LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@33894.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.111 17 21 29 rVB 47616 64465 1.33% 0.099%
2 3.352 53 62 72 rVB 61191 114392 2.36% 0.175%
3 3.499 83 87 100 rBvV 170765 279397 5.76% 0.427%
4 3.805 134 139 145 rVB 47005 71318 1.47% 0.109%
5 5.064 348 353 358 rBV 32088 43751 0.90% 0.067%
6 5.193 368 375 382 rBV 595278 839530 17.31%  1.284%
7 6.016 508 515 522 rBV 215295 308233 6.36% 0.471%
8 6.493 590 596 603 rBV 201126 285701 5.89% 0.437%
9 6.687 619 629 634 rvv 180970 282379 5.82% 0.432%
10 6.840 649 655 662 rBV 634843 966054 19.92%  1.477%
11 7.034 681 688 697 rBV 696400 1074510 22.16% 1.643%
12 7.146 701 707 715 rVB 698663 1055242 21.76% 1.614%
13 7.399 747 750 755 rVB 36985 52697 1.09% 0.081%
14 7.493 758 766 772 rBV 659135 996402 20.55% 1.524%
15 7.605 777 785 794 rVB 271506 417559 8.61% 0.638%
16 7.799 811 818 822 rWv2 28116 50529 1.04% 0.077%
17 7.858 822 828 837 rVB 339865 512818 10.58% 0.784%
18 7.981 843 849 856 rBV 189468 274759 5.67% 0.420%
19 8.134 868 875 879 rBvV 185848 296407 6.11% 0.453%
20 8.199 879 886 897 rVB 513149 899213 18.54% 1.375%
21 8.440 920 927 931 rBV 290363 447006  9.22% 0.684%
22 8.487 931 935 942 rVB 269022 397045 8.19% 0.607%
23 8.587 942 952 956 rBV 959703 1466679 30.25% 2.243%
24 8.634 956 960 963 rBV 646642 985313 20.32% 1.507%
25 8.822 985 992 1001 rVB3 70659 123193 2.54% 0.188%
26 8.916 1001 1008 1014 rBV3 130081 251029 5.18% 0.384%
27 8.981 1014 1019 1025 rVB3 17373 40295 0.83% 0.062%
28 9.063 1025 1033 1034 rBV3 33555 52436 1.08% ©0.080%
29 9.105 1034 1040 1045 rVV 729076 1098161 22.65% 1.679%
30 9.163 1045 1050 1056 rVV 841803 1256113 25.91% 1.921%
31 9.346 1074 1081 1090 rBV2 663008 1124446 23.19% 1.719%
32 9.463 1096 1101 1105 rBV2 86012 159817 3.30% 0.244%
33 9.516 1105 1110 1114 rWV 234550 387372 7.99% 0.592%
34 9.552 1114 1116 1121 rVB2 39717 49022 1.01% ©.075%
35 9.663 1126 1135 1143 rBV3 1323504 2443042 50.38% 3.736%

36 9.740 1143 1148 1158 rVVv2 74049 132334 2.73%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION
37 9.828 1158 1163 1166 rvv2 34872 57561 1.19% ©0.088%
38 9.881 1166 1172 1181 rVB2 1044420 1791886 36.95% 2.740%
39 9.969 1181 1187 1195 rVB 64387 115246 2.38% 0.176%
40 10.252 1225 1235 1239 rVV 885988 1507125 31.08% 2.305%
41 10.304 1239 1244 1252 rVV 1880353 3101717 63.97% 4.743%
42 10.393 1252 1259 1267 rVV 625575 1071730 22.10% 1.639%
43 10.481 1270 1274 1283 rVB 42699 72905 1.50% 0.111%
44 10.740 1314 1318 1325 rVB 27856 47513 0.98% 0.073%
45 10.822 1325 1332 1338 rBV7 26805 65180 1.34% 0.100%
46 11.499 1443 1447 1453 rVB 27081 48298 1.00% 0.074%
47 11.587 1453 1462 1467 rBV6 15435 37309 0.77% 0.057%
48 11.646 1467 1472 1480 rVB2 39261 71912 1.48% 0.110%
49 11.822 1495 15602 1511 rBvV3 51652 131821 2.72% 0.202%
50 11.922 1515 1519 1526 rVB 52904 86576 1.79% 0.132%
51 11.993 1526 1531 1536 rBV 96948 150797 3.11% 0.231%
52 12.151 1551 1558 1564 rBV2 270276 454388 9.37% 0.695%
53 12.251 1569 1575 1583 rVB2 87876 172947 3.57% 0.264%
54 12.469 1606 1612 1619 rBV3 53303 100264 2.07% 0.153%
55 12.575 1625 1630 1638 rBV 123027 216066 4.46%  0.330%
56 12.646 1638 1642 1648 rVB6 21469 42782 0.88% 0.065%
57 12.704 1648 1652 1657 rVB 38997 58229 1.20% ©.089%
58 12.928 1685 1690 1697 rBV 61376 95402 1.97% 0.146%
59 13.093 1714 1718 1723 rVB2 54649 75651 1.56% 0.116%
60 13.151 1723 1728 1733 rBV 93737 143853 2.97% 0.220%
61 13.263 1742 1747 1750 rBV2 67994 107021 2.21% 0.164%
62 13.298 1750 1753 1758 rVB 83794 122236 2.52% 0.187%
63 13.375 1758 1766 1770 rBV 400395 651913 13.44% 0.997%
64 13.416 1770 1773 1775 rVWV 64614 100830 2.08% 0.154%
65 13.445 1775 1778 1784 rVB2 110466 164414 3.39% 0.251%
66 13.557 1791 1797 1805 rBV 1679506 2263632 46.68% 3.461%
67 13.640 1806 1811 1815 rBV 48158 74178 1.53% 0.113%
68 13.740 1822 1828 1830 rBV 46094 75077 1.55% 0.115%
69 13.787 1830 1836 1838 rVV 514272 800295 16.50% 1.224%
70 13.822 1838 1842 1849 rVB 1834945 2768448 57.09% 4.233%
71 13.910 1854 1857 1862 rVV5 25428 44188 ©0.91% ©0.068%
72 13.969 1862 1867 1877 rVB2 215437 401169 8.27% 0.613%
73 14.134 1887 1895 1902 rBV 1243404 1854198 38.24% 2.835%
74 14.251 1908 1915 1917 rBV3 48451 92291 1.90% 0.141%
75 14.322 1921 1927 1930 rVV 280146 513548 10.59% 0.785%

76 14.357 1930 1933 1942 rVB2 211168 376970 7.77%  0.576%

SFAM-EPA-BN091124.MA.M Mon Sep 16 01:57:31 2024 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION
77 14.487 1949 1955 1962 rBV7 41110 109144  2.25% 0.167%
78 14.551 1962 1966 1969 rBV 49176 68305 1.41% 0.104%
79 14.640 1974 1981 1996 rVB 202155 427701 8.82% 0.654%
80 14.845 2012 2016 2020 rVB 52725 67531 1.39% 0.103%
81 14.975 2034 2038 2042 rBV5 31705 43810 0.90% 0.067%
82 15.022 2042 2046 2057 rVB5 42119 100065 2.06% 0.153%
83 15.140 2059 2066 2072 rBV 2344219 3253783 67.10% 4.975%
84 15.263 2081 2087 2094 rBV 852461 1161849 23.96% 1.777%
85 15.469 2119 2122 2126 rBV 23891 35147 0.72% 0.054%
86 15.539 2131 2134 2139 rVB2 46612 62387 1.29% 0.095%
87 15.710 2158 2163 2176 rVB 213480 336030 6.93% 0.514%
88 16.486 2291 2295 2298 rBV3 20687 33699 0.69% 0.052%
89 16.886 2357 2363 2370 rBV 1448943 2056086 42.40% 3.144%
990 16.986 2374 2380 2390 rBV 2631281 3632661 74.92% 5.555%
91 17.698 2497 2501 2507 rBV 30649 54429 1.12% ©0.083%
92 17.816 2517 2521 2530 rBV 108430 170062 3.51% 0.260%
93 18.857 2694 2698 2704 rVB3 39670 61889 1.28% ©0.095%
94 18.928 2707 2710 2714 rVB 42324 53029 1.09% ©0.081%
95 19.116 2738 2742 2752 rBV 68800 113510 2.34% 0.174%
96 19.298 2767 2773 2780 rVB 3237090 4249746 87.64% 6.498%
97 19.363 2782 2784 2793 rVB 32252 45545 0.94% 0.070%
98 21.127 3079 3084 3090 rBV 1759744 2368647 48.85% 3.622%
99 23.716 3516 3524 3538 rVB 2187382 4848872 100.00% 7.414%
100 23.904 3548 3556 3565 rBV 1143814 2619022 54.01% 4.005%

Sum of corrected areas: 65399174
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN033894.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 (DEL) Alkane: Cyclic3.352 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
3.352 2.30 ng/ul 114392 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 94
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 94
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 94
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 94
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 58
Abundance  Scan 62 (3.352 min): BN033894.D\data.ms (-53) (-) m/z 83.10 100.00%

55.1 831
5000
R e
H 11 176.8 208.1 320 3.40 360
u‘\‘www_“‘5,9‘”,‘”‘,w,w,w m/z 55.10  82.39%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3748: Cyclohexane, methyl-
83.0
5.0
5000 LN L L L L B O
3.20 3.40 3.60
m/z 41.10 49.32%
\“\H\\‘1\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3753: Cyclohexane, methyl-

s50 530
G
3.20 3.40 3.60
5000 m/z 98.10 38.10%
27.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3754: Cyclohexane, methyl- R REmaEEE
550 830 3.20 3.40 3.60

m/z 56.00  30.24%

5000

ol
A \‘

m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 o0-Xylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.193 16.85 ng/ul 839530 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 p-Xylene 106 C8H10 000106-42-3 97
Abundance Scan 375 (5.193 min): BN033894.D\data.ms (-368) (-) m/z 91.00 100.00%
91.0
5000
A
51.0 ‘ 4.80 5.00 5.20 5.40 5.60
e 18291909 106 10 45.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5719: o-Xylene
91.0
5000 B R R RN
4.80 5.00 5.20 5.40 5.60
m/z 105.00  21.59%
51.0
\\\‘2\7‘\-\0\“\\“}‘\“‘\‘\\\‘H‘\\‘J\““\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5721: p-Xylene
91.0
e e
4.80 5.00 5.20 5.40 5.60
5000 m/z 76.95 12.83%
270 10 |
H“ﬂ‘JMHMWU‘HW‘J‘ﬂh‘w“u“u“u“_“w“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5749: Benzene, 1,3-dimethyl- BERRRREREEEEEEE SR
91.0 4.80 5.00 5.20 5.40 5.60
m/z 50.95 9.77%
5000
39.0 65.0
‘H_m‘_m‘iu“hhMmm‘mwwH_wam O R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Benzene, (1-methylethyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.016 6.19 ng/ul 308233  1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
Abundance Scan 515 (6.016 min): BN033894.D\data.ms (-508) (-) m/z 105.10 100.00%
105.1
5000
770 [T T[T T T[T [T [rT
51.0 H 5.60 5.80 6.00 6.20 6.40
0 bbbl 2070 s 106,10 24.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10714: Benzene, (1-methylethyl)-
105.0
5000 I L L B R
5.60 5.80 6.00 6.20 6.40
770 m/z 76.95 17.70%
\\\‘2\7‘\.\0\“‘\5\1“-}:\0“\\\\M"\\‘\\‘M\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10713: Benzene, (1-methylethyl)-
105.0
T e
5.60 5.80 6.00 6.20 6.40
5000 m/z 79.00  15.23%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10706: Benzene, (1-methylethyl)- “‘H““‘_““‘H‘,wA
105.0 5.60 5.80 6.00 6.20 6.40
m/z 103.00 10.91%
5000
510 /7.0
Y N SN I UOUSURSSUUONY B DS | S
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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, propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.493 5.73 ng/ul 285701 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 87
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
Abundance Scan 596 (6.493 min): BN033894.D\data.ms (-590) (-) m/z 90.95 100.00%
91.0
5000
120.1 SRS G —
390 _ 6.20 6.40 6.60 6.80
e 2208 2811 . 15910 22.96%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 \\\‘\\\\‘\\\\‘\\{\\’\\\\
6.20 6.40 6.60 6.80
120.0 m/z 65.00 11.78%
39.0
\H‘\‘\\\“\H\"\\H“\\H‘\‘\H‘HH‘HH‘HH’HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10700: Benzene, propyl-
91.0 A
AR
6.20 6.40 6.60 6.80
5000 m/z 92.00 10.21%
120.0
39.0 | ‘
O O T N A
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl- R Rma
91.0 6.20 6.40 6.60 6.80
m/z 78.00 6.24%
5000
120.0
i
I T N | I
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Mesitylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.146  21.18 ng/ul 1055240 1,4-Dichlorobenzene-d4 7.493

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 97
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Mesitylene 120 CS9H12 000108-67-8 93
Abundance Scan 707 (7.146 min): BN033894.D\data.ms (-701) (-) m/z 104.95 100.00%
105.0
5000 j\
R A RARECEREE
390 77.0 6.80 7.00 7.20 7.40

m"m\uuhuwm‘“_“‘w‘:“““‘,“1‘3?«?””‘Hu‘l‘?"la?w m/z 120.10  40.37%

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

Abundance #10692: Mesitylene

105.0
6.80 7.00 7.20 7.40
m/z 77.00 12.76%
51.0 77.0
\\\‘2\7\.(\)\“\\“P\h“\‘\\\““\\‘\\‘M\ \‘\“"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
R L e R
6.80 7.00 7.20 7.40
5000 m/z 119.05 11.21%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl- e e
105.0 6.80 7.00 7.20 7.40
m/z 91.00 10.79%
5000
. 77.0
%‘5"‘0“1”““H‘;u““‘mm““‘“U‘“N‘,MH“mwm‘uwm‘ e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:57:37 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.605 8.38 ng/ul 417559  1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Mesitylene 120 CS9H12 000108-67-8 94
Abundance Scan 785 (7.605 min): BN033894.D\data.ms (-777) (-) m/z 105.00 100.00%
105.0
5000
o 770 7.20 7.40 7.60 7.80 8.00
Ot k2088 120,10 39.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 | B AL B R

7.20 7.40 7.60 7.80 8.00
m/z 77.00 12.30%

39.0 77.0
\]_\5\?\‘}\\“‘\\“\\"\‘\\\M‘\\‘\\‘U\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0

720740760780800

77.0
51.0
2T OIS TR Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.20 7.40 7.60 7.80 8.00

m/z 119.10 9.51%

5000 /\
77.0
150\3%0\ WLl ‘ A\ AA

m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:57:38 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.858 10.29 ng/ul 512818 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Deltacyclene 118 C9H10 007785-10-6 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Indane 118 C9H1e 000496-11-7 64
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58
Abundance Scan 828 (7.858 min): BN033894.D\data.ms (-822) (-) m/z 117.00 100.00%
11y.0
5000
91.0 I REEENEERE A L
39.0 63.0 .00 ‘ 7.60 7.80 8.00 8.20
et b e e m/z 118,10 53.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
117.0
5000 L L I L LA BN B U
7.60 7.80 8.00 8.20
m/z 114.95 32.81%
91.0
39‘.0 63‘.0 77.0 |
- . ST N I | 1 I
H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10184: Deltacyclene
117.0
7.60 7.80 8.00 8.20
5000 m/z 91.05 16.71%
39.0 91.0
65.0 ‘
‘w‘ku‘wum}HHWuAMW‘_HW‘HMM‘WNH‘HMm‘H_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10197: Benzene, cyclopropyl-
117.0 7.60 7.80 8.00 8.20
m/z 63.00 9.36%
5000 91.0
51.0
65.0
‘wHH_2‘7{‘0"m‘_‘HH:"1‘EHH_MH_‘H‘;:W:‘m_mwwm A/\ﬂ/\,/\“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:57:39 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Benzene, 1,3-diethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.981 5.52 ng/ul 274759 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95

4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94

Abundance Scan 849 (7.981 min): BN033894.D\data.ms (-843) (-) m/z 119.10 100.00%

119.1
5000
91.1

510 ||| 7.60 7.80 8.00 8.20 8.40
bbbl e LW 1909 ) 105,10 98.61%

| |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000

7.60 7.80 8.00 8.20 8.40

91.0 m/z 134.05 45.06%
39.0 50‘ ‘
\\\‘\‘\‘\\"‘\\‘w\‘\\\\H‘\\\\“H\\Ul\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
R
7.60 7.80 8.00 8.20 8.40
5000 ITI/Z 91.10 29.97%
91.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 kﬁ/\ /L
Abundance #17031: Benzene, 1,4-diethyl- e
119.0 7.60 7.80 8.00 8.20 8.40
m/z 77.00 18.02%
5000
91.0
880 Ll
N | |
‘,““““ R RRREE e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:57:40 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 p-Mentha-1,5,8-triene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.134 5.95 ng/ul 296407 1,4-Dichlorobenzene-d4 7.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Mentha-1,5,8-triene 134 C10H14 021195-59-5 62
2 Bicyclo[3.2.1]oct-2-ene, 3-methy... 134 C1leH14 049826-53-1 58
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 49
4 Benzene, n-butyl- 134 C1eH14 000104-51-8 49
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 49
Abundance Scan 875 (8.134 min): BN033894.D\data.ms (-868) (-) m/z 91.00 100.00%
91.0
o EAEEEEER RS
39.0 65‘-0 7.80 8.00 8.20 8.40
\H‘\H\“‘\\“1‘\“‘iH\‘H‘H"\‘h\‘\\‘MH\‘\‘\\\\‘\\\\‘\\\\2‘0\\6.\9\ m/Z 92.00 43.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17025: p-Mentha-1,5,8-triene
91.0 134.0
7.80 8.00 8.20 8.40
41.0 65.0 ‘ m/z 118.95 42.43%
\H‘\‘H\U‘\ \“H‘\““}‘H\\\M‘\\‘!‘\‘M\ \M‘}\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17129: Bicyclo[3.2.1]oct-2-ene, 3-methyl-4-methylene-
91.0
7.80 8.00 8.20 8.40
5000 m/z 134.05 39.58%
39.0 119.0
65.0 ‘
NN 0
m/z--> 20 40 60 80 100 120 140 160 180 200 /\/\
Abundance #17041: Benzene, (2-methylpropyl)- R mamaREEESELL
91.0 7.80 8.00 8.20 8.40
m/z 105.10 37.65%
5000
65.0 134.0
39.0 ‘ j\A
15.0 L (IR TN !
T B A e

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:57:41 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.440 8.97 ng/ul 447006  1,4-Dichlorobenzene-d4 7.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
Abundance Scan 927 (8.440 min): BN033894.D\data.ms (-920) (-) m/z 119.05 100.00%
119.1
5000 T
91.0
39.0 65.0 Ly so6 8.20 8.40 8.60 8.80
O e et W e g m/z 134.05 30.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.20 8.40 8.60 8.80
91.0 m/z 91.00 18.59%
120 L8 L
TN M ([ i
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
8.20 8.40 8.60 8.80
5000 m/z 105.00 13.91%
91.0
aome 1)
L Leu o m m m | L
I R RAREEEESE T
m/z--> 20 40 60 80 100 120 140 160 180 200 /\/\ /\/\ /\
Abundance #16998: 0-Cymene S R
119.0 8.20 8.40 8.60 8.80
m/z 117.00 10.04%
5000
91.0
41.0 65.0
15.0 1 | | ‘ 1 \H

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:57:42 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91324\
Data File : BN@33894.D

Acqg On : 13 Sep 2024 12:19

Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: SVOA CALIBRATION

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

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

Peak Number 11 o-Cymene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
'5.487  7.97 ng/ul 397045  1,4-Dichlorobenzene-d4  7.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-cymene 134 clemia 000527-84-4 97

2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 935 (8.487 min): BN033894.D\data.ms (-931) (-)

m/z 119.10 100.00%

119.1
5000
91.0
39.0 65.0 ‘ 8.20 8.40 8.60 8.80
Ol et b 2070 sz 134,05 26.07%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene
119.0
5000
8.20 8.40 8.60 8.80
91.0 m/z 91.0  16.62%
41.0 65.0
\‘\:\L\E—)\.‘O\‘\\\“‘\\‘\ \H"\‘\\\“‘\\L‘\‘W‘\\‘\w\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
8.20 8.40 8.60 8.80
5000 ITI/Z 120.05 10.41%
91.0
BEL T e I I S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- \ H“‘H“‘H“‘H“‘A‘
119.0 8.20 8.40 8.60 8.80
m/z 77.00 8.88%
5000
91.0 ‘
41.0 65.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:57:43 2024

Page:
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
BN©33894.D

: 13 Sep 2024 12:19

JU/RC

: P3922-17

: 7 Sample Multiplier: 1

: SVOA CALIBRATION

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M

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 Ethanone, 1-(2,5-dimethylph... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
8.822 2.47 ng/ul 123193 1,4-Dichlorobenzene-d4 7.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2,5-dimethylphenyl)- 148 C10@H120 002142-73-6 86
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 80
3 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
4 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H1l6 004920-99-4 64
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 56
Abundance Scan 992 (8.822 min): BN033894.D\data.ms (-985) (-) m/z 133.05 100.00%
105.1 13B8.1
5000
77.0
51.0 8.40 8.60 8.80 9.00 9.20
208.2 -
bl m/z 105.10  98.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26278: Ethanone, 1-(2,5-dimethylphenyl)-
105.0 133.0
5000
8.40 8.60 8.80 9.00 9.20
430 70 0
m/z 131.05 63.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25005: Benzene, (2-methyl-1-butenyl)-
131.0 A
91.0 N AL A
8.40 8.60 8.80 9.00 9.20
5000 m/z 91.00 54.11%
39.0
63.0
‘ ‘Mm m”\wMww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
1338.0 8.40 8.60 8.80 9.00 9.20
m/z 148.05 40.63%
5000
105.0
770 ‘ /\ (\/\
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:57:44 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: SVOA CALIBRATION

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 Benzene, 4-ethyl-1,2-dimethyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8916  3.33 ng/ul 251029 Naphthalene-ds 10.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHid 000934-86-5 93

2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 92
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 92
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 92
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 91

Abundance Scan 1008 (8.916 min): BN033894.D\data.ms (-1001) (-)

m/z 119.00 100.00%

119.0
5000
o 70 ‘ ‘ 8.60 8.80 9.00 9.20
S b 2078 281013 65 51.41%
miz--> 50 100 150 200 250
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20
770 m/z 90.95 29.35%
s T
e i“\“‘\ — “h“\m T B B e B I s
miz--> 50 100 150 200 250
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 134.05  28.00%
77.0
9.0 ‘ ‘
m/z--> 50 100 150 200 250
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 115.00 16.70%
5000
77.0
39.0 ‘
e WH‘NLLH )
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:57:44 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.105 14.57 ng/ul 1098160  Naphthalene-d8 10.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94

Abundance Scan 1040 (9.105 min): BN033894.D\data.ms (-1034) (-) m/z 119.05 100.00%

119.1
5000
390 77.0 8.80 9.00 9.20 9.40
e b f b 2080 2810 n0 934,00 41.43%
m/z--> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
8.80 9.00 9.20 9.40
m/z 91.00 16.79%
39.0 77.0
L ‘\‘ i“\h“\“‘\ r ‘M\M! \“\ L L B B B By B B B
m/z--> 50 100 150 200 250
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
8.80 9.00 9.20 9.40
5000 m/z 120.05 9.75%
39.0 77.0
Ny U ‘M ‘\\“ L\‘ “ ‘M‘H‘! “\‘ — — —
m/z--> 50 100 150 200 250
Abundance #17060: Benzene, 1,2,3,5-tetramethyl- \/\“HA“H“,H‘AM“‘
119.0 8.80 9.00 9.20 9.40
m/z 117.05 8.61%
5000
B0 70 |
PN | I L i
e il T T S e
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.163 16.67 ng/ul 1256110 Naphthalene-d8 10.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 1050 (9.163 min): BN033894.D\data.ms (-1045) (-) m/z 119.05 100.00%
119.1

0
5000
91.0
300 65.0 8.80 9.00 9.20 9.40
vt e b e e 2082 m/z 134,05 40.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\\‘\\\\‘\\\\‘\\\\’\\\\‘\
8.80 9.00 9.20 9.40
m/z 91.00 17.18%
39.0 650 91.0
;\5\.9\‘\\\“‘.\ \‘\‘\“\“'\\\“‘\\‘\\‘m\ \w‘l\u“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
8.80 9.00 9.20 9.40
5000 ITI/Z 120.05 9.60%
290 91.0
-~ 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- K“‘A“H“‘H‘AW“W‘
119.0 8.80 9.00 9.20 9.40
m/z 77.00 8.22%
5000
41.0 910
150 o e e LA UL A
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_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 Benzene, (2-methyl-1-butenyl)- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
9.463 2.12 ng/ul 159817 Naphthalene-d8 10.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 95
2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 87
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 87
4 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 70
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 55

Abundance Scan 1101 (9.463 min): BN033894.D\data.ms (-1096) (-) m/z 131.00 100.00%
131.0

5000 /\/\\
91.1
H | H 190.9 .y 9.20 9.40 9.60 9.80
‘,‘m\m‘mhmmMmHH“M‘UMWWH_HJ_MHwawr m/z 133.05  78.86%
miz--> 20 40 60 80 100120140160 180200220 240260280
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0

9.20 9.40 9.60 9.80
m/z 91.10 33.50%

530 m
T T A \\‘H [l

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-

131.0
9.20 9.40 9.60 9.80
5000 ITI/Z 115.00 29.91%
91.0
39.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 M
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- B ARERRARRE LS
131.0 9.20 9.40 9.60 9.80
m/z 146.05 26.04%
5000 91.0
39.0
| )L,
m/z--> 20 40 60 80 100120140160180200220240260280 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.516 5.14 ng/ul 387372  Naphthalene-d8 10.252

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 91
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 86
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 80
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76

Abundance Scan 1110 (9.516 min): BN033894.D\data.ms (-1105) (-) m/z 117.00 100.00%

117.0
5000 4}\
=l
51.0 91.0 ‘ 9.50
et e Al 1909 s 132,08 38.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 !
9.50
m/z 115.00 26.53%
\‘\‘\\\“\\“w\“‘“\\\“\\‘\\‘\\\\“\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0 A/\
‘ T
950
5000 m/z 131.00 19.52%
91.0
39.0 65.0 ‘
SN TR P Y P SO N,
miz--> 20 40 60 80 100 120 140 160 180 200 N\\ A
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)- A — Ly
117.0 9.50
m/z 91.00 11.67%
5000 91.0
51.0
270‘
H‘ m‘ Ly \‘\\ ‘ H‘
“‘H“““““_““H““‘H““W“‘“H““H‘

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 1-Phenyl-1-butene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.663  32.42 ng/ul 2443040  Naphthalene-d8 10.252

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 55
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 55
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 55
Abundance Scan 1135 (9.663 min): BN033894.D\data.ms (-1126) (-) m/z 117.00 100.00%
11v.0
5000 4}\
—— —
390 7.0 9.50 10.00
(

480 2079 2805 m/z 119.10  79.89%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #16107: 1-Phenyl-1-butene

117.0
5000 e VAN
9.50 10.00
m/z 132.05 32.63%
390 /7. O‘
\\\‘\‘H\“H“\\’H\Hh‘\M\“wh\\!‘\”‘\‘\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16114: Benzene, 2-butenyl-
117.0 j\ I
: : T
9.50 10.00
5000 m/z 115.00 31.97%
= \ | |
H‘_H‘_WMN‘WMJMN‘H_%M‘HH,HH‘HH‘H‘WH‘WH‘WH‘W‘
m/z--> 20 40 60 80 100120140160180200220240260280 \ ,j\
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl- 4
117.0 9.50 1000
m/z 134.05 29.01%
5000
66.0 ‘
220 ) il

m/z--> 20 40 60 80 100120140160180200220240260280 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.993 2.00 ng/ul 150797 Naphthalene-d8 10.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 97
2 1-Methylindan-2-one 146 C1@H1e0 035587-60-1 94
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 83
4 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 70
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 64

Abundance Scan 1531 (11.993 min): BN033894.D\data.ms (-1526) (-  m/z 131.00 100.00%

131.0
5000
103.0
L
51.0 | 7.0 H ‘ | L0z 12.00
‘H_m‘h‘“‘;m‘um‘mM\u"imm_‘m_ww"w m/z 146.60  62.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0
5000 ‘ f\
103.0 12.00
' m/z 117.00 33.78%
39.0 77.0 ‘
\\\‘\w\\““\ \“i \““M\\HU“ T \”‘\\‘w\ T M‘\}‘!\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24910: 1-Methylindan-2-one
131.0 /\,\_/\\ /\
el o
12.00
5000 ITI/Z 115.00 29.08%
103.0
51.0 77.0
mo Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- e
131.0 12.00
m/z 103.00 27.60%
5000
|V S W
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 1-Methylindan-2-one Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.151 6.03 ng/ul 454388 Naphthalene-d8 10.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylindan-2-one 146 C10H1e0 035587-60-1 95
2 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 90
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 81
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 62
5 1-Nonen-3-one, 1-phenyl- 216 C15H200 030669-47-7 53

Abundance Scan 1558 (12.151 min): BN033894.D\data.ms (-1551) (-  m/z 130.95 100.00%

130.9
5000
77.0
P =
39 O‘ ‘ “ ‘ 12.00 12.50
—" ‘M‘““HH‘ L L Jle211020 2810 qag 05 65.31%
miz--> 100 150 200 250
Abundance #24910: 1-Methylindan-2-one
131.0
5000 j\ AU
12.00 12.50
77.0 m/z 103.00 42.17%
29 )
T T \ f “‘ \“ T HH\ h‘ H‘ H\ H‘ T “‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl-
131.0
(WPUWAR DL
12.00 12.50
m/z 117.10 37.36%
5000 510
9 | Ll
‘\“ \‘\‘ \“ﬂm w‘h\“\“\‘ “Hh‘ nh‘\ ‘M‘\H\ H‘ ‘H“ . T
miz--> 50 100 150 200 250 AJ\
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl- el L
131.0 12.00 12.50
m/z 115.00 28.29%
5000
390 91 o‘
S “ M \‘\M‘n“\‘ h‘ ‘w‘\“ n‘ “\‘ . T e SR
miz--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©91324\
Data File : BN@33894.D

Acqg On : 13 Sep 2024 12:19

Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: 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 21 7-Methylindan-1-one Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
12.575 2.33 ng/ul 216066  Acenaphthene-di10 14.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 7-Methylindan-1-one

146 C10H1e0

039627-61-7 94

2 Benzene, 1l-pentenyl- 146 C11H14 000826-18-6 64
3 Benzene, (1-ethyl-1-propenyl)- 146 C1l1H14 004701-36-4 64
4 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 52
5 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 52

Abundance Scan 1630 (12.575 min): BN033894.D\data.ms (-1625) (-

m/z 117.00 100.00%

117.0
5000 JL
P g
63‘-0 “ | 14‘6.9 { 12.50
bl bl 1908 2804 /) 146 00 89.28%
miz--> 50 100 150 200 250
Abundance #24911: 7-Methylindan-1-one
146.0
5000 Vo AA‘
115.0 12.50
390 770 m/z 118.00  49.92%
| ‘V i“”‘\m‘\mh\ H‘ ““\H\ L B B e B I s
miz--> 50 100 150 200 250
Abundance #24983: Benzene, 1-pentenyl-
117.0
T r
12.50
5000 m/Z 114.95 33.59%
ws wn || o
R I P R W b
e e —
miz--> 50 100 150 200 250
Abundance #25001: Benzene, (1-ethyl-1-propenyl)- = (“jk?”
117.0 12.50
m/z 91.05 23.92%
5000
390 770
i d ) o b
o ‘1‘ H ‘\hh‘m“ I ‘Hu‘ “ \\h “\‘ — o o —
m/iz--> 50 100 150 200 250 12.50

SFAM-EPA-BN@91124.MA.M Mon Sep 16 01:57:52 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.375 7.03 ng/ul 651913  Acenaphthene-di10 14.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 64
2 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 60
3 3,5-Dimethylphenylacetic acid 164 C1OH1202 042288-46-0 55
4 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 50
5 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 50

Abundance Scan 1766 (13.375 min): BN033894.D\data.ms (-1758) (-  m/z 119.05 100.00%
119.1 164.1
5000 770
— —
39‘-0‘ | H | ‘ ~ 13.00 13.50
ekl b b W L2001 2811 ;164,10 81.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
119.0
5000 P HATSN
13.00 13.50

m/z 148.95 62.65%

39.0 o ‘ ‘
L L Al |
HH‘HH‘ H\’HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0 /L
2 =

13.00 13.50
5000 ITI/Z 146.00 55.29%
119.0
39.0 77.0‘ ‘
‘H‘m‘“‘Mu‘w‘,h‘uJu“\uM‘:‘H“;w_wH‘,"H_ww_m‘ww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39277: 3,5-Dimethylphenylacetic acid
119.0 13.00 13.50
m/z 91.00 45.38%
5000 164.0
390 770 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 4-Isopropylphenylacetic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.969 4.33 ng/ul 401169  Acenaphthene-d10 14.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Isopropylphenylacetic acid 178 C11H1402 004476-28-2 89
2 Propofol 178 C12H180 002078-54-8 70
3 2-Methyl-2-phenylthiophane 178 C11H14S 014856-67-8 52
4 Propofol 178 C12H180 002078-54-8 52
5 Propofol 178 C12H180 002078-54-8 50

Abundance Scan 1867 (13.969 min): BN033894.D\data.ms (-1862) (-  m/z 163.05 100.00%
163.1
5000 91.0
117.0
=
41.0 65.0 14.00
b 2090 2 91,00 44.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52531: 4-Isopropylphenylacetic acid
117.0 168.0
5000 LN
91.0 14.00
45.0 m/z 178.05 38.17%
15.0 I u‘ |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52793: Propofol
163.0
R
14.00
5000 m/z 117.00 32.25%
o 91.0 117.0
150 etk ks 4 “;‘w‘w%fﬁl‘-P‘ I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52737: 2-Methyl-2-phenylthiophane —
163.0 14.00
m/z 131.00 31.99%
5000
910 1310
51.0
M_J‘w$‘uu‘u“u“ e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Indane-5-carboxylic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.640 4.61 ng/ul 427701  Acenaphthene-d10 14.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane-5-carboxylic acid 162 C10H1e02 065898-38-6 93
2 trans-4-Phenyl-3-butenoic acid 162 C10H1002 001914-58-5 90
3 Indane-5-carboxylic acid 162 C10OH1e02 065898-38-6 90
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 64
5 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 59

Abundance Scan 1981 (14.640 min): BN033894.D\data.ms (-1974) (- m/z 117.00 100.00%

11v.0
5000
162.0
e =
390 63.0 91‘-0 1450 15.00
e il b 11930 s 115 00 42.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #37566: Indane-5-carboxylic acid
117.0
5000 T R
162.0 14.50 15.00
m/z 162.00  33.07%
30.0 630 91"0
[ TIIN 1 | | \ |
\‘\\\\‘\\\\’\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #37592: trans-4-Phenyl-3-butenoic acid
117.0
—— —
14.50 15.00
5000 162.0 ITI/Z 133.05 17.93%
91.0
39.0 65.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #37567: Indane-5-carboxylic acid T
117.0 14.50 15.00
m/z 91.00 14.62%
5000
162.0
91.0
15.0 39.0 63‘.0 ‘ I
1 Aoyl | | | |
e e e e e e —— —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@©33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.710 3.27 ng/ul 336030 Phenanthrene-d10 16.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Acetoxytetralin 190 C12H1402 1000430-72-6 47
2 3-Bromo-1-phenyl-1-propene 196 CSH9Br 004392-24-9 38
3 Benzene, 1,1'-(2-butene-1,4-diyl... 208 C16H16 013657-49-3 38
4 Phenyl trans-2-phenyl-1-cyclopro... 274 C15H1403S 017299-18-2 38
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 35

Abundance Scan 2163 (15.710 min): BN033894.D\data.ms (-2158) (-  m/z 116.95 100.00%

117.0
5000

190.1
15 50 16 00

63.0 ‘ ‘
M‘H_mwwuumw_‘M_Mw?§99u_nu_%%%?WHH_?QRF m/z 130.00  74.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64579: 2-Acetoxytetralin
130.0

5000 —r— ——
15.50 16.00
91.0

m/z 115.00  53.89%

43.0 ‘ ‘
!””ﬂ‘”W”W‘”WWWHNMW“‘W”%%%?””W”‘W”W””\”
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #72303: 3-Bromo-1-phenyl-1-propene
117.0

15 50 16 00
5000 m/z 190.05 19.66%
196.0
?ﬁpkw“mhHﬁ%?wthw%ﬁ%gw*ww“www*www*ww*WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85413: Benzene, 1,1'-(2-butene-1,4-diyl)bis- e Py
117.0 15.50 16.00

m/z 129.00  19.14%

5000
65.0 208.0
or0, 1L L\ | 150,0178.0 |

m/z--> 20 40 60 80 100120140160180200220 240260280 15 50 16 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@91324\
Data File : BN@33894.D

Acqg On : 13 Sep 2024 12:19
Operator : JU/RC

Sample : P3922-17

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@91124.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|
(DEL) Alkane: C... 3.352 2.3 ng/ul 114392 1 7.493 996402 20.0
o-Xylene 5.193 16.9 ng/ul 839530 1 7.493 996402 20.0
Benzene, (1-met... 6.016 6.2 ng/ul 308233 1 7.493 996402 20.0
Benzene, propyl- 6.493 5.7 ng/ul 285701 1 7.493 996402 20.0
Mesitylene 7.146 21.2 ng/ul 1055240 1 7.493 996402 20.0
Benzene, 1,2,3-... 7.605 8.4 ng/ul 417559 1 7.493 996402 20.0
Indane 7.858 10.3 ng/ul 512818 1 7.493 996402 20.0
Benzene, 1,3-di... 7.981 5.5 ng/ul 274759 1 7.493 996402 20.0
p-Mentha-1,5,8-... 8.134 6.0 ng/ul 296407 1 7.493 996402 20.0
Benzene, 2-ethy... 8.440 9.0 ng/ul 447006 1 7.493 996402 20.0
o-Cymene 8.487 8.0 ng/ul 397045 1 7.493 996402 20.0
Ethanone, 1-(2,... 8.822 2.5 ng/ul 123193 1 7.493 996402 20.0
Benzene, 4-ethy... 8.916 3.3 ng/ul 251029 2 10.252 1507130 20.0
Benzene, 1,2,4,... 9.105 14.6 ng/ul 1098160 2 10.252 1507130 20.0
Benzene, 1,2,3,... 9.163 16.7 ng/ul 1256110 2 10.252 1507130 20.0
Benzene, (2-met... 9.463 2.1 ng/ul 159817 2 10.252 1507130 20.90
1H-Indene, 2,3-... 9.516 5.1 ng/ul 387372 2 10.252 1507130 20.0
1-Phenyl-1-butene 9.663 32.4 ng/ul 2443040 2 10.252 1507130 20.0
1H-Inden-1-one,... 11.993 2.0 ng/ul 150797 2 10.252 1507130 20.0
1-Methylindan-2... 12.151 6.0 ng/ul 454388 2 10.252 1507130 20.0
7-Methylindan-1... 12.575 2.3 ng/ul 216066 3 14.134 1854200 20.0
Benzoic acid, 2... 13.375 7.0 ng/ul 651913 3 14.134 1854200 20.0
4-Isopropylphen... 13.969 4.3 ng/ul 401169 3 14.134 1854200 20.0
Indane-5-carbox... 14.640 4.6 ng/ul 427701 3 14.134 1854200 20.0
unknown-01 15.710 3.3 ng/ul 336030 4 16.887 2056090 20.0
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