LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©93024\
Data File : BN©34283.D

Acq On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS Vial : 5 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@34283.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 5.463 430 438 445 rVB2 10278142 18772900 21.32% 1.635%
2 5.916 509 515 523 rBV4 2629897 5626001 6.39% 0.490%
3 5.993 523 528 532 rBV 3922260 5898390 6.70% 0.514%
4 6.057 532 539 543 rBV3 2773265 6200461 7.04% 0.540%
5 6.322 576 584 589 rBvV2 1729861 4362026 4.95% 0.380%
6 6.393 589 596 598 rBV2 3327780 6386123 7.25% 0.556%
7 6.422 598 601 606 rVB 4541539 6499571 7.38% 0.566%
8 6.481 606 611 613 rBV 5995826 9489681 10.78% 0.826%
9 6.510 613 616 620 rVB 6054709 8217724 9.33% 0.716%
10 6.581 620 628 633 rVB3 6480644 16217148 18.42% 1.412%
11 6.640 633 638 643 rVB 5231583 7915888 8.99% 0.689%
12 6.799 659 665 669 rBV 5898611 9570875 10.87% 0.833%
13 6.851 669 674 679 rBV 4624098 7928886 9.01% 0.690%
14 6.946 685 690 701 rVB2 5332028 11082861 12.59% 0.965%
15 7.057 701 709 717 rBV2 17159806 38897552 44.18% 3.387%
16 7.228 733 738 747 rBV4 1270988 4352178 4.94% 0.379%
17 7.404 762 768 774 rVB2 2888300 6636548 7.54% 0.578%
18 7.522 779 788 800 rBV3 10997589 34450397 39.13% 3.000%
19 7.646 800 809 815 rBV4 17467822 70710140 80.31% 6.157%
20 7.710 818 820 826 rVB2 4029427 4900921 5.57% 0.427%
21 7.840 837 842 846 rBv2 2611845 4400503 5.00% 0.383%
22 7.893 846 851 855 rBv4 3287518 5438644 6.18% 0.474%
23 7.946 855 860 865 rvB3 7795583 13327291 15.14% 1.160%
24 7.998 865 869 872 rBv 4379710 6166260 7.00% 0.537%
25 8.040 872 876 879 rBVv2 5940855 8940896 10.15% 0.778%
26 8.069 879 881 891 rVB2 6856584 11005870 12.50% 0.958%
27 8.175 892 899 901 rBV 6083627 10135260 11.51% 0.882%
28 8.345 923 928 932 rBV 4219433 6430562 7.30% 0.560%
29 8.398 932 937 943 rVB 4601422 7333040 8.33% 0.638%
30 8.493 943 953 962 rBV2 5527951 13132487 14.91% 1.143%
31 8.645 971 979 983 rVB 14704980 30281240 34.39% 2.637%
32 8.740 983 995 1002 rVB7 3565254 10197969 11.58% 0.888%
33 8.822 1002 1009 1013 rBV3 4313639 7811498 8.87% 0.680%
34 9.069 1048 1051 1063 rVB3 3047069 7485661 8.50% 0.652%
35 9.181 1063 1070 1077 rVB 2666693 4798099 5.45% 0.418%

36 9.269 1077 1085 1088 rBV3 2220148 4957790 5.63% 0.432%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©93024\
Data File : BN©34283.D

Acq On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS Vial : 5 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 9.328 1088 1095 1099 rBV3 2841266 6020790 6.84% 0.524%
38 9.469 1109 1119 1124 rVB2 3105088 7570544  8.60% 0.659%
39 9.534 1124 1130 1133 rBV3 2613251 4463018 5.07% ©.389%
40 9.716 1153 1161 1165 rBV2 2585564 4779128 5.43% 0.416%

41 9.869 1181 1187 1192 rBV2 3221800 5253786 5.97% 0.457%
42 10.175 1226 1239 1247 rVV5 11308899 38164360 43.34%  3.323%
43 10.298 1253 1260 1265 rBV2 8938800 14982723 17.02% 1.305%
44 10.557 1297 1304 1314 rBV 10593855 18949358 21.52% 1.650%
45 10.692 1316 1327 1332 rVV 5201890 10863620 12.34% 0.946%

46 11.210 1408 1415 1420 rBV 6058204 11661660 13.24% 1.015%
47 11.275 1420 1426 1432 rVB 10214487 18280402 20.76% 1.592%
48 11.451 1451 1456 1461 rVB 7427772 11863698 13.47% 1.033%
49 11.622 1475 1485 1487 rBV2 7806058 16277727 18.49% 1.417%
50 11.651 1487 1490 1495 rVV 7111332 10332655 11.74% 0.900%

51 11.757 1504 1508 1510 rVV 3336369 5160467 5.86% ©0.449%
52 11.786 1510 1513 1517 rVV3 3504419 6521295 7.41% .568%
53 11.834 1517 1521 1524 rVV 4685409 7774180 8.83% 0.677%
54 11.875 1524 1528 1536 rVB 10095168 15217131 17.28% 1.325%
55 12.034 1549 1555 1563 rBV3 4012558 10102206 11.47%  0.880%

[}

56 12.281 1591 1597 1607 rVV2 5418263 11653632 13.24% 1.015%
57 12.457 1623 1627 1633 rVV3 3050064 5470529 6.21% 0.476%
58 12.598 1646 1651 1659 rVB3 2915969 6246376 7.09%  ©.544%
59 12.804 1678 1686 1692 rBV 3305419 6051765 6.87% ©.527%
60 12.898 1693 1702 1712 rBV 8566069 16406203 18.63% 1.428%
61 13.022 1718 1723 1726 rBvV2 2771851 4308412 4.89% ©0.375%
62 13.204 1747 1754 1760 rBV3 3338538 9481365 10.77% 0.826%
63 13.333 1771 1776 1779 rBV 5026117 8253115 9.37% 0.719%
64 13.369 1779 1782 1786 rVV 3496808 5100271 5.79% ©0.444%
65 13.416 1786 1790 1796 rVV5 4635189 8304352 9.43% 0.723%
66 13.563 1805 1815 1819 rBV2 3836419 9352757 10.62% 0.814%

67 13.704 1832 1839 1844 rBV5 4238964 8899045 10.11% ©.775%
68 14.004 1883 1890 1893 rVV 16258661 33379674 37.91% 2.906%
69 14.039 1893 1896 1905 rVV4 2794038 5715741 6.49%  0.498%
70 14.157 1911 1916 1921 rVV3 5089316 8816431 10.01% 0.768%

71 14.216 1921 1926 1930 rVB 11746900 17238160 19.58% 1.501%
72 14.292 1935 1939 1942 rVV4 3747975 6195693 7.04%  ©.539%
73 14.439 1960 1964 1971 rVB4 2468332 5799403 6.59% ©.505%
74 14.539 1976 1981 1986 rVB4 3109964 5100617 5.79% ©.444%
75 14.610 1989 1993 1997 rBV 3092563 4473542 5.08% ©.390%

76 14.651 1997 2000 2002 rVV 3717371 4938949 5.61% ©0.430%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©93024\
Data File : BN©34283.D

Acq On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS Vial : 5 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 14.704 2002 2009 2013 rVV2 12454027 27173664 30.86% 2.366%
78 14.739 2013 2015 2019 rVB 3696414 4386110 4.98% 0.382%
79 14.833 2024 2031 2037 rBV 9847693 17664382 20.06% 1.538%
80 14.951 2043 2051 2055 rBV2 9031356 17193814 19.53% 1.497%

81 15.180 2083 2090 2095 rBV2 6960029 13068428 14.84% 1.138%
82 15.357 2112 2120 2124 rVB2 3780178 8039382 9.13% 0.700%
83 15.816 2192 2198 2201 rBV 8783809 14409923 16.37% 1.255%
84 16.527 2304 2319 2321 rBV4 19858760 88049061 100.00% 7.666%
85 16.610 2329 2333 2337 rVW 6814266 8695179 9.88% 0.757%

86 16.657 2337 2341 2352 rVB4 4882781 10402058 11.81% 0.906%
87 16.833 2366 2371 2374 rBV2 2618814 5232526 5.94% 0.456%
88 16.933 2383 2388 2392 rVV2 5678492 7911356 8.99% ©0.689%
89 16.980 2392 2396 2400 rVB2 5726036 7249574  8.23% 0.631%
90 17.345 2451 2458 2463 rBV 6977174 9850119 11.19% ©.858%
91 17.521 2484 2488 2498 rVB2 4425618 7023926 7.98% 0.612%
92 17.745 2521 2526 2531 rVB2 2780442 4552932 5.17% 0.396%
93 18.039 2571 2576 2580 rVB 5543861 6977184 7.92% 0.607%
94 18.686 2681 2686 2687 rBV2 4461122 5816185 6.61% ©.506%
95 19.268 2781 2785 2792 rVB 3772891 4411047 5.01% ©0.384%
96 19.804 2871 2876 2883 rVB3 4280998 5888704 6.69% 0.513%
97 20.774 3037 3041 3051 rVB 5910827 7342820 8.34% 0.639%
98 21.774 3206 3211 3216 rVB2 2894116 4938342 5.61% 0.430%
99 23.739 3539 3545 3552 rBV 3191582 6585204 7.48% ©.573%
100 25.674 3869 3874 3888 rVB3 1564628 4262944 4.84% 0.371%

Sum of corrected areas: 1148508985
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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: BN034283.D\data.ms
2e+07 7.646
7.057
8.645
1.5e+07
7.522 10.175
10.557 11275 11875
le+07
5000000
O o T e L S B LA o T O A
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN034283.D\data.ms
16,527
2e+07 14.004
1.5e+07 14.21614.704

15.816

le+07{

5000000

O L L e S R L L B e T LA o e T A B B e e B AL
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BN034283.D\data.ms
2e+07

PN S

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.463 56.57 ng/ul 18772900 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 95
2 Nonane 128 C9H20 000111-84-2 93
3 Nonane 128 C9H20 000111-84-2 90
4 Nonane 128 C9H20 000111-84-2 80
5 Octane 114 C8H18 000111-65-9 58

Abundance Scan 438 (5.463 min): BN034283.D\data.ms (-430) (-) m/z 43.05 100.00%

43.0
5000
85.1
N £ WV.V.Y| W\
5.20 5.40 5.60 5.80
128.2 .
L S, L — Y -V T I E WV
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14520: Nonane
43.0
5000
5.20 5.40 5.60 5.80
85.0 m/z 41.05 51.05%
\‘\ l ‘ \‘ , 1280
ouwwm‘w ————
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0 A
\\\‘\\\\‘\\\\‘\\\\‘\\\\
5.20 5.40 5.60 5.80
5000 m/z 85.10 34.67%
\H‘\H\‘\H\‘HH‘\H\‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #14522: Nonane T T T T T T
m/z 71.10 25.74%
A\\\‘\\\\ T LU Tro1
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Benzene, (1-methylethyl)- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
5.916 16.95 ng/ul 5626000 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 56
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 53
3 2,2-Dimethyl-3-octanone 156 C1eH200 005340-64-7 27
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 25
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 25
Abundance Scan 515 (5.916 min): BN034283.D\data.ms (-509) (-) m/z 105.05 100.00%
57.1 105.1
5000 /\
R
5.60 5.80 6.00 6.20
(
0 a2l 280 'm/z s57.10  94.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000
5.60 5.80 6.00 6.20
m/z 43.10 79.71%
51.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
5.60 5.80 6.00 6.20
5000 m/z 41.10 58.96%
\H‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #32912: 2,2-Dimethyl-3-octanone R ARARRREES Do e
m/z 55.05 47.30%
LA ) |
\H‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H T LU LU LU L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
5.993 17.78 ng/ul 5898390 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 95
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 90
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 90
Abundance Scan 528 (5.993 min): BN034283.D\data.ms (-523) (-) m/z 57.10 100.00%
57.1
e ERERaaEE e S S
11‘3-1 5.60 5.80 6.00 6.20 6.40
obrhd k| 1422 1909 28L0 L 7116 64.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 [ B L A B I
5.60 5.80 6.00 6.20 6.40
m/z 43.10 52.05%
27.0‘ 113.0
S S .~ ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.05 38.69%
\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #22077: Nonane, 3-methy|' RSN RN R
m/z 56.10  29.90%
JJ\M
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 Cyclohexanone, 2,3-dimethyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
6.057 18.69 ng/ul 6200460 1,4-Dichlorobenzene-d4 7.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 87
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 72

4 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 52

Abundance Scan 539 (6.057 min): BN034283.D\data.ms (-532) (-) m/z 55.00 100.00%

55.0
97.1 R RRmER T
126.1 \ \ \ \
“ | hh ‘ | ‘ 5.80 6.00 6.20 6.40
ol Ay L2081 2804 g3 19 98.23%
m/z--> 50 100 150 200 250
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
5000
126.0 5.80 6.00 6.20 6.40
m/z 41.00  53.39%
‘ H 97.0
‘m‘\\ Al
o 1T
m/z--> 50 100 150 200 250
Abundance
83.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
5.80 6.00 6.20 6.40
5000 m/z 82.10 53.25%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T

m/z-->

Abundance #13200: Cyclohexane, propyl-

m/z 69.10 24.30%
\\H\‘\H“‘L\Lh \“\“\\\\ L — T T T T T T W\M
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47

Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 Oxalic acid, isobutyl nonyl... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
6.322 13.15 ng/ul 4362030 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 59

2 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 58
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 52
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C1OH22 ©52897-04-8 49
Abundance Scan 584 (6.322 min): BN034283.D\data.ms (-576) (-) m/z 57.10 100.00%
57.1
98.1 R e R R A
‘ ‘ H ‘ 6.00 6.20 6.40 6.60
Obrrrrer M i L L1422 1910 . 43.10 70.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
5000 LN L L B L L R I
290 6.00 6.20 6.40 6.60
85.0 m/z 41.60  39.89%
b 4200 AT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
6.00 6.20 6.40 6.60
5000 m/z 56.05 27.98%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #74011:Tridecane,6-methy|- T T T T T T T T T T
m/z 71.10 25.24%
\\\\‘\‘\‘\\“L\\\\“\\\\“i\\‘\”‘\\\\‘\h\\\‘\\\\\\\\\\\\\\\\ m
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 Benzene, propyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
6.393 19.25 ng/ul 6386120 1,4-Dichlorobenzene-d4 7.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 60
3 Benzene, propyl- 120 C9H12 000103-65-1 60
4 Benzene, propyl- 120 C9H12 000103-65-1 53

211 C15H17N

003647-71-0 47

5 N-Benzyl-2-phenethylamine

Abundance Scan 596 (6.393 min): BN034283.D\data.ms (-589) (-) m/z 91.05 100.00%
91.0
5000 43.1
120.1
‘ ‘ “ ‘ 6.00 6.20 6.40 6.60 6.80
Obrrerretb bbb 290 2BLE s 43010 37.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 | LA L IR
6.00 6.20 6.40 6.60 6.80
120.0 m/z 85.10 23.91%
39.0 | |
RS
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 120.10 23.47%
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #10700: Benzene, prOpyl— [T T T T T T T T[T
m/z 84.10 14.89%
N P Y Y | /\/\MM
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H LU L LU TT 1T T
m/z-->

SFAM-EPA-BN@91124.MA.M Tue Oct 01 16:22:06 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
6.422  19.59 ng/ul 6499570 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 80
2 Nonane, 4-methyl- 142 C1OH22 017301-94-9 72
3 Nonane, 4-methyl- 142 C1OH22 017301-94-9 64
4 Heptane, 2,3,4-trimethyl- 142 C1OH22 052896-95-4 59
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
Abundance Scan 601 (6.422 min): BN034283.D\data.ms (-598) (-) m/z 57.10 100.00%
57.1
08.1 R REEEa R Al
‘ ‘ 1422 6.00 6.20 6.40 6.60 6.80
ol 1422 111 2830 .., 43,19 59.73%
m/z--> 50 100 150 200 250
Abundance #22083: Nonane, 4-methyl-
57.0
5000 (L B R B B R
6.00 6.20 6.40 6.60 6.80
m/z 71.10  39.48%
27.0‘ 98.0
o0
m/z--> 50 100 150 200 250
Abundance
57.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 70.10 33.28%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
Abundance #22076: Nonane, 4-methy|' [T T T[T T [T T[T rTi T
m/z 41.10 30.35%
“ ‘\ I h L L %MM
\\\\‘\\\\‘\\\\‘\\\\ L T T T TT T T[T T T rrrr[rrrrprri
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.481 28.60 ng/ul 9489680 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 2-methyl- 142 C1OH22 000871-83-0 94
2 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
3 Nonane, 2-methyl- 142 C1leH22 000871-83-0 64
4 Decane 142 C1OH22 000124-18-5 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
Abundance Scan 611 (6.481 min): BN034283.D\data.ms (-606) (-) m/z 57.10 100.00%
57.1
o M\/ULM
85-1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
6.20 6.40 6.60 6.80
127.1
obr 35-& ‘ u”u Aoy F‘ﬁo“?nl‘ e 390 m/z 43.10 88.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L L L L BB
71.0 6.20 6.40 6.60 6.80
m/z 41.05 45.61%
98.0
o“w‘ﬂ‘uh‘whw‘uﬂhH‘ﬁgre‘u‘w“u‘u‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
6.20 6.40 6.60 6.80
5000 m/z 71.10 41.66%
\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #22074: Nonane, 2-methyl-
m/z 85.10 25.13%
“ \ H\ H‘ ‘ h ! M
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\ TT T [T T T T[T T T T[T T I rrrr
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 Benzene, 1l-ethyl-2-methyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.510 24.77 ng/ul 8217720 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 616 (6.510 min): BN034283.D\data.ms (-613) (-) m/z 105.10 100.00%
106.1
5000
e
510 70 6.20 6.40 6.60 6.80
Obrrrreprbotbed Ml 1401 2078 o 100,10 33.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L L L B R
6.20 6.40 6.60 6.80
m/z 91.00 12.56%
39.0 77.0
0 ‘H“‘H““H“w““u““‘H‘m“1‘”‘““”H“m‘uu‘mwuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
6.20 6.40 6.60 6.80
5000 m/z 77 .00 11.97%
\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #10720: Benzene, l—ethy|—3—methy|— T T T T I T T TR T
m/z 79.00 9.20%
PR PR P M | \\‘ ol M
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\ TT [T T T T[T T T T[T rr[rrrr
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 Benzene, 1l-ethyl-4-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.798 28.84 ng/ul 9570880 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 665 (6.798 min): BN034283.D\data.ms (-659) (-) m/z 105.10 100.00%
105.1
5000
IAAVA YA S A
390 10 6.40 6.60 6.80 7.00 7.20
Obrer ittt L U 1382 1909 o100 05 31.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 | L L I B I
6.40 6.60 6.80 7.00 7.20
m/z 77.00 12.63%
o 300 MO
0 ‘H'mH“H‘H‘u‘m“_m“‘mwmWm‘mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 91.00 12.39%
\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\

m/z-->

Abundance #10721: Benzene, 1-ethyl-4-methyl-

m/z 79.00 11.24%
\\\\‘\\\“\\‘\\“\‘\\\““\\‘\\‘H‘\\\““\\\\\\\\\\\\\\\\\\\\ \M
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 11 2-Heptanone, 4,6-dimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
6.851 23.89 ng/ul 7928890 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 90
2 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 64
3 1,3-Dioxane-2-propanol, 2-methyl- 160 C8H1603 036651-31-7 64

4 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 50
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 43

Abundance Scan 674 (6.851 min): BN034283.D\data.ms (-669) (-) m/z 43.00 100.00%

43.0
5000
o EAAREEER SRSy SES
‘ H ‘ 1271 ’ 6.60 6.80 7.00 7.20
ol Ml L2271 1659 2091 282 ., cg.oop  58.83%
m/z--> 50 100 150 200 250
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
85.0 6.60 6.80 7.00 7.20
m/z 69.10  37.90%
oo
m/z--> 50 100 150 200 250
Abundance
43.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
6.60 6.80 7.00 7.20
5000 85.0 m/z 85.10 35.98%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T

m/z-->

Abundance #36684: 1,3-Dioxane-2-propanol, 2-methyl-

m/z 84.10 31.68%
T T T T T ‘\‘ ‘ T T T T T T T T T T T T T T T T AJ\’MAJ\W
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.057 117.22 ng/ul 38897600 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C1OH22 000124-18-5 90
2 Decane 142 C1OH22 000124-18-5 64
3 Hexatriacontane 507 C36H74 000630-06-8 59
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 56
5 Mesitylene 120 C9H12 000108-67-8 56

Abundance Scan 709 (7.057 min): BN034283.D\data.ms (-701) (-) m/z 57.10 100.00%

57.1
5000
20.1
ST T
‘ 6.80 7.00 7.20 7.40
bbbl 2090 e m/z 43.10  90.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22068: Decane
43.0
5000 UL B L A B R
6.80 7.00 7.20 7.40
m/z 105.00 67.72%
” ‘ 9.0
O e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
6.80 7.00 7.20 7.40
5000 m/z 41.10 53.49%
‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\ TTTTTTT
m/z-->
Abundance #339056: Hexatriacontane R A ARSRRARARRSRREEE
m/z 71.10 41.36%
H “‘l /LML\//\/\
‘\\\\‘\\\\‘\\\\‘\\\\\\\\ TTTrorproroT TTTroTproroT TTTT T TT TT I T[T T T T[T T T T[T I r[rrT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 13 (DEL) Alkane: Cyclic7.228 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
7.228 13.12 ng/ul 4352180 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 CO9H18 002234-75-5 49
2 3-Methylpenta-1,3-diene-5-01, (E)- 98 C6H100 001572-08-3 43
3 3-Octene, 2,2-dimethyl- 140 CleH20 086869-76-3 43
4 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C1OH20 1000149-19-7 38
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 38

Abundance Scan 738 (7.228 min): BN034283.D\data.ms (-733) (-) m/z 43.10 100.00%

43.1
69.1
5000
111.1
1391 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ 7.00 7.20 7.40 7.60
N — 2070 m/z s57.10  95.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
5000 410 L B L B I L L B
7.00 7.20 7.40 7.60
m/z 69.10 78.70%
REE TN I 0 0 O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
7.00 7.20 7.40 7.60
5000 m/z 71.10 71.29%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #20699: 3-Octene, 2,2-d|methy|- T T T T T T T TR
m/z 41.00 62.63%
H M H‘ L Hh“ L L M
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\ I
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 14 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.522 103.82 ng/ul 34450400 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50

4 Isobutyl octan-2-yl carbonate 230 C13H2603 1000372-74-7 40
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 40

Abundance Scan 788 (7.522 min): BN034283.D\data.ms (-779) (-) m/z 57.10 100.00%

57.1
AN REEmESEERS LERE
l ‘ 7.20 7.40 7.60 7.80
(
ob o ephalludy k1890 2000 280+ iac 05 4g.35%
m/z--> 50 100 150 200 250
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000
7.20 7.40 7.60 7.80
27.0 m/z 41.00  39.95%
L
I [
m/z--> 50 100 150 200 250
Abundance
57.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
7.20 7.40 7.60 7.80
5000 m/z 43.10 33.85%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
Abundance #15692: l-HeXanOI, 2'ethy|- P T T T T T I T[T T[T
m/z 55.00 27.61%
1 WJM‘M
\\\\‘\\\\‘\\\\ T T T T L T T 1 I L L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 15 D-Limonene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.646 213.09 ng/ul 707101060 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 D-Limonene 136 C1OH16 005989-27-5 96
2 Limonene 136 C10H16 000138-86-3 93
3 Limonene 136 C10H16 000138-86-3 76
4 D-Limonene 136 C1OH16 005989-27-5 76
5 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C10H16 003760-14-3 68

Abundance Scan 809 (7.646 min): BN034283.D\data.ms (-800) (-) m/z 68.10 100.00%
68.1

I—

5000
39.0 121.1
e R ARARNR
‘ ‘ H ‘ ‘ 7.40 7.60 7.80 8.00
o‘_"u}“uu‘w‘w‘u‘wl‘u‘M‘MHMm_H“13‘1;‘1”2‘92‘:9“““2‘5?7-‘9??9-“ m/z 93.05 81.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18009: D-Limonene
68.0
5000 ' 7.40 7.60 7.80 8.00
121.0 : : : :

‘ m/z 67.05 81.17%
| LL | ‘

4%0\“\ A L\L H

O e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
68.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
39.0 7.40 7.60 7.80 8.00
5000 m/z 79.05 44 .00%
\‘HH TTTTTTTTT HH‘HH‘HH‘HH‘HH TTTTTT T T[T T[T T TTITITTT
m/z-->
Abundance #17995: Limonene
m/z 83.10 36.78%
M MM u‘h \H L‘H \‘\ ‘ | J/\JUMM
\‘HH‘HH‘\H‘HH‘HH‘HH‘HHHHHHHHHHHHHHH LI L LU L TTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 16 (DEL) Alkane: Cyclic7.710 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
7.7106  14.77 ng/ul 4900920 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C1leH20 001678-93-9 90
2 Cyclohexane, butyl- 140 C1leH20 001678-93-9 86
3 Cyclohexane, butyl- 140 CleH20 001678-93-9 86
4 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 80
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 78
Abundance Scan 820 (7.710 min): BN034283.D\data.ms (-818) (-) m/z 83.10 100.00%
83.1
55.0
5000
e
| ‘ “h 1121 14‘0-2 7.40 7.60 7.80 8.00
Ot ALl 1671 2080 ;55 e 86.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 L B L B L B R R
7.40 7.60 7.80 8.00
m/z 82.10 58.61%
290 140.0
0 H‘_UHUHNMWW‘H‘w‘u‘u‘u‘_‘u‘u‘w‘u‘_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
55.0 TT T T T[T I T[T I T [ITTT]
7.40 7.60 7.80 8.00
5000 m/z 41.10 42.24%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #20677:Cyc|0hexane, butyl- T T T T T I T[T T
m/z 69.10 22.07%
H ‘\H M\ ‘\‘\ ‘ | /\/V\A/m
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\ LI L L L L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 18 Benzene, 1,3-diethyl- Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
7.893 16.39 ng/ul 5438640 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# 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, 1,3-diethyl- 134 C1eH14 000141-93-5 96
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
Abundance Scan 851 (7.893 min): BN034283.D\data.ms (-846) (-) m/z 119.10 100.00%
119.1
5000 430
91.0
A RAEmmmEE s S A
Fw ‘ | 7.60 7.80 8.00 8.20
Obrrr e b L L L J - 3422 2080 s 195,10 99.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000
7.60 7.80 8.00 8.20
91.0 m/z 43.00 50.24%
39.0 65.0
NECE oL T A 1 T S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
7.60 7.80 8.00 8.20
5000 m/z 134.00 50.14%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z--> /\
Abundance #17034: Benzene, 1,3-d|ethy|- T T T T T T T T T
m/z 91.05 27 .44%
P T ‘H \‘ Mol MM
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 19 Benzene, 1-methyl-4-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.946 40.16 ng/ul 13327300 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 86
2 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 55
3 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 55

4 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 55
5 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 50

Abundance Scan 860 (7.946 min): BN034283.D\data.ms (-855) (-) m/z 105.10 100.00%

105.1
57.1
5000
| “ | 13% 7.60 7.80 8.00 8.20
ot DL BBt 2000 2810 p 5716 55.88%
m/z--> 50 100 150 200 250
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 LI L L L L LA R
7.60 7.80 8.00 8.20
134.0 m/z 43.10  35.70%
270\ \6?0‘\‘ L H n 1
— e
m/z--> 50 100 150 200 250
Abundance
105.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
7.60 7.80 8.00 8.20
5000 m/z 134.05 26.40%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> \
Abundance #17051: Benzene, 1-methyl-3-propyl- RN R N R R Ra
m/z 85.10 22.62%
L Ld M Ll ‘ MJL
\\\\‘\\\\‘\\\\‘\\\\ T T T L T[T T T I [T T T [ rrrr [ rrrrJ1
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
7.998 18.58 ng/ul 6166260 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 94
2 Decane, 4-methyl- 156 C11H24 002847-72-5 91
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 90

4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72

Abundance Scan 869 (7.998 min): BN034283.D\data.ms (-865) (-) m/z 71.10 100.00%

431 71.1
5000
1121 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ ‘ ‘ 156.2 7.60 7.80 8.00 8.20 8.40
bl L3862 2070 s 43010 9e.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 [ LA L I IR I
7.60 7.80 8.00 8.20 8.40
m/z 57.10 75.46%
112.0
0 R T
o+t e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
430 710
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 39.03%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #33093: Nonane, 2,6-d|methy|- [T T T T T T T T T T oo T
m/z 70.10 35.99%
“ \“\ H\ \‘\ \‘ I W
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\ LU L L L L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 21 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
8.040  26.94 ng/ul 8940900 1,4-Dichlorobenzene-d4 7.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 91
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 876 (8.040 min): BN034283.D\data.ms (-872) (-) m/z 119.10 100.00%
119.1
5000 91.0
A R
390 650 L] 7.80 8.00 8.20 8.40
Ol et e L4 1520 1909 s 105,10 52.47%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 \\\\‘\\\\‘\\\\‘\\\/\\/‘\\\\
7.80 8.00 8.20 8.40
910 m/z 91.00 46.95%
39.0 650 '
0 \‘\'}\5\'(‘)\‘”\“‘H‘;H“;‘u \ \‘”‘H‘H“i‘w \‘Mm“\ R
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
119.0
7.80 8.00 8.20 8.40
5000 m/z 134.05 45.74%
\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #17032: Benzene, 1,2-d|ethy|- T T T T T
m/z 77.00 14.83%
| by o) ‘\ y \H “‘
\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\ TT T T[T T T T[T T T I T rrrrrr
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.069 33.17 ng/ul 11005900 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 94
2 Decane, 2-methyl- 156 C11H24 006975-98-0 90
3 Decane, 2-methyl- 156 C11H24 006975-98-0 83
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 64
Abundance Scan 881 (8.069 min): BN034283.D\data.ms (-879) (-) m/z 43.10 100.00%
43.1
71.1
5000
R ERERARAS
H 11‘2-1 1412 7.80 8.00 8.20 8.40
Obre b L 216511900 2210 s 57 10 99.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33083: Decane, 2-methyl-
57.0
5000 L L L L L B IR
85.0 7.80 8.00 8.20 8.40
29.0 ' %
‘ 112.0 m/z 71.10 71.31
omw‘m :H“H‘W“m“‘luH“H!“_Hlfl‘lﬁpwmWm‘mw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
7.80 8.00 8.20 8.40
5000 m/z 41.10 45.41%
\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\
m/z-->
Abundance #33086: Decane, Z-methyl' T T T T T T T T T T T[T
m/z 85.10  35.25%
! ‘\\ \H\ u‘ | H | M/\/\AML
\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\ I
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.175 30.54 ng/ul 10135300 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 93
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72
3 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 72

4 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
5 Decane, 3-methyl- 156 C1l1H24 013151-34-3 59

Abundance Scan 899 (8.175 min): BN034283.D\data.ms (-892) (-) m/z 57.10 100.00%

57.1
AT
‘ 6.0, 12?1 7.80 8.00 8.20 8.40
Ob bl 220 L 1, 1962 2080 28LU 0 7110 68.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33092: Decane, 3-methyl-
57.0
5000
7.80 8.00 8.20 8.40
oo m/z 43.10  59.98%
i 127.0
0 ‘ il ‘\ 1l \ggo H 156.0
T T e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
7.80 8.00 8.20 8.40
5000 m/z 41.10 47.71%
\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH TTTT]TT
m/z-->
Abundance #59110: Nonane, 5-(2-methylpropyl)- A RAERaRs REE ST
m/z 85.10 47.05%
‘\‘ 1l H\ h\ | I h M
\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HHHHHHHHHHHHHHH T LU L TT 17T TT 1T T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 24 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
8.345 19.38 ng/ul 6430560 1,4-Dichlorobenzene-d4 7.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
Abundance Scan 928 (8.345 min): BN034283.D\data.ms (-923) (-) m/z 119.10 100.00%
119.1
5000
39.0 77.0 ‘ 8.00 8.20 8.40 8.60
Oberrrrrrrsirbe el el 193:2 1930 2670 n7 134,05 32.16%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.00 8.20 8.40 8.60
m/z 91.00 17.84%
39.0 77.0
0 \‘u\‘\‘\‘\u“‘\\“1‘\“1‘”\‘“‘u‘\w‘l‘u\‘1“‘\u“\,\u\‘uu‘\m‘\m,\m‘\m‘uu
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance
119.0
8.00 8.20 8.40 8.60
5000 m/z 105.10 13.90%
\‘H\\‘HH‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> /\
Abundance #16998: O-Cymene BERRRRRE M\ T
m/z 120.10 10.07%
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 25 o-Cymene Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
8.398 22.10 ng/ul 7333040 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 C1eH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 Cl@H14 000535-77-3 95
3 p-Cymene 134 CleH14 000099-87-6 95

4 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94

Abundance Scan 937 (8.398 min): BN034283.D\data.ms (-932) (-) m/z 119.10 100.00%

119.1
5000 A
390 770 8.00 8.20 8.40 8.60 8.80
Olrrrrrecbdpecbpscb e bk A8 19,0 2670 nyy 134,05  27.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16998: 0-Cymene
119.0
8.00 8.20 8.40 8.60 8.80
m/z 91.05 15.36%
410 77.0 I
O e T [ P T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
119.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 120.10 9.64%
\H‘\H\‘HH‘HH‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘H
m/z-->
Abundance #16995: p-Cymene
m/z 117.05 7.92%
Cl ‘ ol MA_@MM
\H‘\H\‘HH‘HH‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.645 91.26 ng/ul 30281200 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 97
2 Undecane 156 C11H24 001120-21-4 91
3 Undecane 156 C11H24 001120-21-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane 184 (C13H28 000629-50-5 83
Abundance Scan 979 (8.645 min): BN034283.D\data.ms (-971) (-) m/z 57.10 100.00%
57.1
' 8.40 8.60 8.80 9.00
98.1 156.2 , e S
ol “‘HM L [“A2r17DC 1030 28LDh/; 43,10 83.34%
m/z--> 50 100 150 200 250
Abundance #33077: Undecane
57.0
5000 LR B LA R B R
8.40 8.60 8.80 9.00
m/z 71.10 50.16%
7o w0 o
oAt b e
m/z--> 50 100 150 200 250
Abundance
43.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.40 8.60 8.80 9.00
5000 m/z 41.10 46.19%
T T T T T T T T ‘ T T T T ‘ T T T T T T T T T T T T
m/z-->
Abundance #33081: Undecane T T[T T T[T T T
m/z 85.10 31.40%
“ H\ | \‘ L | uLN\\
\\\\‘\\\\‘\\\\‘\\\\ L T T T TT T T[T T T T[T T T T[T I [TTIT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 27 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.740 30.73 ng/ul 10198000 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 46
2 2-Methylindan-2-o0l 148 C10H120 033223-84-6 46
3 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 43
4 Benzene, 1l-methyl-4-butyl 148 C1l1H16 001595-05-7 38
5 Benzene, 1-methyl-4-(2-methylpro... 148 C11lH16 005161-04-6 35
Abundance Scan 995 (8.740 min): BN034283.D\data.ms (-983) (-) m/z 105.10 100.00%
105.1
43.1
5000 so.1 148.1 \
N ‘ ‘ 8.40 8.60 8.80 9.00
0 Sl L e 2988 sz 43,10 48.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26208: 4-Methylphenyl acetone
105.0
5000 430 L R L R R R R
8.40 8.60 8.80 9.00
77.0 148.0 m/z 119.10  41.52%
15.0 | H
0 HWm‘umum‘mwuu_m‘mwm‘uu_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 105.0
8.40 8.60 8.80 9.00
5000 148.0 m/z 148.05  38.79%
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #26263: Benzenepropanal, .beta.-methyl- e M, ‘/
m%
|l \‘\ I L I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\ I L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
9.469 3.97 ng/ul 7570540 Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 74
2 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 72
3 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 72

4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 53

Abundance Scan 1119 (9.469 min): BN034283.D\data.ms (-1109) (-) m/z 57.05 100.00%

57.0
85.1 A RAmmmmsS St
H ‘ 112 1 9.20 9.40 9.60 9.80
Obrrthcdi b b A ABLL 1992 ./ 43.18 57.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45495: Undecane, 5-methyl-
43.0
5000 71.0 T T T T T T
9.20 9.40 9.60 9.80
m/z 71.10 47.40%
0 \‘ ‘\ M 20 140.0 170.0
S RAmamaaas T ““““
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
9.20 9.40 9.60 9.80
5000 m/z 41.00 35.65%
\‘H\\‘\\\\‘\\\\‘\\H‘\\\\‘H\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\ \%/\/\/\/LWM
m/z-->

Abundance  #181390: Oxalic acid, 2-ethylhexyl isohexyl ester P T

m/z 85.10 23.02%
Ll ‘ M\JMA
\‘H\\‘\\\‘\\\\‘\\H‘\\\\‘H\\\\\\‘\\\\\H\\\\\\\\\\\\ I

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
9.534 2.34 ng/ul 4463020 Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 46
2 Undecane, 4-methyl- 170 C12H26 002980-69-0 43
3 Decane, 3,3,8-trimethyl- 184 C13H28 062338-16-3 38
4 Butyric acid, 2-phenyl-, 3-methy... 234 C15H2202 1000406-85-4 35
5 Glutaric acid, pentyl tetrahydro... 286 C15H2605 1000359-66-0 35

Abundance Scan 1130 (9.534 min): BN034283.D\data.ms (-1124) (-) m/z 43.10 100.00%

43.1 711
105.1
5000
148.0
126.1 T ‘
L
0ottt b bl Ly L3704 2081 o1 1 97,00
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45496: Undecane, 4-methyl-
43.0
71.0
5000 T
9.50
m/z 105.05 73.66%
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
T \
71.0 950
5000 m/z 57.10 59.18%
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT
m/z-->
Abundance #59100: Decane, 3,3,8-trimethyl- I I
m/z 106.10 55.76%
h‘ \‘\ ‘\‘ il \‘ | J ;MEMA'
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.
9.716 2.50 ng/ul 4779130 Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 76
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 53
3 Tridecane, 2,5-dimethyl- 212 C15H32 056292-66-1 50

4 Undecane, 3-methyl- 170 C12H26 001002-43-3 43
5 1-Iodo-2-methylnonane 268 C10H21I 1000101-47-9 38

Abundance Scan 1161 (9.716 min): BN034283.D\data.ms (-1153) (-) m/z 57.10 100.00%

57.1
- e M
— A
’ 9.50 10.00
ol M 89 0 10911851 28l ny 43,10 54.51%
m/z--> 50 100 150 200 250
Abundance #45490: Undecane, 3-methyl-
57.0
5000 e e
9.50 10.00
m/z 71.10 48.21%
27‘.0 99.0 141.0
A N O
m/z--> 50 100 150 200 250
Abundance
57.0
T ‘ T T ‘ T
9.50 10.00
5000 m/z 85.10 44.68%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
Abundance #90201: Tridecane, 2,5-dimethyl- ‘ ‘
m/z 119.10 40.84%
\‘ “\ ‘\ \“ \‘ \‘ | Mm
T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
10.692 5.69 ng/ul 10863600  Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 3-ethyl- 142 C10H22 005881-17-4 64
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 53
3 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 50
4 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 47
5 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 47

Abundance Scan 1327 (10.692 min): BN034283.D\data.ms (-1316) (- m/z 43.00 100.00%

43.0
5000

112.1 Sae ——
‘ ‘ 83.1 ‘ 1491 10.50 11.00
. (
ob Ml [, "TRI178.12080 2804 nsu 71,10 83.63%
miz--> 50 100 150 200 250
Abundance #22073: Octane, 3-ethyl-
71.0
41.0

5000 U T
112.0 10.50 11.00

m/z 57.10 37.13%

. H‘ \“ ‘\H\‘ ‘ “‘ :‘I'4‘2‘0‘ — — —
m/z--> 50 100 150 200 250
Abundance
43.0

T ‘ T
10.50 11.00
5000 m/z 70.10 36.00%

T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z.-> M\JL\M/\N
Abundance

#106105: 4-Methyl-3-heptanol, trifluoroacetate ‘ ‘

o

m/z 58.00 28.77%

-

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
11.622 8.53 ng/ul 16277700  Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 (C13H28 000629-50-5 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1485 (11.622 min): BN034283.D\data.ms (-1475) (- m/z 57.10 100.00%
57.1
5000
— T
11.50 12.00
1121 . 184.3
oHWHU;‘u”‘_u”mp!m\msuw‘lf‘ﬁ?‘wH_uww_m m/z 43.10 77.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 — =
85.0 11.50 12.00
29.0 m/z 71.10 59.34%
oo s
0O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T ‘ T T ‘ T
11.50 12.00
5000 m/z 41.10 41.20%
L TTTT TTTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT TTTT TTTT TTTT
m/z-->
Abundance #74005: Tetradecane I I
m/z 85.10 35.68%
\‘ H\ “\ I \\‘ L ) L \/\JJ
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT TTTT TTTT TTTT TTTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

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

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 44 unknown-02 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.281 40.78 ng/ul 11653600  Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Trifluoroacetoxy-6-ethyldecane 282 C14H25F302 116436-59-0 46
2 1-Undecene, 9-methyl- 168 C12H24 074630-41-4 43
3 1,2-Cyclooctanediol, trans- 144 C8H1602 042565-22-0 43
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 38
5 Cyclobutane, 1-butyl-2-ethyl- 140 C1leH20 1010150-67-3 38

Abundance Scan 1597 (12.281 min): BN034283.D\data.ms (-1591) (- m/z 57.10 100.00%
57.1
5000 111.1 MML
—— ——
‘ H ‘ 401 12.00 12.50
oHW“MH_Mnﬂu‘uw‘mew1‘?“‘_1”“?‘1‘5&“_@%‘?‘1‘“ m/z 55.05 77.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #175496: 3-Trifluoroacetoxy-6-ethyldecane
57.0
5000 e ——
12.00 12.50
1120 m/z 69.10 72.19%
Y _u‘uwwm_m‘_m“??‘?‘m‘WWWW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
70.0
T ‘ T T ‘ T
410 12.00 12.50
5000 m/z 41.00 60.09%
\H‘\H\‘\H\‘HH‘\\H‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #24139: 1,2-Cyclooctanediol, trans- ‘ I
m/z 70.10 55.32%
M
\H‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.598 21.86 ng/ul 6246380  Acenaphthene-di10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
3 Hexadecane 226 Cl6H34 000544-76-3 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 68
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64

Abundance Scan 1651 (12.598 min): BN034283.D\data.ms (-1646) (- m/z 57.10 100.00%
57

| i

105.1 I ‘
{

J l
12.50 13.00
38.1 176.2
S ‘\‘Mu“\ ‘w‘ 1381 1762 21232431 2810 . 1/, 71.16  86.32%

m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 T
12.50 13.00
m/z 43.10 52.50%
||

99.0
o L 1410 1830 2390 296
L e e e e R A A T e e e R
m/z--> 50 100 150 200 250
Abundance
57.0

T ‘ T
12.50 13.00
5000 m/z 85.10 39.48%

T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
mjz-—> M
Abundance #107216: Hexadecane

m/z 41.10 36.58%

5000

o

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 46 Butanoic acid, butyl ester Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.804 21.18 ng/ul 6051770 Acenaphthene-die 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 56
3 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 50
4 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 50
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 40
Abundance Scan 1686 (12.804 min): BN034283.D\data.ms (-1678) (- m/z 56.10 100.00%
56.1
89.0
5000
‘ 12‘56 ‘13‘00‘
143.1 . .
1731 .
om_HJ‘wm“_u““_w_Hu_m‘w_Hu_m_‘?‘2_3;‘1‘_2‘57‘-: m/z 89.00  79.23%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #24132: Butanoic acid, butyl ester
71.0
43.0
5000 — ANAL
12.50 13.00
m/z 71.10 64.73%
01.0
ol 244
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance
89.0
‘ T T ‘ T
56.0 12.50 13.00
5000 m/z 43.10 58.35%
TTT \H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH TTTT T
m/z-->
Abundance #47011: Butanoic acid, hexyl ester ‘ I
W%
I ‘m\ ) s —
TTT HH‘HH‘HH‘HH‘HH TITT [T I T T[T T T[T IT T[T T T T TTTT[TTIrT T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47

Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 47 Propanoic acid, 2-methyl-, Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.
13.022 15.08 ng/ul 4308410  Acenaphthene-dile 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 59
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 45
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 45

Abundance Scan 1723 (13.022 min): BN034283.D\data.ms (-1718) (- m/z 71.10 100.00%
71.1
- T m
8.1 : :
‘ “ ‘ 161.1 ‘ 13.00
bl bl 22850 L 198.22211 2570 psy 5610 59.09%
m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #24299: Propanoic acid, 2-methyl-, 2-methylpropyl ester
71.0
5000 T ‘
41.0 13.00
m/z 43.10 50.93%
H ‘ 01.0
0 H‘_1‘”1‘1”““_“1“_m“m_m_m_m_Mw‘mww
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance
71.0
T 1
43.0 13.00
5000 m/z 69.10 31.46%
H\‘HH‘HH‘HH HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\ WMA/W
m/z-->
Abundance #24296: Propanoic acid, 2-methyl-, 2-methylpropyl ester ‘ I
m/z 89.00 27.45%
T T T T T T T T T [T T T T[T T T T T T TTTT T M
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47

Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 48 Naphthalene, 1,3-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.204  33.18 ng/ul 9481370  Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 1754 (13.204 min): BN034283.D\data.ms (-1747) (- m/z 156.10 100.00%
156.1
5000
1 1150 13.00 13.50
0L 3542 o L ”wg“‘”‘ A2 8L n/z 141,00 71.43%
m/z--> 50 100 150 200 250 300
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000
13.00 13.50
m/z 155.10 40.21%
76.0 ‘
o ) R I 1
m/z--> 50 100 150 200 250 300
Abundance
156.0
T ‘ T T ‘ T
13.00 13.50
5000 m/z 115.00 14.94%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #33164: Naphthalene, 1,6-dimethyl- ‘ I
m/z 153.05 14.86%
‘ \‘\ Il \H\ MJM
\\\\\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 49 unknown-03 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.334  28.88 ng/ul 8253120  Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 40
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 39
3 Isobutyric acid, 8-chlorooctyl e... 234 C12H23C1l02 1000447-30-0 36
4 Methyl pyruvate dimethyl acetal 148 C6H1204 010076-48-9 36
5 3-(1,3-Dihydroxyisopropyl)-1,5,8... 264 C12H2406 109773-63-9 33
Abundance Scan 1776 (13.333 min): BN034283.D\data.ms (-1771) (- m/z 56.10 100.00%
56.1
89.0
5000
143.1 13‘06 ‘13‘50‘
173.1 . : :
oMwwu“_wwww‘m_m,uwﬁ??“z”w%ﬁl‘v m/z 89.05  80.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94132: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime
71.0
5000 o 4 }
13.00 13.50
41.0 m/z 71.10 71.74%
e
o‘uwmquuwﬂ‘Wm_kuuﬂuwuuwuwuuwuwuuwuwu
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
71.0
‘ T T ‘ T
13.00 13.50
5000 m/z 43.10 46.08%
\H‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #115765: Isobutyric acid, 8-chlorooctyl ester ‘ ‘
| 1
\H‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 50 Naphthalene, 2,3-dimethyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.369 17.85 ng/ul 5100270  Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
Abundance Scan 1782 (13.369 min): BN034283.D\data.ms (-1779) (- m/z 141.05 100.00%
141.1
— —
76.0 09{ ‘ m 190.2 13.00 13.50
ol 390 L A9 || Jl, 1902 2292 2711 ., 156,10 98.87%
m/z--> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
5000
13.00 13.50
m/z 155.10  25.18%
115.0
39.0 760 |
ol “ }‘ ‘\h“\\”\‘ e ‘\‘\‘ H ‘\H\“ R e
m/z--> 50 100 150 200 250
Abundance
141.0
‘ T T ‘ T
13.00 13.50
5000 m/z 115.00 21.06%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z-->
Abundance #33151: Naphthalene, 1,2-dimethyl- ‘ I
m/z 128.05 16.31%
. ‘ Ll fV“A\jmﬁA\vajwvw
T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 51 Naphthalene, 1,6-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.416  29.06 ng/ul 8304350  Acenaphthene-di10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 83
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 83
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 83
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 78
Abundance Scan 1790 (13.416 min): BN034283.D\data.ms (-1786) (- m/z 156.10 100.00%
156.1
5000 790
43.0 115.1
hgoz ’ 13.50
0! L d9%2 2412 28 g 141,05 74.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000
13.50
m/z 79.00 51.36%
115.0
ob 80 890
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
156.0
T ‘ T
13.50
5000 m/z 94.10 41.34%
\H‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #33132: Naphthalene, 2,6-dimethyl- ‘
m/z 155.10  39.48%
‘\H\‘HH‘HH‘HH‘HH‘HH‘H JMU\,\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 52 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.563 32.73 ng/ul 9352760  Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
2 Decane, 5-propyl- 184 C13H28 017312-62-8 68
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 64
4 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 64
5 Tridecane, 7-propyl- 226 C16H34 055045-09-5 60
Abundance Scan 1815 (13.563 min): BN034283.D\data.ms (-1805) (- m/z 57.10 100.00%
57.1
5000 W/J
‘ 1131 ‘13\50‘ \
159.1 .
— b w““w‘w b, 2112 2573 m/z 71.10 88.93%
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 S :
13.50
m/z 43.10 77.89%
99.0
0 L‘ L. 1410 1830 2390 296«
— e e
m/z--> 50 100 150 200 250
Abundance
57.0
T \
13.50
5000 m/z 85.10 42.97%
T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z-->
Abundance #45501: Decane, 3,7-dimethyl- I I
m/z 41.05 37.93%
“ Il H\ \‘\ il | \J\/\/\/J
T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 53 1H-Indole, 4-(3-methyl-2-bu... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.216 60.32 ng/ul 17238200 Acenaphthene-die 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indole, 4-(3-methyl-2-butenyl)- 185 C13H15N 032962-25-7 74
2 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 58
3 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 53
4 1H-Pyrazole, 5-(t-butyl)-3-phenyl- 200 C13H16N2 1000261-34-8 46
5 6-Fluoro-2,4-pyrimidinediamine, TMS 200 C7H13FN4Si 1000472-66-9 46

Abundance Scan 1926 (14.216 min): BN034283.D\data.ms (-1921) (- m/z 185.10 100.00%

185.1
5000
155.1 7 ‘ ‘
39.0 77.0 m ‘ ‘ 14.00 14.50
om_m_m_“““‘192”9“_””‘” 2222w 170,10 64.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60014: 1H-Indole, 4-(3-methyl-2-butenyl)-
170.0
5000 130.0
44.0 14.00 14.50
m/z 200.2 29.94%
oL+ ‘ ‘U“ "H“‘\‘\U1\‘\“\\\‘\“\‘\\1\ ‘\H‘m‘ \\‘ ‘%“‘ ‘\!H‘ ‘\iu‘l , ‘\“ “!H‘ " H‘ EARaRaRLEAEE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
185.0
T ‘ T T ‘ T T
14.00 14.50
5000 m/z 155.10 18.77%

TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT TT
m/z-->
Abundance #76095: 9-Methyl-S-octahydroanthracene

m/z 186.10  15.25%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47

Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 54 unknown-04 Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
14.439  20.29 ng/ul 5799400  Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Ethane, 2,2-dichloro-1,1,1-trifl... 152 C2HC12F3 000306-83-2 27
2 Butanoic acid, 2-methyl-, 1,2-di... 172 C1@H2002 084696-83-3 27
3 4-Methylthiomorpholine-1,1-dioxide 149 C5H11NO2S 025343-91-3 22
4 But-2-enoic acid, amide, 3-methy... 153 C9H15NO 1000340-09-0 14
5 Acetaldehyde hexyl isobutyl acetal 202 C12H2602 1000430-99-4 10

Abundance Scan 1964 (14.439 min): BN034283.D\data.ms (-1960) (- m/z 83.10 100.00%
83.1
—
14.50
0 m/z 57.10 61.05%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #29528: Ethane, 2,2-dichloro-1,1,1-trifluoro-
83.0
5000 T
810 14.50
m/z 85.10 51.38%
H ‘ 133.0
0 H“m““H“H‘umW‘m‘wuwh‘_‘lu‘w‘w‘wwwmw
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
85.0
57.0 L
14.50
5000 m/z 43.10 42.51%
H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH 1
m/z-->
Abundance #27126: 4-Methylthiomorpholine-1,1-dioxide ‘
m/z 71.10 40.66%
. H ‘
H\HH‘HH‘HH‘HH‘HHHH‘HH‘HHHHHHHHHHH
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 55 Naphthalene, 2,3,6-trimethyl- Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.
14.539  17.85 ng/ul 5100620 Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96

Abundance Scan 1981 (14.539 min): BN034283.D\data.ms (-1976) (- = m/z 170.10 100.00%

170.1
5000
57.1
128.1
85. 14.50
\H \h‘ I \M Al hm I, \‘\ \‘H L HH \‘h ! 21\82 250.: o
O e b b gl b e T m/z 155.10 87.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 1 ‘
14.50
m/z 57.10  23.43%
ol 390 76010201289 | ]
T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155.0
L 1
14.50
5000 m/z 153.05 21.86%
H\\H\‘\H\‘\\H‘H\\‘\H\‘H\\‘\\H‘HH‘HH‘HH‘HHHH
m/z-->
Abundance #45540: Naphthalene, 2,3,6-trimethyl- ‘ I
m/z 169.10 20.41%
ol | \‘\ L \HH m“ m

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 56 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
14.610  15.65 ng/ul 4473540  Acenaphthene-dle 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 7-propyl- 226 C16H34 055045-09-5 70
2 10-Methylnonadecane 282 C20H42 056862-62-5 60
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 53
4 Heptacosane 380 C27H56 000593-49-7 53
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 50
Abundance Scan 1993 (14.610 min): BN034283.D\data.ms (-1989) (- m/z 57.10 100.00%
57.1
o WM/\AAJ\A
97.1 T T
231.9 14.50 15.00
hid 1832 | e
oMw\mmMm!_uk‘hm“ﬂ“w‘”wkmu‘,wwHW‘WWW:- m/z 43.10  85.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107221: Tridecane, 7-propyl-
43.0
85.0
5000 —— —
14.50 15.00
140.0 m/z 71.10 69.83%
‘ | 183.0
) NN PR ISR -1 BE—
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
T ‘ T T ‘ T
14.50 15.00
5000 m/z 83.10 54.98%
\H‘\H\‘\H\‘HH‘\H\‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #59048: Dodecane, 2-methyl- I I
\H‘H‘H“‘}H“\‘\H}\“h‘\\\”“\\w‘\‘\‘H\l“\\H‘\\‘\\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 57 4b,5,6,7,8,8a,9,10-0ctahydr... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
14.651 17.28 ng/ul 4938950 Acenaphthene-die 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4b,5,6,7,8,8a,9,10-0ctahydro-1-m... 200 C15H20 1000080-19-3 96
2 9-Methyl-S-octahydrophenanthrene 200 C15H20 023861-81-6 64
3 .alpha.-Dehydro-ar-himachalene 200 C15H20 078204-62-3 53
4 Isolongifolene, 4,5,9,10-dehydro- 200 C15H20 156747-45-4 53
51,2,3,4,4a,9,10,10a-(trans-4a,10... 200 C14H160 021656-46-2 47
Abundance Scan 2000 (14.651 min): BN034283.D\data.ms (-1997) (- m/z 200.20 100.00%
200.2
157.1
5000 1281
— —4
390 77.0 231.9 ’ 14.50 15.00
ol 2l m/z 157.10  65.93%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #76103: 4b,5,6,7,8,8a,9,10-Octahydro-1-methylphenanth
200.0
157.0
5000 = -
128.0 14.50 15.00
m/z 143.05 55.38%
\
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance
200.0
T ‘ T T ‘ T
14.50 15.00
5000 m/z 185.10 38.59%
‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH TTTT
m/z-->
Abundance #76093: .alpha.-Dehydro-ar-himachalene ‘ ‘
m/z 128.05  38.49%
h o 1 M
HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH TTTTTTTTIITTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 58 Naphthalene, 1,4,6-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.833 61.81 ng/ul 17664400  Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 50
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 50
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 50
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 50
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50

Abundance Scan 2031 (14.833 min): BN034283.D\data.ms (-2024) (- = m/z 185.15 100.00%
185.2
5000
155.1
— —4
128.0 14.50 15.00
43.0 77.0
o 193, WLW;‘Mm?ﬁz‘:z‘ww m/z 176.10  88.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0
5000
14.50 15.00
m/z 200.20  31.83%
o 510 840 1280 |
Raama i A m S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
170.0
T T “"J\\"’TL\
14.50 15.00
5000 m/z 155.10 28.11%
‘\H\H\\‘\\\\‘\\H‘\H\‘H\\‘\\\\‘\\H‘\H\‘H\\\\\\\\H
m/z-->
Abundance #45527: 4,6,8-Trimethylazulene ‘ I
m/z 186.10 14.87%
T P WO PR L ALM\\ HH AJVJX
‘\H\‘H\\‘\\\\‘\\H‘\H\‘H\\‘\\ ‘\\H‘\H\H\\\\\\\\H
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.951 60.16 ng/ul 17193800  Acenaphthene-d10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Hexadecane 226 C16H34 000544-76-3 94
3 Tetradecane 198 C14H30 000629-59-4 94
4 Hexadecane 226 Cl6H34 000544-76-3 93
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 2051 (14.951 min): BN034283.D\data.ms (-2043) (- m/z 57.10 100.00%
57.1
- WWJ\J
s
' 145.1 , :
I M‘u b g TP 1832 2263 281 h. 431 71.31%
m/z--> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
5000 R
15.00
99.0 m/z 71.10 66.69%
226.0
oL ZOL | 10 a0 260
m/z--> 50 100 150 200 250
Abundance
57.0
T ‘ T
15.00
5000 m/z 85.10 44 .93%
T T T T T T T T ‘ T T T T ‘ T T T T T T T T T T T T
m/z-->
Abundance #74006: Tetradecane I
. “\“ \‘!\ \“‘ - N — S
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.357  28.13 ng/ul 8039380  Acenaphthene-di10 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-8-propyl- 226 Cl6H34 055045-07-3 72
2 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 64
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 60
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 53
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 47
Abundance Scan 2120 (15.357 min): BN034283.D\data.ms (-2112) (- m/z 57.10 100.00%
57.1
— ——
99.1
138 1 169.1 15.00 15.50
0 222225442831 ./, 43.10  32.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107243: Dodecane, 2-methyl-8-propyl-
57.0
5000 = —r—
15.00 15.50
m/z 85.10  28.38%
112.0 183.0
Ol oot 2410 T 2260
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
‘ T T ‘ T
15.00 15.50
5000 m/z 41.10 23.82%
‘H\\‘\\H‘\H\‘H\\‘\H\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH TTT W
m/z-->
Abundance #141076: Pentadecane, 2,6,10-trimethyl- ‘ I
H [, \‘ \‘ L L
‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH TITTTTT T[T I T T[T T[T T T[T TTT[TTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.816  55.08 ng/ul 14409900  Phenanthrene-d10 16.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2198 (15.816 min): BN034283.D\data.ms (-2192) (- m/z 57.10 100.00%
57.1
0 A\/\/L\/\A
— —
h 99.1 111 p403 15.50 16.00
Ok g AL 1962 2403 2810 o431 68.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123960: Heptadecane
57.0
5000 . —
15.50 16.00
99.0 m/z 71.10 64.38%
‘HM‘HMH‘_H"Hw‘uwu‘wHH‘HH‘HHM‘HMH‘_HW‘HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
‘ T T ‘ T
15.50 16.00
5000 m/z 85.10 46.43%
\H‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #158598: Nonadecane I
;::AAji;]EViji;ii%
\H‘\‘\‘\\“‘}H‘H‘\WH}\‘H‘H\h“\\‘”\‘\‘\H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.610  33.24 ng/ul 8695180  Phenanthrene-d1e 16.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H3e 000629-59-4 83
2 Tetradecane, 1-iodo- 324 C14H29I 019218-94-1 80
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 72
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 2333 (16.610 min): BN034283.D\data.ms (-2329) (- m/z 57.10 100.00%
57.1
—= ——
99.1 16.50 17.00
135.1 247.9 : :
o h Ly T 1820 THT 2001 sy 43.10 70.10%
miz-> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 —pt —
16.50 17.00
m/z 71.10  69.66%
99.0
o |50 a0 asso
m/z--> 50 100 150 200 250 300
Abundance
57.0
T ‘ T T ‘ T
16.50 17.00
5000 m/z 85.10 50.69%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z-->
Abundance #277469: Carbonic acid, eicosy! vinyl ester ‘ ‘
m/z 41.10 34.56%
| ‘h I d‘\‘ ‘L\ by J\A/\/V\J\/\M\A
\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 63 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.657 39.76 ng/ul 10402100 Phenanthrene-di0 16.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76
2 Tetradecane 198 C14H3e 000629-59-4 70
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 68
4 Heneicosane 296 C21H44 000629-94-7 64
5 Pentacosane 352 C25H52 000629-99-2 64

Abundance Scan 2341 (16.657 min): BN034283.D\data.ms (-2337) (- m/z 57.10 100.00%

57.1

5000
184.0
\‘\

L -
1131 242.2 16.50 17.00

ol i H | w“‘ L T Y | 2823 m/z 71.10  79.69%
m/z--> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
16.50 17.00

m/z 43.10  49.78%
\‘H

113.0
| ‘L\‘ Ll 1830 2ss0
m/z--> 50 100 150 200 250 300
Abundance
57.0

T ‘ T
16.50 17.00
5000 m/z 85.10 47.41%

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z-->

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- ‘ ‘

o

m/z 184.00  33.30%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47

Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 64 unknown-05 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
16.980  27.71 ng/ul 7249570  Phenanthrene-d10 16.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzene, 1,3-bis(1-methylethenyl)- 158 C12H14 003748-13-8 46
2 Benzene, 1,3-bis(1-methylethenyl)- 158 C12H14 003748-13-8 42
3 Benzene, 1,3-bis(1-methylethenyl)- 158 C12H14 003748-13-8 41
4 Benzene, 1,4-bis(1-methylethenyl)- 158 C12H14 001605-18-1 38
5 Ethene, 1-[2-methylphenyl]-2-[2-... 242 C15H140S 1000132-66-7 35

Abundance Scan 2396 (16.980 min): BN034283.D\data.ms (-2392) (- | m/z 158.10 100.00%
158.1 242.2
5000 199.1
115, A
55.0 ‘ ‘ 17.00
0 Mol L 2888327, vy 4000 94.60%
miz--> 50 100 150 200 250 300
Abundance #34739: Benzene, 1,3-bis(1-methylethenyl)-
158.0
5000 ]
17.00
m/z 227.20 62.94%
51.0 ‘
0150 w 1] L) Ao
m/z--> 100 150 200 250 300
Abundance
158.0
T ‘ T
17.00
5000 m/z 128.05 53.80%
L ‘ T T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T 1T
m/z-->
Abundance #34744: Benzene, 1,3-bis(1-methylethenyl)- ‘
m/z 143.05 52.21%
! ol \\‘H ‘\ u‘\ ‘ ,\\/\JL
T 1T \ ‘ T T ‘ L ‘ T T T T T T T T T T 1T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47

Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5

Sample Multiplier: 1

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

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 65 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.345 37.65 ng/ul 9850120  Phenanthrene-d1e0 16.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H490 000629-92-5 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2458 (17.345 min): BN034283.D\data.ms (-2451) (- m/z 57.10 100.00%
57.1
20 NM%\JtM\AN
— —
99.1 1411 17.00 17.50
o b bl Ly 24Tt 1822 23522683 309 12 4310 68.96%
miz-> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 . ——
17.00 17.50
m/z 71.10 68.79%
‘ | 90 a0 268.0
ob |y 1410 1830 2250 2680
m/z--> 50 100 150 200 250 300
Abundance
57.0
‘ T T ‘ T
17.00 17.50
5000 m/z 85.10 48.48%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T
m/z-->
Abundance #123960: Heptadecane I
\‘ \“ ‘\ H\ ‘H\ “‘ d‘ Lo |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 66 Hexadecanoic acid, methyl e... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
17.522  26.85 ng/ul 7023930  Phenanthrene-di10 16.827

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Hexadecanoic acid, methyl ester
2 Tridecanoic acid, methyl ester
3 Methyl tetradecanoate

4 Hexadecanoic acid, methyl ester
5 Methyl tetradecanoate

270 C17H3402
228 (C14H2802
242 C15H3002
270 C17H3402
242 C15H3002

000112-39-0 98
001731-88-0 92
000124-10-7 90
000112-39-0 86
000124-10-7 76

Abundance Scan 2488 (17.521 min): BN034283.D\data.ms (-2484) (- m/z 74.00 100.00%
74.0
5000
143.1 — ‘
227.2
37L0 ‘M I 1852 """ 270.3 360.¢ 17.50
o2 Al al b b L b L 9P m/z 87.00  76.06%
miz--> 50 100 150 200 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —
17.50
143.0 m/z 43.10 30.62%
‘ \“ \ 185.0 227.0 270.0
ob— M‘u;‘ c‘“‘““‘m e
m/z--> 50 100 150 200 300 350
Abundance
74.0
T I
17.50
5000 m/z 55.10 23.42%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
m/z-->
Abundance #126208: Methyl tetradecanoate I I
m/z 41.00 22.95%
h‘ Lh H (1 | | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 67 n-Hexadecanoic acid Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
17.745 17.40 ng/ul 4552930  Phenanthrene-dile 16.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 45
Abundance Scan 2526 (17.745 min): BN034283.D\data.ms (-2521) (- m/z 43.10 100.00%
431 192.1
5000 129.1
85.1
—— ——
“ ‘ 256.3 17.50 18.00
ol il Ll L 12981 386 s 7300 96.86%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
17.50 18.00
0y
H 1710 213.0 256.0 m/z 192.10 85.02%
o) - ‘M \““‘H”h““ ;‘u‘\‘n} ‘\ ; “ “ “‘ \‘ ““ T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
T ‘ T T ‘ T
17.50 18.00
5000 m/z 57.10 82.91%
\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\
m/z-->
Abundance #143508: n-Hexadecanoic acid ‘ I
m/z 60.00 82.73%
| ‘ AL ‘ ‘ ‘u\ ‘\ | ‘ JL
\\\‘ \\\\‘\\\\‘\\\\‘\\\\\\\\\
m/z-->
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Data Path :
Data File :
: 30 Sep 2024 18:47
: RC/JU

: P4019-02

Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©93024\
BN@34283.D

: 5 Sample Multiplier: 1

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 68 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
18.039 26.67 ng/ul 6977180  Phenanthrene-d10 16.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Pentadecane 212 C15H32 000629-62-9 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2576 (18.039 min): BN034283.D\data.ms (-2571) (- m/z 57.10 100.00%
54

1
5000
0.1 T
18.00
0 ‘“NW‘J%W‘ﬂﬂ‘%{ﬁ?"}?3312?9?‘3543“‘344ﬁu m/z 71.10  68.97%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — ‘
18.00
9.0 m/z 43.10 66.83%
L 1018302050 2620
o R 0 1 D AW v A
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T T \
18.00
5000 m/z 85.10 51.05%

\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\
m/z--> M\L\

Abundance #194590: Heneicosane I I

m/z 41.10 30.32%

-

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 69 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
18.686  22.23 ng/ul 5816190  Phenanthrene-d1e 16.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heptadecane 240 C17H36 000629-78-7 97
3 Heptadecane 240 C17H36 000629-78-7 94
4 Heneicosane 296 C21H44 000629-94-7 93
5 Heptadecane 240 C17H36 000629-78-7 93

Abundance Scan 2686 (18.686 min): BN034283.D\data.ms (-2681) (- m/z 57.10 100.00%

57.1
5000

— —
18.50 19.00

1411 183 2 240. 2278 1
[ — “M‘“wh“ Lt TTarel 3222y 71010 68.06%
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 —— —
18.50 19.00

m/z 43.10 64.71%

5o | 01010 200
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

T ‘ T
18.50 19.00

o

5000 m/z 85.10 52.06%
LI L ‘ T T T T ‘ L ‘ L LI T T T T
m/z-->
Abundance #123961: Heptadecane I I
CM%
T “\ ‘ “ T ““ \“ T L T \‘ L L LI T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 70 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
19.268 12.01 ng/ul 4411050 Chrysene-di2 21.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2785 (19.268 min): BN034283.D\data.ms (-2781) (-  m/z 57.10 100.00%
57.1
2000 MJ\M
—— ——
‘ 1751 19.00 19.50
oL AL _M LN J‘;_Z??‘l‘ 8310 429 m/z 71.10  68.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 T U
19.00 19.50
m/z 43.10 66.35%
‘\‘H 0 1600 2400
0t ‘M"J‘“‘H““““““‘H“““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
T ‘ T T ‘ T
19.00 19.50
5000 m/z 85.10 50.57%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #211086: Tridecane, 1-iodo- I I
moo
\\”\H\“\‘“\“\“‘\J\‘\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 71 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
19.804 16.04 ng/ul 5888700  Chrysene-d12 21.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Nonadecane 268 C19H40 000629-92-5 94
3 Tetracosane 338 C24H50 000646-31-1 93
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
Abundance Scan 2876 (19.804 min): BN034283.D\data.ms (-2871) (- m/z 57.10 100.00%
57.1 323.3
5000
— ——
13 1 183 1 %671 ‘ 19.50 20.00
oL— \‘\“ H h\ h d‘ ) ‘mm bl m o ool - ‘h‘\‘ N ‘3‘8‘1‘-3" _ m/z 323.30 87.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
5000 . o
19.50 20.00
9.0 m/z 43.10 70.69%
oL bl i Ll 155070 250 wmo
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
‘ T T ‘ T
19.50 20.00
5000 m/z 71.10 790.22%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\
m/z-->
Abundance #246481: Tetracosane I I
iz\/\/g\ij\:\j%
\‘ L ‘ J I h‘ | oy
\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 72 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
20.774  20.00 ng/ul 7342820  Chrysene-di12 21.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 76
2 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 72
3 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 64
4 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 58
5 Oxalic acid, dodecyl 2-ethylhexy... 370 C22H4204 1000309-39-5 58
Abundance Scan 3041 (20.774 min): BN034283.D\data.ms (-3037) (- m/z 57.10 100.00%
57.1
o /L\/\M
112.1
—— ——
‘ 163.1 23?-3 20.50 21.00
bk b L w1 3193 37804311 489, 0 71 19 71.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176390: Nonadecane, 4-methyl-
43.0
5000 e —
20.50 21.00
m/z 43.10 62.22%
9.0 239.0
N Wi |
0t ‘H‘u‘\‘wﬂ\MM‘H\m‘m\1‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
T ‘ T T ‘ T
20.50 21.00
5000 m/z 70.10 40.11%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #59106: Nonane, 4-methyl-5-propyl- ‘ I
m/z 85.10 36.80%
HJ
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@93024\
Data File : BN©34283.D

Acqg On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc :

ALS vial : 5 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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 73 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
21.774  13.45 ng/ul 4938340  Chrysene-di12 21.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
3 Tetratetracontane 619 C44H90 007098-22-8 62
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 60
5 Tetracosane 338 C24H50 000646-31-1 60
Abundance Scan 3211 (21.774 min): BN034283.D\data.ms (-3206) (- m/z 57.10 100.00%
57.1
} 2150 2200
267.1 : :
oH‘u‘uwnmwmmHH_nm_“3?3-‘3_4‘3?‘-?:wﬁﬁ‘?s%wm m/z 71.16  70.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141057: Octadecane
57.0
5000 e —
21.50 22.00
m/z 43.10  58.92%
ommﬂf%‘.’%éo
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
\‘\ \‘\
21.50 22.00
5000 m/z 171.10 41.32%
HHHH\H\‘HH‘\\\\‘HH‘HH‘HH‘HH‘HHHHHH\H
m/z-->
Abundance #347240: Tetratetracontane ‘ ‘
m/z 85.10  39.97%
M WL
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©93024\
Data File : BN©34283.D

Acq On : 30 Sep 2024 18:47
Operator : RC/JU

Sample : P4019-02

Misc

ALS Vial : 5 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: S... 5.463 56.6 ng/ul 18772900 1 7.398 6636550 20.0
Benzene, (1-met... 5.916 16.9 ng/ul 5626000 1 7.398 6636550 20.0
(DEL) Alkane: S... 5.993 17.8 ng/ul 5898390 1 7.398 6636550 20.0
Cyclohexanone, 6.057 18.7 ng/ul 6200460 1 7.398 6636550 20.0
Oxalic acid, is... 6.322 13.2 ng/ul 43620306 1 7.398 6636550 20.0
Benzene, propyl- 6.393 19.3 ng/ul 6386120 1 7.398 6636550 20.0
(DEL) Alkane: S... 6.422 19.6 ng/ul 6499576 1 7.398 6636550 20.0
(DEL) Alkane: S... 6.481 28.6 ng/ul 9489680 1 7.398 6636550 20.0
Benzene, 1-ethy... 6.510 24.8 ng/ul 8217720 1 7.398 6636550 20.0
Benzene, 1-ethy... 6.798 28.8 ng/ul 9570880 1 7.398 6636550 20.0
2-Heptanone, 4,... 6.851 23.9 ng/ul 7928890 1 7.398 6636550 20.0
(DEL) Alkane: S... 7.057 117.2 ng/ul 38897600 1 7.398 6636550 20.0
(DEL) Alkane: C... 7.228 13.1 ng/ul 4352180 1 7.398 6636550 20.0
1-Hexanol, 2-et... 7.522 103.8 ng/ul 34450400 1 7.398 6636550 20.0
D-Limonene 7.646  213.1 ng/ul 70710100 1 7.398 6636550 20.0
(DEL) Alkane: C... 7.710 14.8 ng/ul 4900920 1 7.398 6636550 20.0
Benzene, 1,3-di... 7.893 16.4 ng/ul 5438640 1 7.398 6636550 20.0
Benzene, 1-meth... 7.946 40.2 ng/ul 13327300 1 7.398 6636550 20.0
(DEL) Alkane: S... 7.998 18.6 ng/ul 6166260 1 7.398 6636550 20.0
Benzene, 4-ethy... 8.040 26.9 ng/ul 8940900 1 7.398 6636550 20.0
(DEL) Alkane: S... 8.069 33.2 ng/ul 11005900 1 7.398 6636550 20.0
(DEL) Alkane: S... 8.175 30.5 ng/ul 10135300 1 7.398 6636550 20.0
Benzene, 2-ethy... 8.345 19.4 ng/ul 6430560 1 7.398 6636550 20.0
o-Cymene 8.398 22.1 ng/ul 7333040 1 7.398 6636550 20.0
(DEL) Alkane: S... 8.645 91.3 ng/ul 30281200 1 7.398 6636550 20.0
unknown-01 8.740 30.7 ng/ul 10198000 1 7.398 6636550 20.0
(DEL) Alkane: S.. 9.469 4.0 ng/ul 7570540 2 10.151 38164400 20.0
(DEL) Alkane: S.. 9.534 2.3 ng/ul 4463020 2 10.151 38164400 20.0
(DEL) Alkane: S.. 9.716 2.5 ng/ul 4779130 2 10.151 38164400 20.0
(DEL) Alkane: S.. 10.692 5.7 ng/ul 10863600 2 10.151 38164400 20.0
(DEL) Alkane: S.. 11.622 8.5 ng/ul 16277700 2 10.151 38164400 20.0
unknown-02 12.281 40.8 ng/ul 11653600 3 14.045 5715740 20.0
(DEL) Alkane: S... 12.598 21.9 ng/ul 6246380 3 14.045 5715740 20.0
Butanoic acid, 12.804 21.2 ng/ul 6051770 3 14.045 5715740 20.0
Propanoic acid,... 13.022 15.1 ng/ul 4308410 3 14.045 5715740 20.0
Naphthalene, 1,... 13.204 33.2 ng/ul 9481370 3 14.045 5715740 20.0
unknown-03 13.334 28.9 ng/ul 8253120 3 14.045 5715740 20.0
Naphthalene, 2,... 13.369 17.9 ng/ul 5100270 3 14.045 5715740 20.0
Naphthalene, 1,... 13.416 29.1 ng/ul 8304350 3 14.045 5715740 20.0
(DEL) Alkane: S... 13.563 32.7 ng/ul 9352760 3 14.045 5715740 20.0
1H-Indole, 4-(3... 14.216 60.3 ng/ul 17238200 3 14.045 5715740 20.0
unknown-04 14.439 20.3 ng/ul 5799400 3 14.045 5715740 20.0
Naphthalene, 2,.. 14.539 17.9 ng/ul 5100620 3 14.045 5715740 20.0
(DEL) Alkane: S... 14.610 15.7 ng/ul 4473546 3 14.045 5715740 20.0
4b,5,6,7,8,8a,9... 14.651 17.3 ng/ul 4938950 3 14.045 5715740 20.0
Naphthalene, 1,.. 14.833 61.8 ng/ul 17664400 3 14.045 5715740 20.0
(DEL) Alkane: S.. 14.951 60.2 ng/ul 17193800 3 14.045 5715740 20.0
(DEL) Alkane: S.. 15.357 28.1 ng/ul 8039380 3 14.045 5715740 20.0
(DEL) Alkane: S.. 15.816 55.1 ng/ul 14409900 4 16.827 5232530 20.0
(DEL) Alkane: S.. 16.610 33.2 ng/ul 8695180 4 16.827 5232530 20.0
(DEL) Alkane: S... 16.657 39.8 ng/ul 10402100 4 16.827 5232530 20.0
unknown-05 16.980 27.7 ng/ul 7249570 4 16.827 5232530 20.0
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(DEL) Alkane: S...
Hexadecanoic ac...

n-Hexadecanoic
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
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17.
17.
17.
18.
18.
19.
19.
20.
774

21

345
522
745
039
686
268
804
774

37.
26.
17.
26.
22.
12.
16.
20.
13.

POOONMNMNPOON

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

9850120
7023930
4552930
6977180
5816190
4411050
5888700
7342820
4938340
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21
21
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827
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