LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc :

ALS vial : 4 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-BM010924 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43863.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.781 97 101 113 rBV 290841 571744 5.20% 0.374%
2 3.922 120 125 134 rBV 262122 464185 4.22% 0.304%
3 5.234 342 348 355 rBV 895354 1430467 13.00% 0.936%
4 5.928 461 466 472 rVB 83619 128806 1.17% ©0.084%
5 6.410 538 548 556 rBV 254748 449165 4.08% 0.294%
6 6.904 622 632 646 rBV 339877 647259 5.88% 0.423%
7 7.1106 661 667 672 rBV 234975 413668 3.76% 0.271%
8 7.281 686 696 700 rBV 1091099 1870904 17.00% 1.224%
9 7.316 700 702 707 rVV 503322 641730 5.83% 0.420%
10 7.469 722 728 735 rW 972744 1616263 14.69% 1.057%
11 7.798 775 784 786 rBV3 73760 165390 1.50% 0.108%
12 7.828 786 789 797 rVB 117766 194914 1.77% 0.128%
13  7.940 797 808 813 rBV 961800 1662731 15.11% 1.088%
14 8.045 822 826 834 rVB 73974 128884 1.17% ©0.084%
15 8.240 849 859 862 rVW2 55247 134456 1.22% ©0.088%
16 8.304 862 870 878 rVW 971118 1688828 15.35% 1.105%
17 8.422 885 890 896 rVB 190568 298605 2.71% 0.195%
18 8.581 912 917 921 rVV2 148474 255676  2.32% 0.167%
19 8.622 921 924 925 rVV 76513 96119 0.87% 0.063%
20 8.663 925 931 939 rVW 781195 1356012 12.32% ©0.887%
21 8.740 939 944 950 rVB 63833 109147 ©.99% 0.071%
22 8.887 965 969 974 rVB 66524 101894 0.93% 0.067%
23 9.040 988 995 1002 rBV 489793 866246 7.87% 0.567%
24 9.122 1002 1009 1022 rVV 1818047 3257773 29.61% 2.131%
25 9.287 1030 1037 1047 rBV9 70791 202281 1.84% 0.132%
26  9.387 1047 1054 1061 rBV5 111336 220356 2.00% 0.144%
27 9.563 1079 1084 1089 rVB 366343 563513 5.12% 0.369%
28 9.628 1089 1095 1101 rBV 350020 593561 5.39% 0.388%
29 9.839 1123 1131 1137 rBV 1092651 1942035 17.65% 1.270%
30 9.934 1143 1147 1151 rBvV3 71405 110002 1.00% 0.072%

31 9.987 1151 1156 1168 rVB 534464 1005196 9.14%
32 10.134 1175 1181 1190 rVV2 1012152 1866225 16.96%
33 10.298 1203 1209 1211 rBV6 49673 99067  0.90%
34 10.375 1216 1222 1230 rBV 1598643 2761740 25.10%
35 10.457 1230 1236 1237 rBV 92285 166881 1.52%

OrRrORO®
[
o))
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B

36 10.592 1253 1259 1266 rBV3 146829 349402 3.18% 0.229%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc :

ALS vial : 4 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-BM010924 .MA.M
Title : SVOA CALIBRATION
37 10.657 1266 1270 1273 rBV3 76197 107369 ©.98% 0.070%
38 10.751 1277 1286 1291 rBV 1330764 2513311 22.84% 1.644%
39 10.851 1299 1303 1306 rBV 189539 286260 2.60% 0.187%
40 10.904 1306 1312 1319 rVB 1065818 1885155 17.13% 1.233%
41 10.998 1325 1328 1332 rBv4 75691 112916 1.03% 0.074%
42 11.316 1377 1382 1386 rBV2 163432 322440 2.93% 0.211%
43 11.416 1393 1399 1404 rBv4 179339 399347 3.63% 0.261%
44 11.486 1406 1411 1418 rVB 437673 771065 7.01% 0.504%
45 11.663 1437 1441 1448 rVB 268244 477391 4.34% 0.312%
46 11.863 1464 1475 1482 rBV2 786016 1680137 15.27% 1.099%
47 11.933 1483 1487 1488 rBV3 101722 127717 1.16% ©0.084%
48 12.033 1501 1504 1507 rBV2 74653 95910 0.87% 0.063%
49 12.098 1507 1515 1522 rVV3 403984 834639 7.59% 0.546%
50 12.163 1523 1526 1529 rVB2 152627 179959 1.64% 0.118%
51 12.210 1530 1534 1544 rVB6 198888 495000 4.50% 0.324%
52 12.304 1545 1550 1555 rBV5 244972 546501 4.97% 0.357%
53 12.351 1555 1558 1561 rBV4 118568 152835 1.39% 0.100%
54 12.463 1572 1577 1579 rBV4 112242 220851 2.01% 0.144%
55 12.551 1589 1592 1599 rVB3 303832 430110 3.91% 0.281%
56 12.645 1604 1608 1612 rVB4 199155 266030 2.42% 0.174%
57 12.722 1612 1621 1629 rVB6 309121 1070073 9.73% 0.700%
58 12.810 1630 1636 1641 rBV4 401145 840739 7.64%  0.550%
59 12.869 1643 1646 1649 rVV4 143469 243212 2.21% 0.159%
60 12.910 1650 1653 1662 rVB4 267040 618128 5.62% 0.404%
61 12.998 1664 1668 1672 rVV5 129456 219110 1.99% 0.143%
62 13.116 1682 1688 1695 rVB3 463664 920666 8.37% 0.602%
63 13.316 1720 1722 1729 rVB4 174631 270273 2.46% 0.177%
64 13.433 1733 1742 1753 rBV6 501295 1634357 14.85% 1.069%
65 13.622 1770 1774 1776 rBv4 285663 436578 3.97% 0.286%
66 13.733 1789 1793 1801 rBv4 518251 1238136 11.25% ©0.810%
67 13.798 1801 1804 1808 rBV2 367195 487833  4.43%  0.319%
68 13.845 1808 1812 1817 rBV2 1050263 1648454 14.98% 1.078%
69 13.898 1817 1821 1826 rBV2 469585 866395 7.87% 0.567%
70 14.010 1835 1840 1850 rVB 4133962 6651869 60.46% 4.351%
71 14.280 1881 1886 1901 rVB 4567556 7509679 68.25% 4.912%
72 14.398 1902 1906 1909 rBV3 299815 566212 5.15% 0.370%
73 14.451 1912 1915 1921 rVB3 813763 1242314 11.29% 0.813%
74 14.539 1924 1930 1933 rBV6 435848 912506 8.29% 0.597%
75 14.586 1933 1938 1944 rBV 2511786 3845535 34.95% 2.516%
76 14.833 1977 1980 1989 rVB4 550787 1000541 9.09% 0.654%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc :

ALS vial : 4 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-BM010924 .MA.M
Title : SVOA CALIBRATION
77 14.998 2005 2008 2011 rBV5 355102 513256 4.66% 0.336%
78 15.098 2021 2025 2033 rBV5 538786 1346687 12.24% 0.881%
79 15.345 2065 2067 2070 rBV4 285007 317256 2.88% 0.208%
80 15.380 2070 2073 2076 rBV3 466455 670246 6.09%  0.438%
81 15.521 2093 2097 2101 rVB2 603640 800929 7.28% 0.524%
82 15.580 2102 2107 2113 rVB2 6334138 9014304 81.93% 5.897%
83 15.663 2116 2121 2127 rVV 2009228 3525302 32.04% 2.306%
84 15.721 2127 2131 2138 rVB 2198129 3100152 28.18% 2.028%
85 16.133 2197 2201 2211 rVB3 1342725 3424355 31.12%  2.240%
86 16.286 2224 2227 2236 rVB4 884810 1661529 15.10% 1.087%
87 16.545 2267 2271 2276 rBV5 613674 993107 9.03% 0.650%
88 17.339 2401 2406 2415 rVB 3128378 4713625 42.84% 3.083%
89 17.439 2418 2423 2434 rVB 6818683 9323407 84.74% 6.099%
90 18.251 2557 2561 2567 rVV 1592259 1967979 17.89% 1.287%
91 18.315 2569 2572 2576 rVB 737680 845564 7.69% 0.553%
92 18.662 2627 2631 2636 rBV 2313789 2829149 25.71% 1.851%
93 19.521 2774 2777 2786 rVB 581128 835133 7.59% 0.546%
94 19.733 2808 2813 2820 rVB 8155320 11002556 100.00% 7.197%
95 20.774 2987 2990 2993 rBV 875682 837113 7.61% 0.548%
96 21.239 3065 3069 3080 rVB 1092350 1523738 13.85% 0.997%
97 21.527 3114 3118 3126 rVB 3592424 4679959 42.54% 3.061%
98 22.797 3330 3334 3344 rVB 877504 1290910 11.73% 0.844%
99 23.797 3497 3504 3511 rBV2 5320491 10419139 94.70% 6.816%
100 23.950 3524 3530 3543 rVB 2239594 4677151 42.51% 3.060%

Sum of corrected areas: 152871224
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043863.D\data.ms

8000000
6000000
4000000

2000000 1
6 2o 7.281469 7.9408.304g 63

1 .040 .
e | soes 6410 090" mgmochg@atmas boshT "Ys

0 \\‘\\I\L\/L’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\.\ \r\‘\/\\\\\.‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BM043863.D\data.ms

19.¥33

17.439
8000000 15.580

6000000

14.280

17.339

4000000 18.662

18.251

18.315 19.521@

2000000

o_H‘,HH_H‘,HH_HwHH,‘HwHH_HwHH_H“HH_H“HH‘HH_HWHH_
Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM043863.D\data.ms
8000000
23.797
6000000
21.527
4000000
3.950
0.774 21.239
2000000 22.197
—_— N N
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 2-Pentanol, 4-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
3.922 5.58 ng/ul 464185 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Hexanol, (R)- 102 C6H140 026549-24-6 64
3 2-Hexanol 102 C6H140 000626-93-7 64
4 2-Hexanol 102 C6H140 000626-93-7 64
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 47
Abundance Scan 125 (3.922 min): BM043863.D\data.ms (-120) (-) m/z 45.10 100.00%
45.1
5000 /L
T
L\U 69"1 3.60 3.80 4.00 4.20
obrrre etk 268 1823 1768 2090 m/z 43.e5  24.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5003: 2-Pentanol, 4-methyl-
45.0
5000 UL L B R I B R
3.60 3.80 4.00 4.20
m/z 41.05 17.92%
69.0
0 \]\-\8‘.(\)“\“\\" ‘\\‘U‘\\‘\\‘}‘1]\-(\)‘]-\.9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4974: 2-Hexanol, (R)-
45.0
R Rl
3.60 3.80 4.00 4.20
5000 m/z 69.10 15.94%
69.0
T U N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4958: 2-Hexanol T
45.0 3.60 3.80 4.00 4.20
m/z 39.10 8.69%
5000
69.0
N ST L ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.60 3.80 4.00 4.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

BM043863.D

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\

: 17 Jan 2024 12:46

: MA/JU
¢ P1130-15

: 4 Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924 .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

2 Benzene, chloro-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.234 17.21 ng/ul 1430470  1,4-Dichlorobenzene-d4 7.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, chloro- 112 C6H5C1 000108-90-7 96
2 Benzene, chloro- 112 C6H5C1 000108-90-7 96
3 Benzene, chloro- 112 Ce6H5C1 000108-90-7 95
4 Benzene, chloro- 112 C6H5C1 000108-90-7 94
5 Benzene, chloro- 112 C6H5C1 000108-90-7 94
Abundance Scan 348 (5.234 min): BM043863.D\data.ms (-342) (-) m/z 112.00 100.00%
112.0
77.1
5000
51.0
A AREEaRE S
H 5.00 5.20 5.40 5.60
bt Al 2850 20700 s 77,10 64.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7184: Benzene, chloro-
112.0
77.0
5000 L L R B B LN R R
5.00 5.20 5.40 5.60
51.0 m/z 114.80  32.05%
O ‘\\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7185: Benzene, chloro-
112.0
A AAREEaRE
.o 5.00 5.20 5.40 5.60
5000 m/z 51.05 26.21%
51.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7186: Benzene, chloro- R e RANRRARN RS
112.0 5.00 5.20 5.40 5.60
m/z 50.10 25.29%
77.0
5000
51.0
0 26.0
. \\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 24
R.T. EstConc Area Relative to ISTD R.T.
6.410 5.40 ng/ul 449165  1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
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 94
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
Abundance Scan 548 (6.410 min): BM043863.D\data.ms (-538) (-) m/z 105.10 100.00%
105.1
5000
770 | L B I
51.0 H 6.00 6.20 6.40 6.60 6.80
Ol oot 1470 20900 106 10 26.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 DL B NLALEL B R
6.00 6.20 6.40 6.60 6.80
510 770 m/z 77.05 18.04%
200, |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10713: Benzene, (1-methylethyl)-
105.0
P S
6.00 6.20 6.40 6.60 6.80
5000 m/z 79.05 14.52%
77.0
0Lttt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10714: Benzene, (1-methylethyl)- RERRNEERSEESEE s o
105.0 6.00 6.20 6.40 6.60 6.80

m/z 103.10  11.56%

5000
70 510 77.0
0 l Ly \‘ H l il /\

m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 13
R.T. EstConc Area Relative to ISTD R.T.
6.904 7.79 ng/ul 647259 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 83
5 N-(Cyclohexylmethyl)(phenyl)meth... 203 C14H21N 004352-47-0 72
Abundance Scan 632 (6.904 min): BM043863.D\data.ms (-622) (-) m/z 91.10 100.00%
91.1
5000
R EEEERREEC
39.0 11 6.60 6.80 7.00 7.20
ol by A2t 1930 24892830 7 196,10  22.44%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0

|

5000 SRR § " A
6.60 6.80 7.00 7.20

m/z 65.10 12.33%

39.0 L
0N ‘\‘ i‘ \“\“\ ‘\‘ ‘]\-2\‘.\0\’\\\\ | — | —
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
| SRS S B LN
6.60 6.80 7.00 7.20
5000 ITI/Z 92.05 10.55%
39.0 L
by azo
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-  RRREREEERE LR
91.0 6.60 6.80 7.00 7.20
m/z 39.05 7.60%
5000
39.0 L
B O e e
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46

Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924 .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 6 Indane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.304  20.31 ng/ul 1688830 1,4-Dichlorobenzene-d4 7.940
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H10 007785-10-6 68
3 Indane 118 C9H10 000496-11-7 60
4 Indane 118 C9H1e0 000496-11-7 59
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 53

Abundance Scan 870 (8.304 min): BM043863.D\data.ms (-862) (-) m/z 117.10 100.00%
117.1
5000
91.
39.0 63.0 8.00 8.20 8.40 8.60
| | ‘ 145.9 192.9
0l RS m/z 118.10 54.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 TT[ T T T[T Trrrprrro]
8.00 8.20 8.40 8.60
m/z 115.05 33.40%
390 630 %0
0\-\1\5\.(‘)\‘\\\‘.\\”\\““\‘.H\”‘H“H“‘\H [T T T T[T T[T T[T rTrT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10184: Deltacyclene
117.0
8.00 8.20 8.40 8.60
5000 ITI/Z 91.10 16.78%
390 91.0
65.0 ‘
O‘H“H‘W‘NJNL‘N‘M‘HH‘M‘H“H‘W‘H“H‘W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane ST T T
117.0 8.00 8.20 8.40 8.60
m/z 39.05 9.38%
5000
39.0 3.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

SFAM-EPA-BM010924.MA.M Thu Jan 18 05:16:51 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.040 10.42 ng/ul 866246 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 64
2 o-Cymene 134 C10H14 000527-84-4 64
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 64
Abundance Scan 995 (9.040 min): BM043863.D\data.ms (-988) (-) m/z 119.05 100.00%

119.1
5000
91.0

39.1 650 | 8.80 9.00 9.20 9.40
0 4l 154.0 182.0 2070 /7 117.65  41.99%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16993: p-Cymene
110.0
5000 UL L L I R BN L
91.0 8.80 9.00 9.20 9.40

m/z 134.00  30.35%

39.0 65.0 ‘
\]-\E)\‘()\w\\“‘\\“\\“‘\‘\\\"\\w‘\“U\\‘\H\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: o-Cymene
119.0

8.80 9.00 9.20 9.40

o

5000 91.0 m/z 91.05 27.18%
39.0 65.0 ‘
0 ':L‘S‘?‘\‘H“\"\“‘\‘\\“‘HH"H\‘“H\HmH‘\“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- e A RERAEEAREEES
119.0 8.80 9.00 9.20 9.40

m/z 115.10  19.53%

5000
91.0
39.0 65.0 ‘ ‘
o0, 1l L4yl

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

SFAM-EPA-BM010924.MA.M Thu Jan 18 05:16:53 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 12 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
9.628 4.72 ng/ul 593561 Naphthalene-d8 10.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 91
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 91
5 p-Cymene 134 C1oH14 000099-87-6 91
Abundance Scan 1095 (9.628 min): BM043863.D\data.ms (-1089) (-) m/z 119.10 100.00%
119.1
5000
91.0
39.1 650 9.50 10.00
O bbby bt M A3AT 209 134,05 42.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 \ 1 T j
9.50 10.00
m/z 91.05 18.42%
410 91.0
0 \1\5\.9\‘\ \\“.\\‘\‘\6‘?.\(\)\““ T \‘f\‘w\\‘\“l\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
= —
9.50 10.00
5000 m/z 120.05 10.31%
91.0
41.0 65.0 ‘
0\\w\MkuﬂNN\HM\N\NHWM\HHM\\W\H\‘H\W\\H
m/iz--> 20 40 60 80 100 120 140 160 180 200 X A J
Abundance #17069: Benzene, 1,2,4,5-tetramethyl- St e
119.0 9.50 10.00
m/z 77.10 9.09%
5000
65.0 91.0
O et b rebe bl b e e e i
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

SFAM-EPA-BM010924.MA.M Thu Jan 18 05:16:54 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.987 8.00 ng/ul 1005200 Naphthalene-d8 10.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 93
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
Abundance Scan 1156 (9.987 min): BM043863.D\data.ms (-1151) (-) m/z 117.10 100.00%
117.1
5000 /\
51.0 ‘ 10.00
890 .
0yl B0 3520 2080 2671 135 00 38.37%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 JX
5000 T
10.00
m/z 115.05 28.30%
39.0 ‘
O H\‘HHL‘H“”\“‘UH\‘HH‘\H‘U‘\‘U\‘\‘HH’HH’HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
A
10.00
5000 m/z 131.05 21.29%
39.0 770‘
o A N P
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16106: 3-Phenylbut-1-ene ‘Ah~‘ -
117.0 10.00
m/z 91.05 13.02%
5000
39.0 770‘ ‘
m/z--> 20 40 60 80 100120140160 180200220240260 10.00

SFAM-EPA-BM010924.MA.M Thu Jan 18 05:16:55 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.134  14.85 ng/ul 1866230  Naphthalene-d8 10.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
Abundance Scan 1181 (10.134 min): BM043863.D\data.ms (-1175) (- | m/z 117.05 100.00%
117.1
5000 /\
91.0
51.0 ‘ ‘ 10 OO 10 50
Obrer kel g M w2451 2089 45 935 05 35.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000
91.0 10.00 1050
51.0 m/z 115.05 31.59%
2707 ‘
0 \\\‘\\\\‘\\‘U\““U\\h\‘\\\\“H\\\’\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
10.00 10.50
5000 m/z 119.05 27.87%
39.0 g50 910 ‘
0 H“ﬂ"M‘%‘ﬂk‘M‘“w“ﬂ,‘WM“H“H“‘H“_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 10.00 10.50
m/z 91.05 18.69%
5000
390 50 910 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

SFAM-EPA-BM010924.MA.M Thu Jan 18 05:16:56 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 Furan, 2-ethyl-5-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.486 6.14 ng/ul 771065 Naphthalene-d8 10.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-ethyl-5-methyl- 110 C7H1e0 001703-52-2 53
2 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 52
3 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 52
4 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 50
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 50
Abundance Scan 1411 (11.486 min): BM043863.D\data.ms (-1406) (- | m/z 95.10 100.00%
95.1
5000
——
H 141.0 1150
0 pbprb e FHLD 1709 2071 /s 69,10 38.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6583: Furan, 2-ethyl-5-methyl-
95.0
5000 1
11.50
m/z 41.10 33.32%
43.0 67,0
O \\\‘\\\\““\\‘\\‘\‘\\\‘\\\}‘\\‘\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6527: Ethanone, 1-(2-furanyl)-
95.0
——
11.50
5000 30.0 m/z 55.10 31.01%
‘ “ 67.0
RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6530: Ethanone, 1-(2-furanyl)- T
95.0 11.50
m/z 110.10  24.83%
5000
39.0
180 | 670
O v ——
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50

SFAM-EPA-BM010924.MA.M Thu Jan 18 05:16:57 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 21 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.863 13.37 ng/ul 1680140 Naphthalene-d8 10.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 95
2 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 93
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 83
4 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 81
5 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 72

Abundance Scan 1475 (11.863 min): BM043863.D\data.ms (-1464) (- | m/z 135.00 100.00%

135.0
5000 911
— =
63.0 11.50 12.00
S T 1 P T HH‘_‘}??‘;?‘H‘%F’?-‘?ww‘,‘%?*,1;“ m/z 136.00  80.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18797: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 91.0 N T
11.50 12.00
m/z 91.10 37.83%
b |
O\‘\\\\‘[\‘\“\\‘m”\\“HM\“HH‘\H“\\\\‘HH‘HH‘HH‘HH‘\H\’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18799: Benzo[b]thiophene, 2,3-dihydro-
135.0
= —
11.50 12.00
m/z 134.00 15.28%
5000 910 /
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18800: Benzo[c]thiophene, 1,3-dihydro- — =
135.0 11.50 12.00
m/z 131.00 14.47%
5000
91.0
30
oWm_wam_mw"""wwwwww‘,W,H = At
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

SFAM-EPA-BM010924.MA.M Thu Jan 18 05:16:58 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 Phenol, p-tert-butyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.098 6.64 ng/ul 834639 Naphthalene-d8 10.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 91
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 87
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 87
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 87
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 87

Abundance Scan 1515 (12.098 min): BM043863.D\data.ms (-1507) (- | m/z 135.00 100.00%

135.0
5000
41.1 81.1

\‘ \ \‘ \ ‘1680 281.( 12.00 1259
0‘HM‘HWAWWWW‘ﬂuJWqHHMuuwuq‘uwuu‘uuwu‘wuwm m/z 107.10  38.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27481: Phenol, p-tert-butyl- \WﬂANAfMVJ\NWVJ\jNWM
135.0
5000 = —

12.00 12.50
m/z 41.10 24.94%

a0 B0 ‘
O \H‘HH“‘\\‘H’HH‘H‘\‘\‘HH‘H\!‘H‘H’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27476: Phenol, p-tert-butyl-
135.0
— —
12.00 12.50
5000 ITI/Z 150.00 18.45%
41.0
‘ 95.0 ‘
0 H"H‘ﬂ‘mm,wu‘_"w“H‘H‘l_‘uW‘H‘,H“_‘H“H“H‘w“u,‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27477: Phenol, m-tert-butyl- e ‘
135.0 12.00 12.50

m/z 81.10  18.27%

5000
41.0 95.0

) S N U 0 — —
miz--> 20 40 60 80 100120140160180200220240260280 1200 12,50

SFAM-EPA-BM010924.MA.M Thu Jan 18 05:17:00 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 Benzo[b]thiophene, 6-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.304 4.35 ng/ul 546501 Naphthalene-d8 10.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 93
2 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 76
3 Benzo[b]thiophene, 2-methyl- 148 CO9H8S 001195-14-8 62
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 62
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 59

Abundance Scan 1550 (12.304 min): BM043863.D\data.ms (-1545) (- | m/z 147.00 100.00%

147.0 ' '
5000 811
41.1 110.1 T T
H ‘ L 2000 ( 12.00 12.50
Oprretl bbb o 17702090 280< 7 148 00 78.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000
12.00 12.50
450 m/z 81.10 38.49%
O ’HH‘HH‘HH‘HH‘HH‘\\H‘\ H‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26961: Benzo[b]thiophene, 5-methyl-
147.0
P P
12.00 12.50
5000 ITI/Z 95.10 31.91%

45‘0 7‘40 115.0
L L Ll

1

Oty e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0 12.00 12.50
m/z 69.10 23.40%
5000

£

45.0 74‘0 115.0
O it et e el e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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-01 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.722 5.57 ng/ul 1070070  Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 3,4-dimethyl- 110 C7H100 030434-64-1 41
2 Cyclohexanol, 2,3-dimethyl- 128 C8H160 001502-24-5 41
3 1,5-Cyclooctadiene, 3-t-butyl- 164 C12H20 1010152-17-9 38
4 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H1ON2 000931-36-2 38
5 Furan, 2-ethyl-5-methyl- 110 C7H1e0 001703-52-2 38

Abundance Scan 1621 (12.722 min): BM043863.D\data.ms (-1612) (- m/z 95.10 100.00%

95.1
411 69.1
5000

21.1
wan

152.1 176.1
0 bl RO 2079 s 4100 78.12%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6630: 2-Cyclopenten-1-one, 3,4-dimethyl-
95.0
67.0

5000

——
39.0 12.50 13.00
m/z 69.10  77.69%

Y T
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14463: Cyclohexanol, 2,3-dimethyl-
95.0

o

e
57.0 12.50 13.00
5000 m/z 110.10 76.66%
29.0
0 oy 1 1280
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39793: 1,5-Cyclooctadiene, 3-t-butyl- — —
95.0 12.50 13.00

m/z 55.10 76.13%

5000
57.0

ol 2P0 UL 1210 1490 R
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@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 1,3-Hexadiene, 3-ethyl-2-me... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.810 4.37 ng/ul 840739  Acenaphthene-di10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexadiene, 3-ethyl-2-methyl-... 124 C9H1l6 074752-97-9 87
2 3,5-Octadien-2-one 124 C8H120 038284-27-4 53
3 Silane, diethyldifluoro- 124 CAH1OF2Si 000358-06-5 53
4 3,5-Octadien-2-one, (E,E)- 124 C8H120 030086-02-3 53
5 1,3-Heptadiene, 5,5-dimethyl- 124 C9H16 024618-86-8 52

Abundance Scan 1636 (12.810 min): BM043863.D\data.ms (-1630) (- | m/z 95.10 100.00%
95.1

5000 55.1

3

124.1

— —
501 12.50 13.00
0 b 00 2070 /7 81,16 51.06%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12234: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)-

3

67.0 95.0
124.0
5000, 41.0 — e
12.50 13.00
m/z 55.10 41.24%
0 ‘\‘i‘\ \N\ \‘\“M \“H‘\ \“ M‘M“ \‘\‘\ T “U\ L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11993: 3,5-Octadien-2-one
95.0
43.0 - L —
12.50 13.00
5000 ITI/Z 41.10 36.82%
124.0
‘ 65.0 ‘
i ST
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11731: Silane, diethyldifluoro- — —
95.0 12.50 13.00

m/z 69.10  29.37%

5000 124.0

(o)
~
o

43.0
0 ‘\H\‘mH‘HH‘pH“!“\‘\H‘\‘H\‘HH‘HH‘HH‘HH

“ ‘ ‘
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@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 30 unknown-02 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.116 4.79 ng/ul 920666  Acenaphthene-dile 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 1-methyl-4-methylam... 125 C6H11N3 1000294-10-8 38
2 2-Cyclohexen-1-one, 4-ethyl-3,4-... 152 C10H160 017622-46-7 35
3 1,2-Dimethyl-4-oxocyclohex-2-ene... 152 C9H1202 1000187-01-2 27
4 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H1ON2 000931-36-2 27
5 trans,trans-3,5-Heptadien-2-one 110 C7H100 018402-90-9 22

Abundance Scan 1688 (13.116 min): BM043863.D\data.ms (-1682) (- | m/z 55.10 100.00%
55.1

95.1

5000
124.1 S S
180 13.00 13.50
0 1801 2061 1./, 95.10  64.90%

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

Abundance #12314: 1H-Pyrazole, 1-methyl-4-methylaminomethyl-
95.0

124.0
5000 T —
13.00 13.50
m/z 41.10 63.43%
‘ A
‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance  #29283: 2-Cyclohexen-1-one, 4-ethyl-3,4-dimethyl-
95.0

3

2

o

t

e —
13.00 13.50
m/z 81.10 45.05%
50000 4, /
67.0 123.0
152.0

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

Abundance #30264: 1,2-Dimethyl-4-oxocyclohex-2-enecarboxaldehy P P
95.0 13.00 13.50
m/z 69.10 42.67%

o

3

5000 67.0 123.0

39.0 152.0

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

% .

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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, 4-(1,1-dimethylprop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.433 8.50 ng/ul 1634360  Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 90
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 90
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 90
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 74
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 72
Abundance Scan 1742 (13.433 min): BM043863.D\data.ms (-1733) (- | m/z 135.05 100.00%
135.1
41.1 95.1 =
‘ ‘ . 13.50
Ot talbbbicbinob b b 2970 28LU /s 197,10 42.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 L
13.50
m/z 95.10 17.10%
41.0 95.0 164.0
O\H‘H\\“‘\H\’\\H“\\U\‘\}H‘H\!‘H‘\\’\‘H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39629: Phenol, 4-(1,1-dimethylpropyl)-
135.0
—
13.50
5000 m/z 41.10 16.94%
41.0 95.0 164.0
o Y R Y S T —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)- e
135.0 13.50
m/z 55.10 11.62%
5000
164.0
41.0 gﬁo |
O Lttt bbb bbb e e e
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 7-Methylindan-1-one Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.733 6.44 ng/ul 1238140  Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylindan-1-one 146 C10H1e0 039627-61-7 55
2 Indan-1-yl-methyl-amine 147 C1OH13N 002084-72-2 42
3 4-Hydroxy-1,7-naphthyridine 146 C8H6N20 053454-31-2 38
4 2-Methyl-5-(4-methylphenyl)tetra... 174 C9H1ON4 038446-87-6 35
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 25

Abundance Scan 1793 (13.733 min): BM043863.D\data.ms (-1789) (- | m/z 146.05 100.00%

117.1 146.1
5000
551 911

13.50 14.00
o 181.2 207.0 m/z 117.10  99.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24911: 7-Methylindan-1-one
117.0 146.0
5000 ‘ LT
13.50 14.00

91.0
m/z 95.10 76.17%

39.0 430
O' ‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25761: Indan-1-yl-methyl-amine
117.0 146.0

— —
13.50 14.00
5000 m/z 118.10 50.03%
91.0
420 650 ‘
NELL AN 0
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25670: 4-Hydroxy-1,7-naphthyridine T 7
146.0 13.50 14.00

m/z 115.10  44.15%

5000
118.0
91.0
64.0
38.0 ‘ ‘ ‘
\M\H‘n I ‘

om_m"H"m‘HH"H"H‘ww_wwww :
miz--> 20 40 60 80 100 120 140 160 180 200 220 1350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 unknown-03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.845 8.57 ng/ul 1648450  Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Octadien-2-one, (E,E)- 124 C8H120 030086-02-3 38
2 1,3-Hexadiene, 3-ethyl-2-methyl-... 124 C9H16 074752-97-9 38
3 2-Furoic acid, but-3-yn-2-yl ester 164 C9H803 1000299-23-2 35
4 5-Octen-2-yn-4-o0l 124 C8H120 1010196-87-1 35
5 Silane, diethyldifluoro- 124 C4H1eOF2Si 000358-06-5 35

Abundance Scan 1812 (13.845 min): BM043863.D\data.ms (-1808) (- | m/z 95.10 100.00%

95.1
5000 41.1
69.1 1251
— —r
H H 164 1 13.50 14.00
o ll | 1860 2210 .81 19 54.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12025: 3,5-Octadien-2-one, (E,E)-
95.0
43.0
5000 — ——
13.50 14.00
124.0 m/z 41.10 52.61%
O ”1

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

Abundance #12234: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)-
67.0 95.0

%

124.0 — —
13.50 14.00
5000{ 410 m/z 55.10  44.21%

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

o

z

Abundance #40397: 2-Furoic acid, but-3-yn-2-yl ester — ——
95.0 13.50 14.00
m/z 69.10 39.07%
e MNM\/\“
53.0
27. O ‘ ‘ 19.0 164.0
0_H‘,m‘lwm‘Hl‘,m‘“uH‘mwlm‘mwmwu P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

SFAM-EPA-BM010924.MA.M Thu Jan 18 05:17:08 2024 Page: 23



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 Naphthalene, 2,3-dimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.898 4.51 ng/ul 866395  Acenaphthene-di10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
Abundance Scan 1821 (13.898 min): BM043863.D\data.ms (-1817) (- | m/z 156.10 100.00%
156.1
119.1
5000
77.0
51.0 ‘ ‘ ‘ ‘ 13.50 14.00
] SN WY Y . el g L1940 s 141,05 83.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 = —=
13.50 14.00
115.0 m/z 119.10  70.05%
51.0 ‘
O \\\‘2\7\\0\“\\‘\\‘M\‘\H!h‘\\‘\\‘\\\\‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
= —
13.50 14.00
5000 m/z 115.10 26.78%
s10 79 1150
o 220 S0 | T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- P ——
156.0 13.50 14.00
m/z 155.05  25.43%
5000
115.0
280 510 710 T
ot e et e e A e e Y e
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@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 38 unknown-04 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.451 6.46 ng/ul 1242310  Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pyridinamine, 2,6-dimethyl- 122 C7H1ON2 003430-33-9 38
2 9-Borabicyclo[3.3.1]nonane, 9-me... 136 C9H17B 023418-81-7 35
3 3-Pyridinamine, 2,6-dimethyl- 122 C7H1ON2 003430-33-9 27
4 3-Cyano-2-fluoropyridine 122 C6H3FN2 003939-13-7 22
51,2,3,4,4a,5,6,8a-0ctahydro-naph... 136 C10H16 031244-58-3 22
Abundance Scan 1915 (14.451 min): BM043863.D\data.ms (-1912) (- | m/z 122.10 100.00%
55.1 122.1
5000
7.
——
WL Lk e
O o LA b D 2070 2811 s 5519 97.25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11223: 3-Pyridinamine, 2,6-dimethyl-
122.0
5000 80.0 —
14.50
57.0 m/z 41.10  70.37%
O‘\HH“HH‘M\“\HHH‘H‘“\H“\‘}H‘H\“HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #19010: 9-Borabicyclo[3.3.1]Jnonane, 9-methyl-

41.0 950 136.0
P
14.50
5000 m/z 95.10 65.95%
O‘H‘m“‘u m‘ui‘m“\m‘mmm‘mWm‘mmm‘u
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #11227: 3-Pyridinamine, 2,6-dimethyl- ——
122.0 14.50
m/z 67.10 63.78%
5000
80.0
52.0 ‘
m/z--> 20 40 60 80 100120140160 180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\

Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.MA.M

Quant Title : SVOA CALIBRATION

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

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

Peak Number 40 Pyrazine, 2-methyl-6-(1-pro...

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.098 7.00 ng/ul 1346690  Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrazine, 2-methyl-6-(1-propenyl... 134 C8H1ON2 055138-67-5 55
2 Mesitylacetic acid 178 C11H1402 004408-60-0 55
3 Benzenepropanol, 2,4,6-trimethyl- 178 C12H180 027645-07-4 50
4 4A-Ethylbenzoic acid, ethyl ester 178 C11H1402 036207-13-3 47
5 2,3-Dihydro-1-benzofuran-5-ylace... 178 C10H1003 069999-16-2 43

Abundance Scan 2025 (15.098 min): BM043863.D\data.ms (-2021) (- | m/z 133.05 100.00%
138.1
5000
411 811 178.1
e e
‘ ‘ 15.00 15.50
0 u“‘“p”“w‘“““‘w bfo o hoj2120 0 28105 178 10 31.77%
miz--> 0 50 100 150 200 250
Abundance #17478: Pyrazine, 2-methyl-6-(1-propenyl)-, (2)-
1338.0
5000 — —
15.00 15.50
39.0 m/z 81.10  30.34%
78.0
O‘\\“\‘U"m\”““\‘\ \“‘\“\ \M\’\\\\’\\\\‘\\\\
miz--> 0 50 100 150 200 250
Abundance #52481: Mesitylacetic acid
138.0
e e
15.00 15.50
5000 ITI/Z 134.05 29.18%
178.0
s00 10 ‘
40 L h”d Il ‘\\ “‘ \‘ ‘\M \H L
ol A
miz-> 0 50 100 150 200 250
Abundance #52848: Benzenepropanol, 2,4,6-trimethyl- —— —
133.0 15.00 15.50
m/z 149.05 27 .34%
5000
178.0
aro 910
Y B 5 O —_— —
m/z--> 0 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 42 unknown-@5 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
15.522 4.17 ng/ul 800929  Acenaphthene-di10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Naphthalenol, decahydro-, (2.a... 154 C1@H180 002529-06-8 43
2 2-Naphthalenol, decahydro- 154 C10H180 000825-51-4 43
3 1.alpha., 4a.alpha., 8a.beta.-De... 154 C10H180 002529-03-5 38
4 [1,2,4]Triazolo[1,5-a][1,3,5]tri... 136 C4H4N6 001489-04-9 27
5 Cyclopentanone, 3,3-dimethyl-2-(... 178 C12H180 088725-86-4 25
Abundance Scan 2097 (15.521 min): BM043863.D\data.ms (-2093) (- | m/z 136.05 100.00%
136.1
81.1
s000{ 4t
178.1 - :
‘ ‘ ‘ ‘ 15.50
0 b Lo 4o 2210 2820 0 8110 71.92%
miz-> 50 100 150 200 250
Abundance #31328: 2-Naphthalenol, decahydro-, (2.alpha.,4a.alpha.,
41.0 136.0
95.0
5000 —— :
15.50
m/z 67.10 67.45%
O T T \‘ "\ T T T T T T T T T T T
miz--> 50 100 150 200 250
Abundance #31064: 2-Naphthalenol, decahydro-
136.0
94.0 e
15.50
5000 55.0 ITI/Z 41.10 50.11%
0l18.9 - - \ﬂ\AN/\MAAAm“AWN“
miz--> 50 100 150 200 250
Abundance #31289: 1.alpha., 4a.alpha., 8a.beta.-Decehydro-1-napht P ‘
136.0 15.50
m/z 80.10 48.74%
67.0
5000
ol ‘H“ | L “\ 1 -
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 43 unknown-06 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.663  18.33 ng/ul 3525300 Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-3-Ethylbicyclo[4.4.0... 166 C12H22 058462-32-1 47
2 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 47
3 4H-Furo[3,2-c]pyran-2(6H)-one, 4... 196 C9H805 006192-26-3 30
4 2H-Quinolizine, 1,3,4,6,7,9a-hex... 137 C9H15N 001004-90-6 25
5 Phenol, 3-(dimethylamino)- 137 C8H11NO 000099-07-0 25

Abundance Scan 2121 (15.663 min): BM043863.D\data.ms (-2116) (- | m/z 136.05 100.00%

81.1 13 5.1
41.1
5000

196.2 15.50 16.00
0 et 202t 2689 myz 81.10  85.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41581: trans,trans-3-Ethylbicyclo[4.4.0]decane
81.0 137.0
5000 166.0 — ——
15.50 16.00

m/z 137.05  79.20%

u HM\ \‘\h \Hh ‘ I
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69403: Naphthalene, 2-butyldecahydro-
137.0

95.0 — —
15.50 16.00

5000 m/z 95.10 76.51%

41.0
194.0
WL\HM 166.0
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #72293: 4H-Furo[3,2-c]pyran-2(6H)-one, 4-(acetyloxy)- —— ——
136.0 15.50 16.00

m/z 67.10 64.42%

43.0
5000
‘ 81.0

ly ‘\ d 1 196.0
e —

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

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 4-Fluoro-2,3-dihydro-1H-ind... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.133  14.53 ng/ul 3424360  Phenanthrene-d10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluoro-2,3-dihydro-1H-indole, ... 151 C9H1OFN 1851835-07-8 50
2 2-Cyclopenten-1-one, 2-(2-buteny... 150 C10H140 017190-71-5 42
3 Piperonylamine 151 C8H9INO2 002620-50-0 41
4 4-Cyclohexenyl-3-methylbutene 150 C11H18 1000432-70-6 35
5 Piperonylamine 151 C8H9NO2 002620-50-0 35

Abundance Scan 2201 (16.133 min): BM043863.D\data.ms (-2197) (- m/z 95.10 100.00%

95.1 150.1
5000 41.1

— —
il T s e gy e o
0 bl 2210 2830 s 95p 05 90.52%
miz-> 50 100 150 200 250
Abundance  #28902: 4-Fluoro-2,3-dihydro-1H-indole, N-methyl-
150.0

5000 — —
16.00 16.50

m/z 151.15 77.70%

109.0
Ot \4\2.(“)‘\‘7\?‘.?\“““\ e i“\ ‘H L B B A B B B
miz--> 50 100 150 200 250
Abundance #27678: 2-Cyclopenten-1-one, 2-(2-butenyl)-3-methyl-, (Z
150.0

95.0 16.00 16.50
5000 ITI/Z 67.10 51.13%
27.0
5.0
ol ‘\Ml \“\ adl
m/z--> 50 100 150 200 250
Abundance #28733: Piperonylamine T T
151.0 16.00 16.50
m/z 41.10 50.36%
65.0
30.0
o ‘\! “V \}‘m “\‘\‘\‘M‘u‘ ‘H‘ ‘ L ;H il al . — — — —— ——
m/z--> 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@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 2-Cyclopenten-1l-one, 2-(2-b... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.286 7.05 ng/ul 1661530  Phenanthrene-d10 17.339
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Fluoro-2,3-dihydro-1H-indole, ... 151 C9H1OFN 1851835-07-8 60
2 2-Cyclopenten-1-one, 2-(2-buteny... 150 C1@H140 017190-71-5 55
3 Piperonylamine 151 C8H9INO2 002620-50-0 46
4 Benzenaminium, 3-hydroxy-N,N,N-t... 151 C9H13NO 031061-59-3 38
5 2,6a-Methano-6aH-indeno[4,5-b]ox... 150 C1@H140 016489-32-0 38
Abundance Scan 2227 (16.286 min): BM043863.D\data.ms (-2224) (- | m/z 95.10 100.00%
95.1 150.1
41'1 WLM‘N\/\—/\/\A
5000
—— —
190.1 16.00 16. 50
0 b 2820 8950 /7 150.05 %
m/z--> 50 100 150 200 250 300 350
Abundance  #28902: 4-Fluoro-2,3-dihydro-1H-indole, N-methyl-
150.0
5000
1600 1650
109.0 m/z 151.05 %
015\0\\5“7‘\‘f‘\“\hh‘\\‘i“\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #27678: 2-Cyclopenten-1-one, 2-(2-butenyl)-3-methyl-, (Z
150.0
95.0 16.00 16, 50
5000 m/z 67.10 %
i M/hVWJA\fAWVRAAJNuﬂ
0 ‘\ B
m/z--> 50 100 150 200 250 300 350
Abundance #28733: Piperonylamine T —
151.0 16.00 16.50
m/z 41.10 55.25%
5000
93.0
30.0
edidddndy
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 46 unknown-07 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
16.545 4.21 ng/ul 993107 Phenanthrene-d1e 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,6,7,8-Tetrahydro-2-naphthalene... 190 C12H1402 013052-99-8 45
2 Methyl 2-(2-methylphenyl)cyclopr... 190 C12H1402 1000445-14-1 30
3 Benzene, 2-heptynyl- 172 C13H16 054725-17-6 25
4 Benzene,2-cyclopenten-1-yl- 144 C11H12 037689-22-8 20
5 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 18
Abundance Scan 2271 (16.545 min): BM043863.D\data.ms (-2267) (- | m/z 131.05 100.00%
131.1
95.1
5000 41.1 190.1
R \
‘ ‘ 26,1 16.50
0 gl | 12261 2821 3400 ., 95 19 79.96%
m/z--> 50 100 150 200 250 300
Abundance #64663: 5,6,7,8-Tetrahydro-2-naphthaleneacetic acid
131.0
5000 190.0 — ‘
16.50
91.0 m/z 129.05  57.82%
45.0 ‘ ‘
Ot ‘\““‘ \M‘\““\ e “M\h\ ‘\‘M 7T \‘ LA B
miz--> 50 100 150 200 250 300
Abundance #64690: Methyl 2-(2-methylphenyl)cyclopropane-1-carbo
131.0
16.50
5000 ITI/Z 145.05 57.67%
91.0 190.0
15.0 51.0 ‘
NSNS N
miz--> 50 100 150 200 250 300
Abundance #47468: Benzene, 2-heptynyl- T
129.0 172.0 16.50
m/z 144.05 51.68%
5000 91.0
51.0
0 ““MWMMWHUNMM“N‘M w“‘ N -
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.251 8.35 ng/ul 1967980  Phenanthrene-d10 17.339
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2561 (18.251 min): BM043863.D\data.ms (-2557) (- | m/z 43.10 100.00%

43.1
5000
129.1
83.
50

1

—
‘ 171.1 21T'2 256.3 18.00 18.50
0 oo L L L T 82T s 73,10 97.53%

mi/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid

60.0

0

5000 129.0 RN
18.00 18.50
m/z 60.05 88.84%

171.0 213.0 256.0
N1 s A
m/z--> 5 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
4 256.0

=
18.00 18.50
5000 m/z 41.10 78.70%

.0
129.0
3.0 213.0
171.0
0! \\}‘““‘\M\‘ ‘\\"‘ “ “‘u\‘ “\‘L‘ . "‘ ——
50 100 150 200 250 300

m/z-->
Abundance #143511: n-Hexadecanoic acid T ——
73.0 18.00 18.50

m/z 55.10 71.47%
129.0 256.0
5000
213.0
AL T

SRR R T N
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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 Isopropyl palmitate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.662 12.00 ng/ul 2829150  Phenanthrene-d10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 91
2 Isopropyl palmitate 298 C19H3802 000142-91-6 80
3 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 59
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 50

Abundance Scan 2631 (18.662 min): BM043863.D\data.ms (-2627) (- | m/z 43.10 100.00%

43.1
5000
102.1

‘ 256.1 ‘ 8‘ 6 j 9\00‘
157.1 2132 ‘ 18.5 19.

] — Mok b L - 2981 3%. nm/z 60.10 51.83%

miz--> 50 100 150 200 250 300 350

Abundance #197285: Isopropyl palmitate

43.0
102.0

5000
256.0 18.50 19.00
m/z 41.10 47.37%
157.0 213.0
O T \h‘\ ‘““ ‘\H‘\ T \“‘\ \‘ \‘\ " \‘\ T } "‘\ T \2\9?.\0\ T ’ T
m/z--> 50 100 150 200 250 300 350
Abundance #197283: Isopropy! palmitate
43.0
102.0 — ——
18.50 19.00
m/z 57.10  43.56%
5000 256.0
185 0 ‘
[ \M \“‘ L ‘ ‘ \ ‘ L ‘u . - ‘2‘9§‘0‘ e
miz--> 5 150 200 250 300 350

Abundance #126248: Dodecan0|cacid, 1-methylethyl ester —— ——

—

43.0 18.50 19.00
m/z 55.10  36.57%
5000 102.0
2ooo
— 7 — —
miz--> 50 100 150 200 250 300 350 18.50 19.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\

BM043863.D
: 17 Jan 2024 12:46
: MA/JU
¢ P1130-15
: 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924 .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 51 (DEL) Alkane: Straight-Chai... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
21.239 6.51 ng/ul 1523740  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Cyclopentadecane 210 C15H30 000295-48-7 96
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 94
5 Cyclotetracosane 336 C24H48 000297-03-0 93

Abundance Scan 3069 (21.239 min): BM043863.D\data.ms (-3065) (- | m/z 43.10 100.00%
1 ANWWWNNwA»wa«MJ\
5000
111.1
—— —
21.00 21.50
208.1
om‘ M “Mn!‘wuww 1281134014031 4751 B549. ./, 57,10  94.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 —r ——
21.00 21.50
m/z 55.10 93.01%
0 i M "T1820 2800
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
—— —
21.00 21.50
5000 m/z 83.10 81.80%
IWgze =
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene T —
57.0 21.00 21.50
m/z 69.10  73.12%
5000
5.0
e o N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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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@11724\
BM043863.D

: 17 Jan 2024 12:46

: MA/JU

¢ P1130-15

: 4 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924 .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 52 Supraene Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
22.797 5.52 ng/ul 1290910 Perylene-di12 23.950
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 90
3 Squalene 410 C30H50 000111-02-4 90

1000196-53-3 80
000502-62-5 78

4 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240
5 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66

Abundance Scan 3334 (22.797 min): BM043863.D\data.ms (-3330) (- | m/z 69.10 100.00%
69.1
—r— —
207 0 22.50 23.00
bt ‘M M [207.02670 3411 4103 476.1 549. 1/, g1.1p 48.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 — E—
22.50 23.00
m/z 41.10 26.69%
137.0
obobididyy ], 2030 273.0 341.0 4100
\WT‘\ \\‘\\\\‘1\11‘\\!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
—r —
22.50 23.00
5000 ITI/Z 95.10 12.10%
l 137.0
obsddbilul 2080
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene T —
69.0 22.50 23.00
m/z 68.10 11.25%
5000
137.0
N LLil]. 203.0 273.0 341.0 410.0
ey L S S e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@11724\
Data File : BM@43863.D

Acqg On : 17 Jan 2024 12:46
Operator : MA/JU

Sample : P1130-15

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM010924.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|
2-Pentanol, 4-m... 3.922 5.6 ng/ul 464185 1 7.940 1662730 20.0
Benzene, chloro- 5.234 17.2 ng/ul 1430470 1 7.940 1662730 20.0
Benzene, (1-met... 6.410 5.4 ng/ul 449165 1 7.940 1662730 20.0
Benzene, propyl- 6.904 7.8 ng/ul 647259 1 7.940 1662730 20.0
Indane 8.304 20.3 ng/ul 1688830 1 7.940 1662730 20.0
p-Cymene 9.040 10.4 ng/ul 866246 1 7.940 1662730 20.0
Benzene, 1,2,3,... 9.628 4.7 ng/ul 593561 2 10.751 2513310 20.0
1H-Indene, 2,3-... 9.987 8.0 ng/ul 1005200 2 10.751 2513310 20.0
Benzene, 2-ethe... 10.134 14.9 ng/ul 1866230 2 10.751 2513310 20.0
Furan, 2-ethyl-... 11.486 6.1 ng/ul 771065 2 10.751 2513310 20.0
Benzo[b]thiophe... 11.863 13.4 ng/ul 1680140 2 10.751 2513310 20.0
Phenol, p-tert-... 12.098 6.6 ng/ul 834639 2 10.751 2513310 20.0
Benzo[b]thiophe... 12.304 4.3 ng/ul 546501 2 10.751 2513310 20.0
unknown-01 12.722 5.6 ng/ul 1070070 3 14.586 3845540 20.0
1,3-Hexadiene, ... 12.810 4.4 ng/ul 840739 3 14.586 3845540 20.0
unknown-02 13.116 4.8 ng/ul 920666 3 14.586 3845540 20.0
Phenol, 4-(1,1-... 13.433 8.5 ng/ul 1634360 3 14.586 3845540 20.0
7-Methylindan-1... 13.733 6.4 ng/ul 1238140 3 14.586 3845540 20.0
unknown-03 13.845 8.6 ng/ul 1648450 3 14.586 3845540 20.0
Naphthalene, 2,... 13.898 4.5 ng/ul 866395 3 14.586 3845540 20.0
unknown-04 14.451 6.5 ng/ul 1242310 3 14.586 3845540 20.0
Pyrazine, 2-met... 15.098 7.0 ng/ul 1346690 3 14.586 3845540 20.0
unknown-05 15.522 4.2 ng/ul 800929 3 14.586 3845540 20.0
unknown-06 15.663 18.3 ng/ul 3525300 3 14.586 3845540 20.0
4-Fluoro-2,3-di... 16.133 14.5 ng/ul 3424360 4 17.339 4713630 20.0
2-Cyclopenten-1... 16.286 7.0 ng/ul 1661530 4 17.339 4713630 20.0
unknown-07 16.545 4.2 ng/ul 993107 4 17.339 4713630 20.0
n-Hexadecanoic ... 18.251 8.3 ng/ul 1967980 4 17.339 4713630 20.0
Isopropyl palmi... 18.662 12.0 ng/ul 2829150 4 17.339 4713630 20.0
(DEL) Alkane: S... 21.239 6.5 ng/ul 1523740 5 21.527 4679960 20.0
Supraene 22.797 5.5 ng/ul 1290910 6 23.950 4677150 20.0
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