328743 1.12% 0.425%
67 15.310 2086 2095 2100 rVB3 2161666 4083517 3.45% 1.307%
68 15.439 2113 2117 2122 rVB 1717823 2370648 2.00% 0.759%
69 15.545 2129 2135 2140 rBV2 1566516 2640376 2.23% 0.845%
70 15.716 2156 2164 2173 rVB 1063140 2114543 1.79% 0.677%
71 15.804 2174 2179 2185 rBV2 1048338 1659137 1.40% 0.531%
72 15.863 2185 2189 2194 rVvV3 388117 553674 0.47% 0.177%
73 16.168 2236 2241 2244 rBV 2450045 3301153 2.79% 1.056%
74 16.274 2255 2259 2264 rVB2 644974 961756 ©0.81% 0.308%
75 16.363 2270 2274 2278 rVB4 343123 483745 0.41% 0.155%

76 16.404 2278 2281 2288 rVB4 364512 587025 0.50% ©0.188%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION

77 16.880 2349 2362 2367 rVV 38948600 118290904 100.00% 37.853%
78 16.957 2370 2375 2379 rVV 2365870 3415170 2.89% 1.093%
79 17.010 2380 2384 2394 rVB3 1167962 1983907 1.68% 0.635%
80 17.198 2410 2416 2425 rVV2 2558587 4245433 3.59% 1.359%

81 17.286 2427 2431 2435 rVVW 1741689 2496907 2.11% 0.799%
82 17.333 2435 2439 2444 rVB5 619771 957412 0.81% 0.306%
83 17.492 2462 2466 2472 rVB3 373866 641982 ©.54% 0.205%
84 17.692 2496 2500 2506 rBV 2084639 2591933 2.19% ©.829%
85 18.086 2563 2567 2573 rVV2 1001565 1420700 1.20% ©.455%
86 18.145 2573 2577 2583 rVB3 434389 806817 ©.68% 0.258%
87 18.380 2613 2617 2623 rBV 1758861 2289781 1.94% 0.733%
88 18.845 2694 2696 2700 rVB2 395250 478840 0.40% 0.153%
89 19.015 2721 2725 2731 rVB 1672268 2079176 1.76% 0.665%
990 19.568 2814 2819 2822 rBV 1995766 3280412 2.77% 1.050%
91 20.121 2908 2913 2922 rBV2 1351199 2095268 1.77% 0.670%
92 20.615 2993 2997 3001 rBV 959269 1100372 0.93% 0.352%
93 21.098 3075 3079 3093 rVB 1574055 2358021 1.99% 0.755%
94 21.409 3127 3132 3138 rBV 1693010 2439421 2.06% 0.781%
95 21.609 3163 3166 3172 rVB 703020 962899 ©0.81% ©0.308%
96 22.180 3258 3263 3271 rVB2 1403571 2470468 2.09% 0.791%
97 22.833 3370 3374 3385 rVB 383924 728394 0.62% 0.233%
98 23.586 3498 3502 3509 rVB2 263615 503746 0.43% 0.161%
99 24.209 3601 3608 3619 rVB 999868 2538473 2.15% 0.812%
100 24.415 3636 3643 3662 rVB 1303180 3947846 3.34% 1.263%

Sum of corrected areas: 312501852
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM047693.D\data.ms
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Abundance TIC: BM047693.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 Benzene, propyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
6.810 8.12 ng/ul 587836 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 55
2 Benzene, propyl- 120 C9H12 000103-65-1 55
3 Benzene, propyl- 120 C9H12 000103-65-1 55
4 Nonane, 4-methyl- 142 C1eH22 017301-94-9 46
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 43
Abundance Scan 650 (6.810 min): BM047693.D\data.ms (-640) (-) m/z 91.05 100.00%
91.0
57.1
5000
41)0 120.1
“ ‘ ﬁ% 6.40 6.60 6.80 7.00 7.20
bl e WBR 1421, 5708 53.36%
m/z--> 20 40 60 80 100 120 140
Abundance #10699: Benzene, propyl-
91.0
5000 R R R
6.40 6.60 6.80 7.00 7.20
120.0 m/z 43.16  47.85%
O \]-\5\.0‘\\\3\9“.‘9\‘\\‘6?.?\ \“‘\\!\‘\‘\\f“\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #10702: Benzene, propyl-
91.0
RN AR RREE
6.40 6.60 6.80 7.00 7.20
5000 m/z 41.05 26.56%
120.0
39.0 65.0 ‘
L S
miz--> 20 40 60 80 100 120 140
Abundance #10701: Benzene, propyl- [ e
91.0 6.40 6.60 6.80 7.00 7.20
m/z 120.10  23.69%
5000
120.0
39.0 65.0 /\
O e e e - R T A e
m/z--> 20 40 60 80 100 120 140 6.40 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

BM047693.D

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092824\

: 28 Sep 2024 16:01

: RC/JU
: P3927-07

: 8 Sample Multi

. SVOA CALIBRAT

: C:\Database\

plier: 1

ION

NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .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 2 Benzene, 1l-ethyl-2-methyl-

Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
6.910 .75 ng/ul 70595  1,4-Dichlorobenzene-d4  7.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1.ethyl-z-methyl- 120 com2 000611-14-3 95

2 Benzene, 1l-ethyl-3-methyl
3 Benzene, 1-ethyl-2-methyl
4 Benzene, 1l-ethyl-3-methyl
5 Benzene, 1l-ethyl-3-methyl

- 120 C9H12
- 120 C9H12
- 120 CO9H12
- 120 CSH12

000620-14-4 95
000611-14-3 95
000620-14-4 91
000620-14-4 91

Abundance Scan 667 (6.910 min): BM047693.D\data.ms (-663) (-)

10

5.1

5000
39.0 77.1
SR T T I . /2.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000

77.0
15.0 390 \

m/z 105.10 100.00%

=

6.60 6.80 7.00 7.20

m/z 120.10  30.60%

6.60 6.80 7.00 7.20

m/z 91.10  13.30%

O\\\‘\‘\\\‘\\\\‘\\\\‘\\{\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20
5000 ITI/Z 77.10 12.97%
77.0
39.0
olt80 e Wb
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl- R T T TR
105.0 6.60 6.80 7.00 7.20
m/z 79.10 10.31%
5000
39.0 77.0
0"W‘VHMHWNN‘HM‘ﬂ‘ﬂMuq‘H"H‘w“u‘u“_‘u TP T TR
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 Mesitylene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
7.046 8.07 ng/ul 584408 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 690 (7.046 min): BM047693.D\data.ms (-685) (-) m/z 105.10 100.00%
105.1
5000
39.1 77‘-0 6.80 7.00 7.20 7.40
0o L2070 7 1%0.10  45.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000
6.80 7.00 7.20 7.40
m/z 77.05 13.72%
51.0 77.0
O \\\‘2\7\.9\“ T \““\H“\‘\\\‘H‘ T \‘\\‘M\\‘\“"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.80 7.00 7.20 7.40
5000 m/z 119.10 12.02%
39.0 77.0
0 ‘1‘5"?“1 ‘ “‘H \“1‘\“‘\‘\\\“‘ ‘ “‘“UHM“,Hm“m‘mwuu_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl- R /‘\‘ (e
105.0 6.80 7.00 7.20 7.40
m/z 91.10 10.96%
5000
. 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 Benzene, 1,2,3-trimethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
7.210 7.69 ng/ul 556942 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 718 (7.210 min): BM047693.D\data.ms (-713) (-) m/z 105.10 100.00%
105.1
5000
39.0 77‘-0 | 6.80 7.00 7.20 7.40 7.60
Obereperrebr bt ol M 1380 2070 7 170.10  30.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000
6.80 7.00 7.20 7.40 7.60
39.0 77.0 m/z 91.05 13.60%
0 \\\‘\‘\\\‘i‘\ \“U\““i‘\\‘\““\\“}\‘M\\‘\““\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 77.05 13.49%
39.0 77.0
YL R PO " N,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10694: Mesitylene RERESEEEEE TR S
105.0 6.80 7.00 7.20 7.40 7.60
m/z 79.10 11.79%
) M
77.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 Benzene, 1,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.463  26.84 ng/ul 1942660 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 761 (7.463 min): BM047693.D\data.ms (-753) (-) m/z 105.10 100.00%
105.1
5000
43.1
77 0 7.20 7.40 7.60 7.80

50 L1811 1421 ;
0 “““‘w”“M‘ “““‘e“w““ T m/z 120.10 41.17%

miz--> 20 80 100 120 140

Abundance #10692.Mesnﬂene
105.0
7.20 7.40 7.60 7.80
m/z 43.10 17.75%
510 70 o
0\\\\‘2\7\.0\\“\\“H\H“\‘\\\‘H‘\\‘\\““\\‘\“\o\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0
R e ARAARESaR R
7.20 7.40 7.60 7.80
5000 m/z 57.10 16.66%
39.0 77.0
15.0 121.0
il ‘\ \‘\\ \‘H \q‘ ‘H ‘\ M \%
oHH_m_m ““
miz--> 20 40 100 120 140
Abundance #10718.Benzene,LZ/LUnnemyL R T
105.0 7.20 7.40 7.60 7.80
m/z 77.05 13.45%
5000
77.0 121.0
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80

SFAM-EPA-BM@92724.MA.M Mon Sep 30 01:48:21 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 1-Hexanol, 2-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.881 13.51 ng/ul 978171 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 2-Propyl-1-pentanol, pentafluoro... 276 C11H17F502 1000365-51-2 64
5 2-Propyl-1-Pentanol, trifluorocac... 226 C10H17F302 1000365-19-7 64
Abundance Scan 832 (7.881 min): BM047693.D\data.ms (-826) (-) m/z 57.10 100.00%
57.1
- T W
R RARRERES
83.0 7.60 7.80 8.00 8.20
I I %80 17 ;
O L e R m/z 41.10 43.02%
miz-> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 LN L B L BN LR
41.0 7.60 7.80 8.00 8.20
83.0 m/z 43.10 40.53%
[ O
O\\\‘\i‘\\“‘\\\‘\“\\“\\“\\\\“\\}\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
e ERRRREEE R
7.60 7.80 8.00 8.20
5000 m/z 55.10 26.71%
41.0
83.0
H ‘ ‘ 98.0
B I T S S T AT
miz--> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl- R
57.0 7.60 7.80 8.00 8.20
m/z 56.05 20.04%
5000
41.0
83.0
98.0
ok ‘1‘8“0“““ Pl : “‘u : “‘1 8 I e e
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

SFAM-EPA-BM@92724.MA.M Mon Sep 30 01:48:22 2024
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Data Path :

Data File : BM@47693
Acqg On : 28 Sep 2
Operator : RC/JU
Sample : P3927-07
Misc

ALS vial : 8 Samp

Quant Method
Quant Title : SVOA

TIC Library : C:\D
TIC Integration Para

.D
024 16:01

le Multiplier: 1

CALIBRATION

atabase\NIST20.L
meters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092824\

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .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 7 unknown-01 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
7.934 9.25 ng/ul 669428 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 841 (7.934 min): BM047693.D\data.ms (-837) (-) m/z 105.10 100.00%
105.1
5000 120.1
51.0 77‘-0 7.60 7.80 8.00 8.20
0 LAl 1391 e 100,10 39.44%
m/z--> 20 40 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 1200 L L L B B
7.60 7.80 8.00 8.20
m/z 77.05 13.73%
51.0 77.0
O LI ‘2\7\.()\ \“ T \‘M‘\H‘ ‘\‘\ T \‘H’ T \‘\ T ’h‘\ \‘\“"\ LI ’ T
miz-> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
R A BRERARR
7.60 7.80 8.00 8.20
m/z 91.10 10.38%
5000 1200 /
. 77.0
0 ‘1‘5"0‘“1 ‘ “‘H Ay ‘6‘2‘"‘9 ‘ “\\’ . ,U‘ “H‘,H e
miz--> 20 40 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl- RN RN EEEA R
105.0 7.60 7.80 8.00 8.20
m/z 119.10 10.17%
120.0
5000
39.0 77.0 /L\
T PR R NSO 4 NS 1 W 1119
m/z--> 20 40 80 100 120 140 7.60 7.80 8.00 8.20

SFAM-EPA-BM@92724.MA.M Mon Sep 30 01:48:23 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 8 unknown-02 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.293 9.01 ng/ul 652281 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 47

2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 46

3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 43

4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 43

5 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 42

Abundance Scan 902 (8.293 min): BM047693.D\data.ms (-898) (-) m/z 43.10 100.00%

3.1

=

5000
s 600 5.20 .40 8.60
105.1 : : . :
b ‘M‘w - ‘ ‘ ‘E{;?-O‘ b 8L sz s8.e5  34.03%
mi/z--> 20 40 60 80 100 120 140
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
5000
69.0 850 8.00 8.20 8.40 8.60
27.0 : m/z 71.10 20.63%
mi/z--> 20 40 60 80 100 120 140
Abundance #14541: Heptane, 2,6-dimethyl-
43.0
A A RRAREE et
8.00 8.20 8.40 8.60
5000 m/z 41.10 15.92%

miz--> 20 40 60 80 100 120 140
Abundance #8491: 2-Hexanone, 5-methyl- e AARAREEES S
43.0 8.00 8.20 8.40 8.60

m/z 84.10  15.50%

o
- N
N
] o
] ~
P
] o
oo
I~
Jo
1k
1 -
Iw
1 o
I
N
J©
Jo

5000

-

71.0
0 “ ‘\\ HM MM ‘ I 95.0 114'0
L e A B A L R T T T T T T T T T T T

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

SFAM-EPA-BM@92724.MA.M Mon Sep 30 01:48:24 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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, 1-methyl-3-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.357 11.85 ng/ul 857582 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 70
2 Decane, 5-methyl- 156 C11H24 013151-35-4 43
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 38
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 38
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 38
Abundance Scan 913 (8. 357 min): BM047693.D\data.ms (-908) (-) m/z 57.10 100.00%
105.1
5000
85.1
134.1 AR NEEEES
39 uu ‘ ‘ 3‘ 8.00 8.20 8.40 8.60
O el S bl L IS8 ) 65 10 82.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17053: Benzene, 1rneﬂwl3 propyl-
105.
5000
8.00 8.20 8.40 8.60
134.0 m/z 43.10  74.21%
39.0 77.0
O\\\\‘\‘\\\“‘\\??‘()\\\\““\\H\‘u‘\\‘\“‘\\\‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33084: Decane, 5-methyl-
57.0
R ARREESSEE
8.00 8.20 8.40 8.60
5000 m/z 41.10 34.15%
290 85.0
o 1 ‘ J \‘ 112.0 156.0
“‘w“““““H“““““H“““““‘
miz--> 20 60 100 120 140 160
Abundance #17054.Benzene,lwneﬂwh4¢xopyk A A EamEaRETE
105.0 8.00 8.20 8.40 8.60
m/z 85.10 30.91%
5000
134.0
270 510 770 |
Ol e bl L N
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

SFAM-EPA-BM@92724.MA.M Mon Sep 30 01:48:25 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
8.457 7.39 ng/ul 535113 1,4-Dichlorobenzene-d4 7.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 92
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 930 (8.457 min): BM047693.D\data.ms (-926) (-) m/z 119.10 100.00%
119.1
91.1
5000
39.0 65.0 ‘ ‘ 8.20 8.40 8.60 8.80
Ol e b 2088 s 65 10 53.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.20 8.40 8.60 8.80
m/z 91.10 51.78%
0 15.0 . 39\\'0 L 65\0 ly ‘ h“ \\“ i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl-
119.0
‘Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_F
8.20 8.40 8.60 8.80
5000 m/z 134.05 44 .76%
390 g5 910
0 "““H““““1““1“”“”‘H““‘1‘”‘““lHM“m‘uwmwuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl- \““w“‘w“w“‘w“
119.0 8.20 8.40 8.60 8.80
m/z 77.05 17.47%
5000
91.0
080 Ll
o Sl LA AR B PPV, 07 Vg G AW v}
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

SFAM-EPA-BM@92724.MA.M Mon Sep 30 01:48:26 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
8.592 8.65 ng/ul 626028 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 87
2 Decane, 3-methyl- 156 C11H24 013151-34-3 81
3 Decane, 3-methyl- 156 C1l1H24 013151-34-3 80
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 953 (8.592 min): BM047693.D\data.ms (-947) (-) m/z 57.10 100.00%
57.1
R A RERREREEE ey
126.2 8.20 8.40 8.60 8.80 9.00
Obrrrrrete bl 186120710 h 43,10 75.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 I RN R
85.0 8.20 8.40 8.60 8.80 9.00
29.0 m/z 71.10  65.90%
‘ 27.0
0 \H‘\‘\\\“‘M\“‘\\‘M\‘\‘H\“\H\’\‘H\’\]\-!\:_)\6’.(\)\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33092: Decane, 3-methyl-
57.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.10 52.77%
20.0 85.0
127.0
0 m‘“m“m ‘““‘1“wHw“‘m,‘“‘,‘1"5‘6,'9”“””‘””
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33085: Decane, 3-methyl- AR REEEEEEES S
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.05 38.69%
5000 85.0
29.0
126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

SFAM-EPA-BM@92724.MA.M Mon Sep 30 01:48:27 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 p-Cymene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.816 10.04 ng/ul 726441 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 92
2 o-Cymene 134 C10H14 000527-84-4 92
3 o-Cymene 134 C10H14 000527-84-4 92
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 92
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 991 (8.816 min): BM047693.D\data.ms (-987) (-) m/z 119.10 100.00%
119.1
57.1
5000
85.1
39
‘ ‘ ‘ ‘ 1@ 0 1360 156.2 8.40 8.60 8.80 9.00 9.20
Ob el gl el L L AIZO L 1360 0P s 57,10 57.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene
119.0
5000 BEEER AR R
8.40 8.60 8.80 9.00 9.20
91.0 m/z 58.10  47.55%
41.0
O T e “\“ L \’6?‘.\0\ \‘”‘ T ‘W\ \‘\w T 146’0 T
miz--> 20 40 60 80 100 120 140 160
Abundance #16996: o-Cymene
119.0
Rt
8.40 8.60 8.80 9.00 9.20
5000 m/z 43.10 42.33%
91.0
150 390 450 |
bl bl e gyl 1360
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene BEaEEEEEEs LS LR S
119.0 8.40 8.60 8.80 9.00 9.20
m/z 41.10 38.12%
5000
410 91.0
0.?5.0146_’0
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 4
R.T. EstConc Area Relative to ISTD R.T.
9.051  23.78 ng/ul 17210560 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Undecane 156 C11H24 001120-21-4 90
3 Undecane 156 C11H24 001120-21-4 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83
Abundance Scan 1031 (9.051 min): BM047693.D\data.ms (-1022) (-) m/z 57.10 100.00%
57.1
85.1 \\\\‘\\\\’\\\\‘\\\\‘\\\
| | ‘ 131 1560 8.80 9.00 9.20 9.40
O A BB 1562 2068 n, 43.10  98.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33081: Undecane
57.0
5000 U B UL B R
8.80 9.00 9.20 9.40
290 85.0 m/z 41.10 46.12%
L] e o
O\\\‘\\\\“}\\\“\\‘i\‘\\\\H‘\\\“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0
A REaEREEE RN
8.80 9.00 9.20 9.40
5000 m/z 71.10 43.08%
85.0
29.0
‘\ | | 1130  156.0
L R N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33078: Undecane R e R ER AR
43.0 8.80 9.00 9.20 9.40
m/z 85.10 23.90%
5000 71.0
0 |90 1m0 1500
H‘_"w"H“H“H“_“w“u‘u“_“w“u“u‘ RS RS EE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 unknown-@3 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.169 9.21 ng/ul 666799 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 38
2 4-Methylphenyl acetone 148 C10H120 002096-86-8 38
3 Benzene, 1-methyl-4-butyl 148 C11H16 001595-05-7 25
4 Benzenemethanol, .alpha.-1-prope... 148 C10H120 003347-57-7 22
5 2-Methylindan-2-o0l 148 C1@H120 033223-84-6 22
Abundance Scan 1051 (9.169 min): BM047693.D\data.ms (-1042) (-) m/z 105.05 100.00%
105.1
43.0
148.1
‘ 8.80 9.00 9.20 9.40
| M ‘M u pM | J‘M‘ bbbl 2068 T 4305 51.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0
5000 L L L I B A BN R I
148.0 8.80 9.00 9.20 9.40
77.0 ' m/z 71.05 40.39%
e ) ‘
O\\\\‘\\\\“M\\“U\‘\‘\\\“’\\}\‘H\\w‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26208: 4-Methylphenyl acetone
105.0
T T
8.80 9.00 9.20 9.40
5000 43.0 m/z 41.05 35.10%
77.0 148.0
15 0 ‘ ‘ \‘H ‘ H
) MO Y NVEN | RN SER———
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26362: Benzene, 1-methyl-4-butyl R e
105.0 8.80 9.00 9.20 9.40
m/z 119.10 32.67%
5000
148.0
77.0
ol 15.0 390 i ‘
L a a E ma
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 unknown-04 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.122 8.52 ng/ul 5674670  Naphthalene-d8 10.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 47
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 47
3 2,4,4-Trimethyl-1-hexene 126 CO9H18 051174-12-0 43
4 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 42
5 Decane, 4-methyl- 156 C11H24 002847-72-5 42
Abundance Scan 1383 (11.122 min): BM047693.D\data.ms (-1375) (- | m/z 43.10 100.00%
71.1
5000
s =
‘ L“‘ 112.2 11.00 11.50
Ol el g L1411 1702207 po 71 16 61.50%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #163313: Oxalic acid, 2-ethylhexyl pentyl ester
71.0
43.0
5000 —— e
11.00 11.50
112.0 m/z 57.10 32.21%
‘ ‘ 157.0
0 \‘\\\\‘\w‘\\“h\\\l"\\H\‘h‘\\\‘\\\“H\H\‘H\\“\\H‘\H\‘H\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
e =
71.0 11.00 11.50
5000 m/z 70.10 29.03%
o 150] LIl a0
L o e R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #13220: 2,4,4-Trimethyl-1-hexene i —
43.0 71.0 11.00 11.50
m/z 41.10 25.84%
5000
97.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
12.039 2.48 ng/ul 1649776  Naphthalene-d8 10.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 60
2 Tetradecane 198 C14H30 000629-59-4 58
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 50
4 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 50
5 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 50
Abundance Scan 1539 (12.039 min): BM047693.D\data.ms (-1532) (- | m/z 57.10 100.00%
57.1
125.1 RN ‘
1Ll H | 1672 281.0 o
O e SRR m/z 43.10 86.97%
miz--> 50 100 150 200 250 300 350
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 T :
12.00
98.0 m/z 41.10 51.32%
O \\H‘\ \“‘\‘!‘\“‘\““ \“\1\4.\]7()\]\-8\4.\-0‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #74006: Tetradecane
57.0
T \
12.00
5000 m/z 71.10 48.52%
o] i oo
m/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl- T I
57.0 12.00
m/z 55.10 32.79%
ok cJ L) % | 1410 189.0231.0273. 03150 386.(
e e S T o
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_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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: Cyclic12.698 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.698 8.98 ng/ul 1066550  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 58
2 2H-Pyran-2-carboxaldehyde, 3,4-d... 140 C8H1202 001920-21-4 50
3 p-Fluoroaniline 111 C6H6FN 000371-40-4 50
4 2-Aminopyrimidine-1-oxide 111 C4H5N30 035034-15-2 43
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 27

Abundance Scan 1651 (12.698 min): BM047693.D\data.ms (-1645) (- | m/z 111.10 100.00%

1111
55.1
5000
83.1 L

140.1 12.50 13.00

““_“‘MMNJ‘JNJMMJm“‘ e 1742 sy 5510 61.51%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0

5000 41.0 —T —
12.50 13.00

m/z 41.10  49.59%

so ||| so |
\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 80 100 120 140 160 180
Abundance #21330: 2H—Pyran—2—carb0xa|dehyde, 3,4-dihydro-2,5-din
111.0

T
12.50 13.00

o

o

5000 430 m/z 69.10 45.68%
140.0
710 ‘
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #6876: p-Fluoroaniline T —
111.0 12.50 13.00

m/z 57.10  37.56%

5000
84.0
57.0
0 31. O s ‘ ! 1. :

m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 unknown-@5 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
12.798 5.91 ng/ul 702152  Acenaphthene-die 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Menth-1(7)-ene, (R)-(-)- 138 C10H18 013837-71-3 43
2 4-(1,2,4-Trimethylcyclohex-3-en-... 196 C13H240 1000497-98-1 38
3 1H-Pyrazole, 4,5-dihydro-5,5-dim... 138 C8H14N2 106251-09-6 35
4 Isophorone 138 C9H140 000078-59-1 35
5 Fumaric acid, butyl trans-hex-3-... 254 C14H2204 1000348-88-5 35
Abundance Scan 1668 (12.798 min): BM047693.D\data.ms (-1662) (- | m/z 82.10 100.00%
82.1
T o J\A\JM\/\A
138.1 T ‘ T T ‘ T
‘ ‘ 1741 12.50 13.00
0 wa‘“ u;“eh Al “““hu‘:“““ “w”mmw el m/z 96.10  64.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19437: m-Menth-1(7)-ene, (R)-(-)-
82.0
5000 s ——
12.50 13.00
. 55.0 138.0 m/z 81.10 61.42%
! \‘ |l 1000
O \\\‘\\\\i‘\\w‘}“\”\‘\\‘i\\‘\‘\‘\\‘\\“\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71650: 4-(1,2,4-Trimethylcyclohex-3-en-1-yl)butan-2-ol
82.0
—— —
12.50 13.00
5000 m/z 41.10 45 ,59%
123.0
41.0
ol 290 Loy L 1630 1960
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20106: 1H-Pyrazole, 4,5-dihydro-5,5-dimethyl-4-isoprop T =5
82.0 12.50 13.00
m/z 67.10 41.08%
5000
39.0 138.0
0m‘Hu‘i“m“““‘m““‘H“1‘1‘]79"0‘“”““”Wm‘mw — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.286 17.37 ng/ul 2062280  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Nonadecane 268 C19H40 000629-92-5 86
3 Decane 142 C1leH22 000124-18-5 81
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 1751 (13.286 min): BM047693.D\data.ms (-1745) (- | m/z 57.10 100.00%
57.1
5000
85.1
= —
13.00 13.50
1132 154.1
ol 2132 1082 m/z 43.10 86.61%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
5000 85.0 R ]
13.00 13.50
29.0 m/z 71.10 54.67%
OH\‘\‘\‘H“\HH‘\\“}\“1‘\\\“]_\]\_ﬁ‘?‘%%‘]T\(\)\J-‘\Gg\o‘\]\-\g\?\(\)\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
= —
13.00 13.50
85.0 P
5000 m/z 41.10 47.44%
29.0
bk L 0016001070 2681
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22067: Decane T —
43.0 13.00 13.50
m/z 85.10 32.28%
5000
71.0
|| jsm0 a2
om‘w_m_m_m_WHH‘HH_‘H_‘wau_ww oA nans
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

BM@47693.D

: 28 Sep 2024 16:01
: RC/JU

: P3927-07

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092824\

: 8 Sample Multiplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724.MA.M
le : SVOA CALIBRATION

ry : C:\Database\NIST20.L
ration 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 unknown-06

13.504

Hit# of

Py

Concentration Rank 12

EstConc Area Relative to ISTD R.T.
16.03 ng/ul 1902730  Acenaphthene-d10 14.445
5 Tentative ID MW MolForm CASH# Qual
ridinediamine 109 C5H7N3 000141-86-6 49
yclohexyl-2-hydroxypropanoic ... 200 C11H2003 078811-34-4 43
0-2-methylpyrimidine 109 C5H7N3 000074-69-1 38
methylhepta-2,4-diene 124 C9H16 1000195-03-3 30

12,6-
2 3-C
3 4-Amin
4 6,6-Di
5 5-

Hydroxyadamantan-2-one, methyl... 180 C11H1602

115009-22-8 30

Abundance Scan 1788 (13.504 min): BM047693.D\data.ms (-1781) (-

109.1
82.1
5000 55.1
138.1
0 61.1182.2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6240: 2,6-Pyridinediamine
109.0
82.0
5000
39
O' \\1‘”\‘\\\\“\\\\’\\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\
mi/z--> 20 40 60 80 100 120 140 160 180
Abundance

#75562: 3-Cyclohexyl-2-hydroxypropanoic acid, methyl e
109.0

m/z 109.10 100.00%

%

13.50

m/z 82.10 74.36%

.

13.50

m/z 83.10 44.46%

=

13.50
5000 55.0 141.0 m/z 55.10 43.83Y%
83.0
I I S
O‘H"ﬂﬁ‘MMNM‘Mumew,M“_“WM‘H“M‘,H“‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6251: 4-Amino-2-methylpyrimidine 7 ‘
109.0 13.50
m/z 41.10 43.66%
41.0
5000
69.0
15.0 ‘ M
bttt b e A —
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 22 Naphthalene, 1,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.633  14.39 ng/ul 1708540  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 89
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 86
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 86
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 86
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 86
Abundance Scan 1810 (13.633 min): BM047693.D\data.ms (-1797) (- | m/z 109.10 100.00%
109.1
156.1
5000 821
41.1
—= =
T =T [ P
Y T A ) 1l e L BIL sz 156.05  83.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000
13.50 14.00
m/z 141.00 61.47%
115.0
28.0 69.0
O \\\‘\1\\‘\\\\’\\\\‘\\\\’\\\‘\‘\“\‘\\“‘\\‘M’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
13.50 14.00
5000 m/z 82.10 50.70%
115.0
o B0 LA M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl- —r= =
156.0 13.50 14.00
m/z 41.10 32.19%
B M
77.0 115.0
1.
I £ s U0 RSN VW 1| ESO— S —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 23 Naphthalene, 2,3-dimethyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.769 5.56 ng/ul 659535  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1833 (13.769 min): BM047693.D\data.ms (-1827) (- | m/z 156.10 100.00%
1

156
5000
115.1

51.0 77.1 ‘ ‘ | M 13.50 14.00
! \‘\ ‘\

e el bt il i 1811 2083 /7 141 00 89.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0

5000 1
13.50 14.00
m/z 155.10 28.67%

o

77.0 115.0
O \\\‘2\7\.\0\“?,%1.\()‘” \‘\‘”"\\\\‘\\\‘\‘\‘1‘\ \“‘\ \‘w‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
== RS
13.50 14.00
5000 ITI/Z 115.05 20.19%
115.0
76.0 ‘
51.0
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33141: Naphthalene, 1,3-dimethyl- — ——
141.0 13.50 14.00

m/z 128.05 16.47%

5000
6.0 115.0
76.
27.0 51‘-0” i ‘ [ w‘””‘”u‘ww\”

O e e e T 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 Hexadecyl octyl ether Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
13.945 6.34 ng/ul 752765  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecyl octyl ether 354 C24H500 1000406-38-6 80
2 Decane, 5-propyl- 184 C13H28 017312-62-8 80
3 Nonadecane 268 C19H40 000629-92-5 72
4 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 72
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 1863 (13.945 min): BM047693.D\data.ms (-1855) (- | m/z 57.10 100.00%
57.1

5000
85.1

>

e
1131 14.00

m/z 43.10 82.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #264243: Hexadecyl octyl ether
57.0
==

o

5000
14.00
85.0 m/z 71.10 76.72%
20.0 113.0
ol | T 141.0160.0196.0 225.0
\‘HH[\H ‘\ \‘H\\‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #59032: Decane, 5-propyl-
57.0
S
14.00
5000 ITI/Z 85.10 36.00%
85.0
29.0
‘ ‘ 112.0140.0
V1 O NI O . O
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #158600: Nonadecane —
57.0 14.00
m/z 41.10 34.04%
5000 85.0
29.0
0 \‘ h H\ Il \\11\\30\141016901970 268.(
WH‘wH‘wu‘wH‘wH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH“ =
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 25 1Isooctyl mercaptoacetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.363 113.30 ng/ul 13451100  Acenaphthene-di1e 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isooctyl mercaptoacetate 204 C1eH2002S 025103-09-7 80
2 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 72
3 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 59
4 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 59
5 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 59
Abundance Scan 1934 (14.363 min): BM047693.D\data.ms (-1928) (- | m/z 57.10 100.00%
57.1
5000 //\%
‘ | 83.1 11‘2'2 14.00 14.50
Oberrreor b i L1832 1761 2123 24200 g1 10 72 61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79334: Isooctyl mercaptoacetate
57.0
5000 — —
14.00 14.50
29.0 840 1120 m/z 43.10  46.47%
O H\‘\‘}‘\ \“‘}HH‘ “ \w‘“‘\“\“\‘”\“\\h\‘\\\J\-‘4.\5\.\c\)‘\\\\‘\\%(‘)\4'\.\0\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33100: Octane, 2,3,7-trimethyl-
57.0
= ==
14.00 14.50
5000 m/z 41.10 33.14%
2&0‘ ‘ 85.0 113.0
oY M N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32956: Heptane, 3-[(ethenyloxy)methyl]- == —=
57.0 14.00 14.50
m/z 55.10  19.99%
5000
29.0
“ h “ 83"-0 112.0 141.0
oY S (11 N SN SUS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 unknown-07 Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
14.533 6.81 ng/ul 808441  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethyl-4-piperidinamine 128 C7H16N2 050533-97-6 35
2 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 27
3 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 22
4 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 22
5 3-Hexene, 3-methyl-, (Z)- 98 C7H14 004914-89-0 22

Abundance Scan 1963 (14.533 min): BM047693.D\data.ms (-1959) (- | m/z 69.10 100.00%
69.1
128.1
5000
157.1 Tae0 |
UL s
0" e m/z 98.10 98.99%
miz-> 50 100 150 200 250
Abundance #14196: N,N-Dimethyl-4-piperidinamine
72.0
5000 e ‘
42.0 14.50
128.0 m/z 72.10  85.26%
0\‘\‘”!‘\ \‘H‘N\h‘\‘\“\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #3671: (R)-(+)-3-Methylcyclopentanone
69.0
T \
14.50
5000 m/z 57.10 79.55%
390
Ll | %80
o L e e ——
miz--> 50 100 150 200 250
Abundance #3651: Cyclopentanone, 3-methyl- —
69.0 14.50
m/z 128.05 78.89%
5000
39,0
AR L
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 27 unknown-08 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
14.710 4.95 ng/ul 587750  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro- 124 C9H16 000496-10-6 42
2 1H-Pyrazole, 1l-ethyl-3,5-dimethyl- 124 C7H12N2 017629-26-4 38
3 2-Cyclohexen-1-one, 3,4-dimethyl- 124 C8H120 1000197-00-4 38
4 2-Cyclopenten-1-one, 3-methyl- 96 C6H80 002758-18-1 38
5 2-Cyclohexen-1-one, 4,4,6-trimet... 138 C9H140 013395-73-8 37

Abundance Scan 1993 (14.710 min): BM047693.D\data.ms (-1989) (- m/z 96.10 100.00%
A

96
41.1
69.1

H 165.1  208.2 14.50 15.00
e el L m/z 109.10  47.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12157: 1H-Indene, octahydro-
96.0

5000 43,0 67.0 T T
124.0 14.50 15.00

m/z 124.15 40.78%

OV w\\”“\\h‘\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11865: 1H-Pyrazole, 1-ethyl-3,5-dimethyl-
96.0
124.0

o =
14.50 15.00

o

5000 420 m/z 81.10 31.22%
68.0
15.0 ‘
0 m_w”‘” ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12060: 2-Cyclohexen-1-one, 3,4-dimethyl- —— ——
96.0 14.50 15.00

m/z 41.10 28.76%

co00 124.0
390 670
\‘\‘ Il I ‘H“ 1im ‘

Ottt et e e == =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
14.769 6.31 ng/ul 749465  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methylene- 140 C10H20 051655-64-2 50
2 Tridecane, 3-methylene- 196 C14H28 019780-34-8 50
3 Heptanal 114 C7H140 000111-71-7 50
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 47
5 1-(2-Hydroxyethyl)-1,2,4-triazole 113 C4H7N30 003273-14-1 47

Abundance Scan 2003 (14.769 min): BM047693.D\data.ms (-1998) (- | m/z 70.10 100.00%
7

0.1
5000 41.1

98.1 —r=
1971 14.50 15.00
‘ HM\wmwmﬁ?(‘l“‘lﬁ?;‘l‘?‘l‘f‘;ﬁHzﬁi? m/z 55.10  69.27%

m/z--> 20 40 60 80 100 120140 160 180 200 220 240
Abundance #20684: Nonane, 3-methylene-
70.0

5000 41.0 T
14.50 15.00
m/z 41.10 44.06%

H “ | \‘ \ 11\1.0149'0
H\\‘H\\‘\\H‘HH‘HH‘H\\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200 220 240
Abundance #71765: Tridecane, 3-methylene-
70.0

s
14.50 15.00

o

o

5000 41.0 ITI/Z 57.10 36.88%
5140 h‘ u‘ 1| |97 1260 167.01960
e e e e T
mlz--> 20 40 60 80 100 120140 160 180 200 220 240
Abundance #8412: Heptanal — =Y
41.0 70.0 14.50 15.00
m/z 56.10  27.38%
5/14.0 970
P T T T T =T =
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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-09 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
14.851 4.12 ng/ul 488734  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-imidazole-2-thione, 5-(1,1-di... 170 C8H14N2S 1010404-59-0 41
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 41
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 41
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 38
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 38
Abundance Scan 2017 (14.851 min): BM047693.D\data.ms (-2014) (- | m/z 43.10 100.00%
170.1
85.1
5000
‘ ‘ 14.50 15.00
128.1 “\“ . .
Ol J“\ o ‘ e w““m b HM‘M Ml ‘1‘9??‘ e m/z 57.10  85.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45993: 2H-imidazole-2-thione, 5-(1,1-dimethylethyl)-1,3-
170.0
14.50 15.00
128.0 m/z 170.10 68.71%
20 g0 90 | ||
O\\\\’\\\\‘H‘\\\W‘\\‘\‘\‘H\\‘\”‘\\\\“\\‘\\}h\\\\“\\1\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0
Bma 4
14.50 15.00
5000 m/z 85.10 59.10%
ol a0 ss0 129
A R e R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45537: Naphthalene, 1,6,7-trimethyl- = —
170.0 14.50 15.00
m/z 71.10 48.90%
5000
27.0 51.0 76.0
0“H,‘H“HWWHHNWWH“G“_$HNMH P — ‘ﬁrArﬁWJ\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 30 Naphthalene, 2,3,6-trimethyl- Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
14.922 5.15 ng/ul 610857  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 92

Abundance Scan 2029 (14.922 min): BM047693.D\data.ms (-2023) (- | m/z 170.10 100.00%
170.1
5000
206.3 15.00
o] | m/z 155.10 93.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 T
15.00
m/z 70.10 64.90%
O 27.0 5]-\.0 " 76H.q\ 102'0‘12\‘\8.()\\ n L ‘
\\\‘\\\\‘\\1\‘1\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
e
15.00
5000 ITI/Z 71.10 54.86%
128.0
51.0 76.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl- —
170.0 15.00
m/z 57.10 54.68%
5000
128.0
0\\\M\H‘é%pﬂwHEW?\M\JWHW\W\"Ww\w\u‘\u\w\ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 31 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.986 21.71 ng/ul 2577350  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
2 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
3 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 95
4 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 95
5 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 94

Abundance Scan 2040 (14.986 min): BM047693.D\data.ms (-2032) (+ | m/z 231.90 100.00%

231.9
5000 131.0
43.1
193.9 T
| MH o | 1
o‘_H“MmW”J!‘w _M‘wwm‘mm“ww!umw m/z 229.90  78.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111918: Phenol, 2,3,4,6-tetrachloro-
232.0

15.00
m/z 131.00  47.23%

%

5000

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111913: Phenol, 2,3,4,6-tetrachloro-

232.0

T

15.00
m/z 233.90  46.29%

5000

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #111916: Phenol, 2,3,5,6-tetrachloro- ;
232.0 15.00

m/z 133.00  37.88%

%

5000

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 32 unknown-10 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.180 11.19 ng/ul 1328740  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decanone, 5,9-dimethyl- 184 C12H240 033933-82-3 38
2 Cycloundecanol, 1-methyl- 184 C12H240 076154-15-9 35
3 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 27
4 Octane, 4,5-diethyl- 170 C12H26 001636-41-5 27
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 27

Abundance Scan 2073 (15.180 min): BM047693.D\data.ms (-2068) (- | m/z 43.10 100.00%

43
84.1
127.1

T
| 161.1 15.00 15.50

R T

gl

193.2
oL “H“““‘”Jw‘w“ itz m/z 57.10  88.20%

A
L
m/z--> 50 100 150 200 250 300
Abundance #58935: 2-Decanone, 5,9-dimethyl-
43.0

5000 T
15.00 15.50
m/z 84.10 80.05%

05 “r 4l T M\ ”“‘ \H‘ T ‘”‘ b \“‘\ T \18\4\0‘ L s B B B
miz--> 50 100 150 200 250 300
Abundance #58936: Cycloundecanol, 1-methyl-
71.0

=
15.00 15.50

5000

5000 410 ITI/Z 71.10 75.64%
1240 1690
o! ‘HH : h‘i " “u‘ - “ o
miz--> 50 100 150 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester P -
57.0 15.00 15.50
m/z 41.10 66.44%

5000
97.0
270 1370 1690 2080 2520 297«

of—d

T —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 2
R.T. EstConc Area Relative to ISTD R.T.
15.310  34.40 ng/ul 4083520  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2095 (15.310 min): BM047693.D\data.ms (-2086) (- | m/z 57.10 100.00%
57.1
5000
g1 WM/L\(
— — T
h 113.2 1402 15.00 15.50
Obrrrprrrlb el 5 240.2 1781 20112263 17 4310 76.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107219: Hexadecane
57.0
5000 85.0 T T
15.00 15.50
m/z 71.10 56.33%
290
O H H\ H\ H‘ \\‘ I 14\\10\1690 1970 22\60
\\\\‘\\\\‘\\\\‘\\\\‘1\\1‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
— —
15.00 15.50
5000 m/z 41.10 36.66%
85.0
29.0
0 ‘ I 4 | ;1130 141.0 169.0 197.0 226.0
e e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane “ —
57.0 15.00 15.50
m/z 85.10 36.20%
5000 85.0
29.0
‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘w [ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 8
R.T. EstConc Area Relative to ISTD R.T.
15.716  17.81 ng/ul 2114540  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 50
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 43
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 43
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 43
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 43

Abundance Scan 2164 (15.716 min): BM047693.D\data.ms (-2156) (- | m/z 57.10 100.00%
7.1

5
5000
95.1

TS&Z
i

— ‘W‘ Jodl ‘ e “1‘99_‘1?2“2.‘2‘ —28L1 ' m/z 43.10  46.35%

il
m/z--> 50 100 150 200 250
Abundance #59066: Undecane, 2,5-dimethyl-
57.0

5000

o

m/z 71.10  38.12%
I \‘

112.0
O T 2\61\0‘\‘ ‘ “ T \‘ \h‘ T “‘ \h T T T ‘ ]_\6\9.(\) T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #59035: Undecane, 5-ethyl-
57.0

5000 m/z 41.10 35.18%
o] 2&\0 ‘ “\‘ . ‘9‘8\\‘.0‘ -, ‘1?5'0‘ — M
m/z--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane T —
57.0 15.50 16.00

m/z 95.10  28.23%

B /\A/\/M\_/M
99.0
K 169.0 2110

‘ 16 296.
ol il b VT 2100 296 —

|
— :
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 Benzophenone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.804 13.98 ng/ul 1659140  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 94
3 Benzophenone 182 C13H100 000119-61-9 93
4 Benzophenone 182 C13H1e0 000119-61-9 81
5 Benzophenone 182 C13H1e0 000119-61-9 74
Abundance Scan 2179 (15.804 min): BM047693.D\data.ms (-2174) (- | m/z 105.10 100.00%
105.1
5000 182.1
51.0
= ==
15.50 16.00
152. 218.2 .
0 IR ,Jf A 28 m/z 77.10 73.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000 i ==
15.50 16.00
51.0 m/z 182.10  47.56%
| 152.0 |
OH\‘\‘\H“HH‘\H”}“HH‘ ‘\\\‘\\H‘\\}‘\’\\\\‘\H\‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
15.50 16.00
5000 1820 m/z 51.05 29.70%
51.0
o180 | | 1520
S e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone T .
105.0 15.50 16.00
m/z 99.00  29.42%
182.0
5000
51.0
‘ ‘ ‘ 152.0 i
O e e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 51
R.T. EstConc Area Relative to ISTD R.T.
15.863 2.61 ng/ul 553674  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 30
2 Tridecane 184 C13H28 000629-50-5 30
3 1-TIodo-2-methylnonane 268 C1leH21I 1000101-47-9 25
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 18
5 Octacosane 394 C28H58 000630-02-4 18
Abundance Scan 2189 (15.863 min): BM047693.D\data.ms (-2185) (- | m/z 43.10 100.00%
3.1
5000
851 1291 190.1
— —
1550 16.00
0 28l m/z 57.106  97.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59026: Tridecane
57.0
5000 = —
15.50 16.00
2710 m/z 71.10 58.60%
O \H‘\‘\\\H}HH“’\\“}\"1\9\\9“‘\(\)”\‘\‘\]-\4\‘17\(\)\‘\\?‘\8’}4.\\0\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane
57.0
= —
15.50 16.00
5000 m/z 41.10 48.45%
O b 4 290, e10 1840
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #157266: 1-lodo-2-methylnonane “ —
43.0 15.50 16.00
m/z 85.10 33.80%
5000
85.0
0 \‘ I h 1270 169.0 211.0 268.0
‘H‘HH_H‘MHWH‘wHH_‘HMHW‘HWHHM‘HMHW‘HWHH‘H e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 13
R.T. EstConc Area Relative to ISTD R.T.
16.169  15.55 ng/ul 3301150  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2241 (16.168 min): BM047693.D\data.ms (-2236) (- | m/z 57.10 100.00%
7.1

5
5000

e
99.1 Leo 16.00 16.50
b 1 134,0 2002 20622403 m/z 43.10 77.66%

0 iy
m/z--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
5000 — ——
16.00 16.50

m/z 71.10 60.54%

99.0
0 ?Q¢ ‘\“‘ “‘\ ‘!‘ \“‘\ “‘ T %4\;‘0\ \18\‘4\0‘ LENSLE
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane

57.0

1&00 léSO
5000 m/z 85.10 39.19%
99.0
oL— “ \“\ “\‘ ‘H\ ‘H\‘ H“ A \]"4‘;‘0‘ :‘1'8‘3‘0‘ S ‘2‘68‘(‘) — M\/\L
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane P P
57.0 16.00 16.50

m/z 41.10 36.34%

5000
99.0
| 1410 183.0 225.0 296.(

0¥5Q‘M \ W‘JH\\ \ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01

Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier:

1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M

Quant Title : SVOA CALIBRATION

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

L
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 38 unknown-11

Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
16.274 4.53 ng/ul 961756  Phenanthrene-d1e 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-(4-Hydroxy-6-isopropyloxy-1... 236 C13H1604 1000454-72-6 42
2 1,1'-(4-Hydroxy-6-(n-propyl)oxy-... 236 C13H1604 1000454-72-5 30
3 4-Methoxybenzyl alcohol, isoprop... 180 C11H1602 1000394-78-2 27
4 Benzofurane-3-carboxamide, 4,5,6... 179 C10H13NO2 1000277-43-3 27
5 Anthracene, 2-(1,1-dimethylethyl... 236 C18H20 062337-62-6 25

121.1

43.1

5000

91.1
149.
0,

Abundance Scan 2259 (16.274 min): BM047693.D\data.ms (-2255) (-

179.2

206.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

236.2

m/z 179.20 100.00%

P
16.00 16.50

5000

43.0
15.0 69.0 105.0 137.0

o

Abundance #118214: 1,1'-(4-Hydroxy-6-isopropyloxy-1,3-phenylene)t
179.0

| 205.0

23‘6.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #118215: 1,1'-(4-Hydroxy-6-(n-propyl)oxy-1,3-phenylene)
179.0

m/z 121.10  88.03%

T
16.00 16.50

m/z 43.10 68.55%

T
16.00 16.50

m/z 123.10  66.50%

5000
43.
3.0 221.0
s %90 1800 | | ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #54725: 4-Methoxybenzyl alcohol, isopropyl ether o —
121.0 16.00 16.50
m/z 55.10 31.63%
h va\wAJﬂxﬂWV\wavvv
180.0
43.0 7.0
i R S WEPRY 8 Y W—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.957 16.09 ng/ul 3415170  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eicosane 282 (C20H42 000112-95-8 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetradecane 198 C14H30 000629-59-4 83
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2375 (16.957 min): BM047693.D\data.ms (-2370) (- | m/z 57.10 100.00%
57.1

%

5000
h 91 1411 1810 17.00
Obprrrrtbrh bt et 2000 21902479 0 mjz 43.10 73.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
5000 T
17.00
m/z 71.10 60.95%
27 99.0
0 ‘ H\ L H‘ i \1410 183.0 268.0
\’\\\\‘HH‘HH‘\\\\‘\\\\‘HH‘\\\\’\\H‘\H\‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
—
17.00
5000 ITI/Z 85.10 39.19%
99.0
‘“Hw‘HwH‘wHH‘HH_‘H_H‘VHW‘HWH‘WHH‘HH_‘HVH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123961: Heptadecane —
57.0 17.00
m/z 41.10 33.93%
- J“NMNNb\fAAVvaﬂAAA
O %0 1410 1m0 200
e e e e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Data Path :

Data File :
: 28 Sep 2024 16:01
: RC/JU

: P3927-07

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092824\
BM047693.D

: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .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 42 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
17.010 9.35 ng/ul 1983910  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 60
3 1,2-Dicarbadodecaborane(12), 1-h... 230 C8H24B10 020740-05-0 56
4 Decane, 3-methyl- 156 C1l1H24 013151-34-3 55
5 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 53
Abundance Scan 2384 (17.010 min): BM047693.D\data.ms (-2380) ({ m/z 57.10 100.00%
57.1
w0 “WAAA\IAA»JMNFMAAA
184.1
‘ 991 1411 242.2 17.00 |
oL Al “\‘\‘HH\ \‘H\‘m\h“ ‘\\‘\‘ \““ \‘M ‘m‘\‘ gl “i L ‘L - ‘28‘2-‘: m/z 71.10 72 .66%
miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — ‘
17.00
20 m/z 43.10  59.23%
113.
27,0
0 \“‘\ ‘\‘ “‘\ ‘H‘ \H‘\ ‘M‘ \“‘ T “:\L4\2‘0‘\ \18\‘3\0“ | \25‘3\0\ T
miz--> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane
57.0
T \
17.00
5000 m/z 85.10 39.61%
27.0 99.0 169.0
ol Ll li 00 T 2s0
miz--> 50 100 150 200 250
Abundance #112018: 1,2-Dicarbadodecaborane(12), 1-hexyl- — ‘
43.0 183.0 17.00
m/z 41.10 32.81%
5000
‘ b 153.0 2970
ol | 900 123¢ - -
m/z--> 50 100 150 200 250 17.00

SFAM-EPA-BM@92724.MA.M Mon Sep 30 01:48:52 2024 Page: 43



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\

Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01

Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
17.692  12.21 ng/ul 2591930  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 2500 (17.692 min): BM047693.D\data.ms (-2496) (- | m/z 57.10 100.00%

57.1
5000

T
17.50 18.00

A h‘ 114111831225.22683 3851 ., 43,10 75.27%
miz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — S
17.50 18.00

m/z 71.10 62.59%

9.0 140.0
182.0
O\\\‘\““ h‘\“‘\“‘\‘\‘\h‘\\\“\‘\22\6\-\0‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0

——
17.50 18.00
5000 m/z 85.10  40.68%

‘ 9.0

41.0
ot50 | || 1) 11018300250 2960
m/z--> 50 100 150 200 250 300 350

Abundance #287977: Heptacosane T —7
57.0 17.50 18.00

m/z 41.10  33.39%

- xﬂAAmAAwJ\ﬂV\JMka
L

0 L1y F ‘}410183022502670 323.0 380.(
““‘, e —

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 45 n-Hexadecanoic acid Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
18.086 6.69 ng/ul 1420700  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 2567 (18.086 min): BM047693.D\data.ms (-2563) (- | m/z 43.10 100.00%
3.1
85.1 129.1
198.1 T I
I | 203
0l A L T 385 7310 91.77%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
18.00
171.0 213.0 256.0 m/z 57.10 84.03%
O LI “ ‘\“h““;‘““\w \““\ \‘\‘\“ \“1‘\\“‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
— T \
18.00
5000 m/z 60.10 79.77%
129.0
3.0 213.0
‘ 171.0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid —
73.0 18.00
m/z 55.10 70.43%
129.0 256.0
5000 213.0
24 L L
0 V7 Y I A -
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.380 10.79 ng/ul 2289780  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2617 (18.380 min): BM047693.D\data.ms (-2613) (- | m/z 57.10 100.00%
57.1
. NMJLWA
— ——
99.1 1412 18.00 18.50
ol b d iy 1412 208124412824 385 ... 4310 73.70%
m/z--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 8.0 - U
18.00 18.50
m/z 71.10 61.07%
126.0 83.0
O\\“‘ “‘ H‘ h‘ \“\h\\“\\\“\’\2?6\.(\)’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
— —
18.00 18.50
5000 m/z 85.10 41.22%
99.
ol LA L d ‘_;‘4‘1‘0‘1‘8‘33 S
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane “ —
57.0 18.00 18.50
m/z 41.10 31.47%
- w/xJ&\NV»J\RN\/»WNUX
o ‘\ L || “‘9%-0‘ 141.0 183.0 226.0
““‘ e e R o e e — ——
m/z--> 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 48 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
18.845 2.26 ng/ul 478840  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 50
2 Nonadecane 268 C19H40 000629-92-5 45
3 Tricosane 324 C23H48 000638-67-5 43
4 Hexadecane, 4-methyl- 240 C17H36 025117-26-4 41
5 Nonane, 1-iodo- 254 (C9H191 004282-42-2 38
Abundance Scan 2696 (18.845 min): BM047693.D\data.ms (-2694) (- | m/z 43.10 100.00%
43.1
85.1 — e
206.2 18.50 19.00
127.1 321.9
oLk u‘w\ 11670, |, 298928699509 47 57.10  57.05%
miz-> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 — ——
18.50 19.00
m/z 71.10 25.53%
99.0
0 Ly ‘H\ L H‘ I :\]'4\10‘ 183.0 268.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
— ——
18.50 19.00
5000 m/z 85.10 16.75%
99.0
oL 111 1610 1530 2250 2000
e e e e
miz--> 50 100 150 200 250 300
Abundance #229645: Tricosane — —
57.0 18.50 19.00
m/z 56.10 14.19%
], 410 1070 gs3p 340
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
19.015 9.79 ng/ul 2079180  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 91
3 Hexadecane 226 C16H34 000544-76-3 89
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2725 (19.015 min): BM047693.D\data.ms (-2721) (- | m/z 57.10 100.00%
57.1
20 MJM
T \
99.1 1412 2111 19.00
oL b b 4 34121760707 258.3 2063 341 ., 43.10  72.82%
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 — :
19.00
m/z 71.10 64.05%
o226 LS ame mo e
miz--> 100 150 200 250 300
Abundance #193302: Dodecane, 1-iodo-
57.0
RN \
19.00
5000 m/z 85.10 43.39%
99.0
oLy “mm\ 2980
m/iz--> 50 100 150 200 250 300
Abundance #107217: Hexadecane T ‘
57.0 19.00
m/z 41.10 30.37%
- NNNVWAAA/J\AANAMf\NA
o L‘ L 299 1410 183.0 2260
s L R P
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.121  17.18 ng/ul 2095270  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 92
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
Abundance Scan 2913 (20.121 min): BM047693.D\data.ms (-2908) (- | m/z 57.10 100.00%
57.1
2000 WM
—— —
99.2 141 5 20.00 20.50
ol bbb 141218322102 2631 3238 ... 4310  68.33%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 —r— —
20.00 20.50
99.0 m/z 71.10 60.40%
oLl LL L 1401020 220
miz--> 50 100 150 200 250 300 350
Abundance #193302: Dodecane, 1-iodo-
57.0
—— —
20.00 20.50
5000 m/z 85.10 39.78%
99.0
oLldly 0 w0 o
m/z--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl- T —
57.0 20.00 20.50
m/z 41.10 29.44%
o V\/WV\,JLV/\A/
99.0 154.0
ol Ll I asr0 23002810 S
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 27
R.T. EstConc Area Relative to ISTD R.T.
20.615 9.02 ng/ul 11003760  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Eicosane 282 C20H42 000112-95-8 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 87

Abundance Scan 2997 (20.615 min): BM047693.D\data.ms (-2993) (- | m/z 57.10 100.00%
57.1

E

5000
‘ ‘ % 692 20.50 21.00
b AL, 169221612631 3352 415 .. 4319 67.23%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000

T —
20.50 21.00
m/z 71.10 64.04%

| ]11”‘ ° 169.0 225.0 281.0 337.0 394.0

0 ‘ L

m/z--> 0 0 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0
—— —
20.50 21.00
5000 ITI/Z 85.10 44 .43%
20 || 70 3680 2250 260
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane T ——
57.0 20.50 21.00
m/z 41.10 26.05%
- t“wJ\\/vuAAvW/xwuvk#ﬁ
‘ 13.0 4690 268.0
0 \wuuwzm R
m/z--> 0 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 52 Oxalic acid, 2-ethylhexyl t... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.098 19.33 ng/ul 2358020  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 87
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
3 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 86
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 81
5 Oxalic acid, dodecyl 2-ethylhexy... 370 C22H4204 1000309-39-5 74

Abundance Scan 3079 (21.098 min): BM047693.D\data.ms (-3075) (- | m/z 57.10 100.00%
7.1

5
5000

112.1

i
2100 2150
2393
0.”r1\“.1692\32143753475- m/z 43.10 67.71%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #301083: Oxalic acid, 2-ethylhexyl tetradecyl ester
57.0

5000 e :
21.00 21.50
112.0 m/z 71.10 66.34%
241.0
0 \J‘\‘rh‘\I‘\\““IHL‘W‘}\\1%?\8.\0\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl-
57.0
e o
21.00 21.50
5000 ITI/Z 85.10 35.23%
13.0 239.0
ol LI 1890 PP s0a0 3520
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #251110: Oxalic acid, decyl 2-ethylhexyl ester P —
57.0 21.00 21.50

m/z 55.10  32.04%

5000
112.0
} 185.0
|‘ M .

L |

ol b b 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_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 53 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
21.609 7.89 ng/ul 962899  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetradecane, 4-ethyl- 226 Cl16H34 055045-14-2 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3166 (21.609 min): BM047693.D\data.ms (-3163) (- | m/z 57.10 100.00%
57.1
5000 LWL
—— —
‘ ‘ |, o7 1 s1s 21.50 22.00
N lmp‘ i }6‘1‘9‘ - 283:1332.3351.3429. m/z 43.10  69.20%
miz--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
5000 —r— ——
21.50 22.00
m/z 71.10 67.65%
“ || \ 169.0 2950 282.0
O “l “‘\“\‘\“\“\T“‘\“\\‘\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
—— —
21.50 22.00
5000 m/z 85.10 47 .88%
I 169.0 240.0
ol Hﬂu‘MWH_ww_ww_m
m/z--> 50 100 150 200 250 300 350 400
Abundance #275539: Hexacosane T ——
57.0 21.50 22.00
m/z 41.10 24.14%
o W
‘H‘ 139 1600 2250 2g10 3000
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 54 unknown-12 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.180  20.25 ng/ul 2470470  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 49
2 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 49
3 2-Undecene, 4,5-dimethyl-, [R*,S... 182 C13H26 055170-93-9 46
4 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 43
5 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 43

Abundance Scan 3263 (22.180 min): BM047693.D\data.ms (-3258) (- | m/z 57.10 100.00%

57.1 171.1
5000

112.2 — —
‘H ‘ 22.00 22.50
0k bt u“u“\ Ly oA 2211 2831 3572 431 ./, 171.10  89.80%
miz--> 50 100 150 200 250 300 350 400
Abundance  #251419: Carbonic acid, dodecyl 2-ethylhexyl ester
57.0
112.0
5000 e ——
22.00 22.50

m/z 71.10 65.30%

‘ ‘ } ‘ 168.0

\\“‘\‘\“\“\‘\“\‘“‘\‘\J\1‘\“\\\‘\2\3\1\.0‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #251110: Oxalic acid, decyl 2-ethylhexyl ester
57.0

T —
22.00 22.50

5000 m/z 43.10 58.73%

112.0
‘ ‘ 185.0
m/z--> 50 100 150 200 250 300 350 400

Abundance #56985: 2-Undecene, 4,5-dimethyl-, [R*,S*-(Z)]- T U
57.0 22.00 22.50

m/z 55.10 42.69%

o

5000

112.0

oLl as20 -~

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

-
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
BMO47693.D

: 28 Sep 2024 16:01

: RC/JU

. P3927-07

: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .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 55 (DEL) Alkane: Straight-Chai... Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
22.833 5.97 ng/ul 728394  Chrysene-di2 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Tetracosane 338 C24H50 000646-31-1 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3374 (22.833 min): BM047693.D\data.ms (-3370) (- | m/z 57.10 100.00%
57.1
‘ 22.50 23.00
185 1 - -
ok w“ L] J‘u | m‘nh e 1 239:2 29138401 4162 py 71,10 66.87%
miz--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
5000 — ——
22.50 23.00
m/z 43.10 65.43%
13.
O \“‘\ ‘\“ hh \h‘\}“ \d\“\ “ “\ ‘\ ‘\0 ‘2\2\5\ c\)‘ T T ‘ \:\3\3§.‘()\ L ‘ T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
— ——
22.50 23.00
5000 m/z 85.10 45.07%
0 \h\ \‘\ \J \‘ \\ 1\6\9 9 ! 2250 281.0 338 0
\\\‘\\\\‘\\\ ‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl- — —
57.0 22.50 23.00
m/z 41.10 22.78%
- WJ\W/\‘W
o L LLmeo™ 20 20 B
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 53
R.T. EstConc Area Relative to ISTD R.T.
23.586 2.55 ng/ul 503746  Perylene-d12 24.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 3502 (23.586 min): BM047693.D\data.ms (-3498) (- | m/z 57.10 100.00%
57.1
5000 “M»WWf\AJJ\WNM/\w«WN
T \
[| 127 19!9.2 283.1349.3417.0 2350
O a o e e A RRARARRESS L m/z 71.10 65.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 — :
23.50
m/z 43.10 60.42%
o ‘ ‘ J 127.0197.0267.0337.0  463.0 5610
‘HH‘\H\‘H\\’H\\‘TH\‘HW\‘1\HT\H!‘\H\W\HT‘\THW\HT‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
T \
23.50
5000 m/z 85.10 38.43%
oL Lt 019702670 3800
e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246491: Tricosane, 2-methyl- T
43.0 23.50
m/z 41.10  28.27%
- W"\’\W\//\/W
] L 3.0183.0 295.0
0l ‘\Ju\j‘LM\‘,‘m\\‘\\u‘\\\\H\\H\‘\\\\‘\m‘\m‘\m‘\m‘uu ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92824\
Data File : BM@47693.D

Acqg On : 28 Sep 2024 16:01
Operator : RC/JU

Sample : P3927-07

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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|
Benzene, propyl- ng/ul 587836 .816 1447680 20.
Benzene, 1l-ethy... ng/ul 705905 .816 1447680 20.
Mesitylene ng/ul 584408 .816 1447680 20.
Benzene, 1,2,3-... ng/ul 556942 .816 1447680 20.
Benzene, 1,2,4-... ng/ul 1942660 816 1447680 20.
1-Hexanol, 2-et... ng/ul 978171 .816 1447680 20.
unknown-01 ng/ul 669428 1447680 20.
unknown-02 ng/ul 652281 .816 1447680 20.
Benzene, 1-meth... ng/ul 857582 816 1447680 20.
Benzene, 2-ethy... ng/ul 535113 .816 1447680 20.
(DEL) Alkane: S... ng/ul 626028 .816 1447680 20.
p-Cymene ng/ul 726441 .816 1447680 20.
(DEL) Alkane: S... ng/ul 1721050 .816 1447680 20.
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unknown-03 9.169 2 ng/ul 666799 1 7.816 1447680 20.
unknown-04 11.122 .5 ng/ul 5674670 2 10.610 13326900 20.0
(DEL) Alkane: S... 12.039 .5 ng/ul 1649770 2 10.610 13326900 20.0
(DEL) Alkane: C... 12.698 @ ng/ul 1066550 3 14.445 2374390 20.0
unknown-05 12.798 9 ng/ul 702152 3 14.445 2374390 20.0
(DEL) Alkane: S... 13.286 17.4 ng/ul 2062280 3 14.445 2374390 20.0
unknown-06 13.504 16.0 ng/ul 1902730 3 14.445 2374390 20.0
Naphthalene, 1,... 13.633 14.4 ng/ul 1708540 3 14.445 2374390 20.0
Naphthalene, 2,... 13.769 5.6 ng/ul 659535 3 14.445 2374390 20.0
Hexadecyl octyl... 13.945 6.3 ng/ul 752765 3 14.445 2374390 20.0
Isooctyl mercap... 14.363 113.3 ng/ul 13451100 3 14.445 2374390 20.0
unknown-07 14.533 6.8 ng/ul 808441 3 14.445 2374390 20.0
unknown-08 14.710 5.0 ng/ul 587750 3 14.445 2374390 20.0
(DEL) Alkane: S... 14.769 6.3 ng/ul 749465 3 14.445 2374390 20.0
unknown-09 14.851 4.1 ng/ul 488734 3 14.445 2374390 20.0
Naphthalene, 2,... 14.922 5.2 ng/ul 610857 3 14.445 2374390 20.0
Phenol, 2,3,5,6... 14.986 21.7 ng/ul 2577350 3 14.445 2374390 20.0
unknown-10 15.180 11.2 ng/ul 1328740 3 14.445 2374390 20.0
(DEL) Alkane: S... 15.310 34.4 ng/ul 4083520 3 14.445 2374390 20.0
(DEL) Alkane: S... 15.716 17.8 ng/ul 2114540 3 14.445 2374390 20.0
Benzophenone 15.804 14.0 ng/ul 1659140 3 14.445 2374390 20.0
(DEL) Alkane: S... 15.863 2.6 ng/ul 553674 4 17.192 4245430 20.0
(DEL) Alkane: S... 16.169 15.6 ng/ul 3301150 4 17.192 4245430 20.0
unknown-11 16.274 4.5 ng/ul 961756 4 17.192 4245430 20.0
(DEL) Alkane: S... 16.957 16.1 ng/ul 3415170 4 17.192 4245430 20.0
(DEL) Alkane: S... 17.010 9.3 ng/ul 1983910 4 17.192 4245430 20.0
(DEL) Alkane: S... 17.692 12.2 ng/ul 2591930 4 17.192 4245430 20.0
n-Hexadecanoic ... 18.086 6.7 ng/ul 1420700 4 17.192 4245430 20.0
(DEL) Alkane: S 18.380 10.8 ng/ul 2289780 4 17.192 4245430 20.0
(DEL) Alkane: S... 18.845 2.3 ng/ul 478840 4 17.192 4245430 20.0
(DEL) Alkane: S... 19.015 9.8 ng/ul 2079180 4 17.192 4245430 20.0
(DEL) Alkane: S 20.121 17.2 ng/ul 2095270 5 21.409 2439420 20.0
(DEL) Alkane: S... 20.615 9.0 ng/ul 1100370 5 21.409 2439420 20.0
Oxalic acid, 2-... 21.098 19.3 ng/ul 2358020 5 21.409 2439420 20.0
(DEL) Alkane: S... 21.609 7.9 ng/ul 962899 5 21.409 2439420 20.0
unknown-12 22.180 20.3 ng/ul 2470470 5 21.409 2439420 20.0
(DEL) Alkane: S... 22.833 6.0 ng/ul 728394 5 21.409 2439420 20.0
(DEL) Alkane: S... 23.586 2.5 ng/ul 503746 6 24.415 3947850 20.0
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