LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BN@34301.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

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

1 5.464 430 438 445 rVB2 11503437 21656324 33.26% 1.437%
2 5.917 509 515 522 rBV3 3541242 6285343 9.65% 0.417%
3 5.993 522 528 532 rBV 5920764 9650408 14.82% 0.640%
4 6.064 532 540 543 rVV3 4349494 11017595 16.92% 0.731%
5 6.322 576 584 589 rBV2 2977262 7000446 10.75% 0.464%
6 6.387 589 595 598 rBV3 4214707 8413554 12.92% 0.558%
7 6.422 598 601 606 rVV 6883059 10450499 16.05% 0.693%
8 6.481 606 611 614 rVV 8901073 15945932 24.49% 1.058%
9 6.511 614 616 620 rVV 7505120 10208782 15.68% 0.677%
106 6.587 620 629 634 rVV4 9642167 25166846 38.65% 1.670%
11 6.646 634 639 644 rVB 6380678 10233282 15.72% 0.679%
12 6.799 660 665 669 rBV 6085304 9545907 14.66% 0.633%
13 6.858 669 675 679 rBV2 7054786 12392973 19.03% 0.822%
14 7.058 701 709 717 rBV3 16221312 44007880 67.59% 2.919%
15 7.246 733 741 747 rBV5 2678350 7754817 11.91% 0.514%
16 7.399 761 767 771 rVB 10661635 18516258 28.44% 1.228%
17 7.487 776 782 785 rBV 6992390 12669004 19.46%  0.840%
18 7.599 796 801 809 rVB3 4046435 7959404 12.22% 0.528%
19 7.675 809 814 823 rVV7 5587739 16201775 24.88% 1.075%
20 7.887 846 850 855 rVW 6248080 10835024 16.64% 0.719%
21 7.946 855 860 865 rVB2 12627952 22689394 34.85% 1.505%
22 8.005 865 870 873 rBV 8396925 13849727 21.27% 0.919%
23 8.046 873 877 879 rVV2 9242790 15522643 23.84% 1.030%
24 8.075 879 882 893 rVB 11293024 21516163 33.05% 1.427%
25 8.181 893 900 910 rBV2 10947869 33070502 50.79% 2.194%
26 8.352 924 929 933 rBV 6228115 10204765 15.67% 0.677%
27 8.399 933 937 944 rVB 7337042 11656888 17.90% 0.773%
28 8.499 944 954 963 rBV2 9060014 23553711 36.18% 1.563%
29 8.658 972 981 985 rVB3 14474737 43005555 66.05% 2.853%
30 8.746 985 996 1003 rVB8 7511511 22551111 34.64% 1.496%
31 8.828 1003 1010 1014 rBV3 4817465 10828937 16.63% 0.718%
32 9.040 1039 1046 1049 rVV4 2887224 6835903 10.50% 0.453%
33 9.075 1049 1052 1063 rVB3 5648921 12802087 19.66% ©0.849%
34 9.187 1063 1071 1078 rVB3 3972399 8320442 12.78% ©.552%
35 9.275 1078 1086 1089 rBV5 3458352 8603722 13.21% 0.571%

36 9.328 1089 1095 1101 rBV5 4472081 9713639 14.92%  0.644%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

37 9.387 1101 1105 1110 rVB2 3490019 6255901 9.61% 0.415%
38 9.475 1111 1120 1126 rVB2 7034624 17107875 26.28% 1.135%
39 9.540 1126 1131 1134 rBV 6172594 10379588 15.94% 0.689%
40 9.622 1141 1145 1148 rBV 6018669 9967829 15.31% 0.661%
41 9.722 1157 1162 1166 rBV2 5670596 9716464 14.92% 0.645%

42 9.875 1181 1188 1192 rBV2 8511750 14342029 22.03% 0.951%
43 10.187 1227 1241 1254 rVV8 14928332 65109297 100.00%  4.319%
44 10.310 1254 1262 1266 rVV3 12665749 24734352 37.99% 1.641%
45 10.352 1266 1269 1274 rVV 5726850 8142052 12.51% 0.540%

46 10.458 1283 1287 1297 rVB5 2168517 6218040 9.55% 0.413%
47 10.569 1298 1306 1312 rBV2 15244609 34914300 53.62% 2.316%
48 10.699 1322 1328 1333 rVB 7856372 13725701 21.08% 0.911%
49 10.863 1350 1356 1361 rVVv4 4236765 9535206 14.64% 0.633%
50 11.069 1386 1391 1393 rVV5 3150597 7008223 10.76%  0.465%

51 11.099 1394 1396 1408 rVB6 4321573 8433756 12.95% ©.559%
52 11.216 1408 1416 1421 rBV3 11328800 24971774 38.35% 1.657%
53 11.275 1421 1426 1434 rVB2 9547534 19699039 30.26% 1.307%
54 11.452 1452 1456 1461 rVB3 5921506 9488579 14.57% 0.629%
55 11.634 1475 1487 1489 rBV2 13114984 30806842 47.32% 2.044%

56 11.663 1489 1492 1496 rVB 7838827 10345821 15.89% 0.686%
57 11.840 1516 1522 1525 rVV 8164330 14835290 22.79% 0.984%
58 11.881 1525 1529 1533 rVB 10907489 16287916 25.02% 1.081%
59 12.040 1549 1556 1565 rBV2 8566934 21969790 33.74% 1.457%
60 12.281 1592 1597 1601 rBV3 5820158 10856696 16.67% 0.720%

61 12.381 1609 1614 1621 rBV5 3741207 6489560 9.97%  0.431%
62 12.599 1646 1651 1661 rVB3 6004703 11765756 18.07% 0.781%
63 12.904 1694 1703 1709 rBV 12372445 25409020 39.03% 1.686%
64 13.104 1734 1737 1748 rVB5 3530868 8232419 12.64%  0.546%

65 13.210 1748 1755 1757 rBV3 5996574 10938221 16.80% 0.726%
66 13.375 1777 1783 1787 rBV 6872433 12960785 19.91% ©0.860%
67 13.428 1787 1792 1796 rVV3 5512861 9871653 15.16% 0.655%
68 13.569 1805 1816 1819 rBV4 6523606 15961106 24.51% 1.059%
69 13.610 1819 1823 1832 rVB3 6467232 12896219 19.81% 0.856%
70 13.716 1837 1841 1843 rVV3 4161950 7000517 10.75% 0.464%

71 13.999 1883 1889 1894 rBV3 13722759 35083629 53.88% 2.327%
72 14.040 1894 1896 1905 rVB5 4295205 8585342 13.19% ©.570%
73 14.169 1912 1918 1922 rBV3 8958778 14334885 22.02% 0.951%
74 14.216 1922 1926 1930 rVB 8140003 12431274 19.09%  0.825%
75 14.299 1930 1940 1944 rBV4 5028972 14763084 22.67% 0.979%

76 14.551 1978 1983 1987 rVB2 5137116 7598112 11.67% ©.504%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34301.D

Acqg On : 01 Oct 2024 13:55

Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Title : SVOA CALIBRATION

77 14.616 1989 1994 1998 rBV3 6382089 9428850 14.48% 0.626%
78 14.722 2002 2012 2015 rBV2 12702366 33165490 50.94% 2.200%
79 14.957 2044 2052 2056 rVB2 11983156 24109864 37.03% 1.599%
80 15.193 2084 2092 2096 rBV2 5784033 12328079 18.93% 0.818%
81 15.357 2112 2120 2124 rBV2 6944135 14768731 22.68% ©.980%
82 15.822 2193 2199 2202 rBV2 11648792 23333981 35.84% 1.548%
83 16.175 2255 2259 2264 rBV6 3242281 6457276 9.92% 0.428%
84 16.498 2304 2314 2315 rBV6 15308606 39277223 60.33% 2.606%
85 16.669 2338 2343 2352 rVB2 7551121 15648466 24.03% 1.038%
86 16.851 2370 2374 2377 rBV2 4005280 6891381 10.58% ©0.457%
87 16.940 2385 2389 2393 rVB2 4652403 7112266 10.92% 0.472%
88 17.351 2454 2459 2464 rVB 10431255 14579255 22.39% 0.967%
89 17.522 2484 2488 2499 rVB2 7643191 13236976 20.33% 0.878%
90 17.757 2522 2528 2532 rBV3 4520316 8873500 13.63% ©.589%
91 18.039 2572 2576 2581 rVB 9347710 12897273 19.81% ©.856%
92 18.687 2682 2686 2688 rBV 7803677 10581471 16.25% 0.702%
93 19.275 2782 2786 2792 rVB 6944028 8621757 13.24% 0.572%
94 19.810 2872 2877 2884 rBV2 8062947 10410685 15.99% 0.691%
95 20.310 2958 2962 2968 rBV 5661091 6843338 10.51% ©.454%
96 20.781 3038 3042 3051 rVB 13561569 19579355 30.07% 1.299%
97 21.257 3119 3123 3130 rVB 5826014 8331294 12.80% ©.553%
98 21.675 3188 3194 3205 rVB 6442504 10973113 16.85% ©.728%
99 21.780 3207 3212 3219 rVB3 7223812 12856795 19.75% 0.853%
100 23.751 3540 3547 3552 rBV 3306825 7264628 11.16% 0.482%

Sum of corrected areas: 1507382231
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 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: BN034301.D\data.ms
2e+07
7.058 8.658 10.1810-569
1.5e+07 10.310 11.634
1e+07 %875
162
5000000
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN034301.D\data.ms
14.722 16498
2e+07
13.999
14.957 15.822 20.781
904 17.351
1.5e+07 14.169 18.039 18687
14{216 161669
15.357 7.522 19.810
14.616 |15 19P 19.275
: 40 7.757 0
1e+07 299 to1s| 10%8E 20310 | 5 opfh
5000000 WJLN
O S L e A LA A e B S B e B
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: BN034301.D\data.ms
2e+07
1.5e+07
1le+07
23.751
5000000
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
5.464  23.39 ng/ul 21656300 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 97
2 Nonane 128 C9H20 000111-84-2 95
3 Nonane 128 C9H20 000111-84-2 91
4 Nonane 128 C9H20 000111-84-2 78
5 Octane 114 C8H18 000111-65-9 64
Abundance Scan 438 (5.464 min): BN034301.D\data.ms (-430) (-) m/z 43.10 100.00%
43.1
5000
85.0
5.20 5.40 5.60 5.80
128.1
0l M: ‘ m‘u b SO0 1649 1929 sz 57.10 93.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14520: Nonane
43.0
5000
5.20 5.40 5.60 5.80
85.0 m/z 41.85 52.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14523: Nonane
43.0
5.20 5.40 5.60 5.80
5000 m/z 85.05 37.06%
85.0
0 15.0 ‘\ H\ ‘ 1 ‘ \‘ I 12\80
AL L B o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14522: Nonane R AREaRERE LSRR
43.0 5.20 5.40 5.60 5.80
m/z 71.10 26.50%
5000
85.0
128.0
0 S A YA R VA"
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
5.917 6.79 ng/ul 6285340 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 43
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 38
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 38
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 35
5 Decane, 2-methyl- 156 C11H24 006975-98-0 35
Abundance Scan 515 (5.917 min): BN034301.D\data.ms (-509) (-) m/z 57.10 100.00%
57.1
105.1
5000
H ‘ 5.60 5.80 6.00 6.20
oLl ““‘u“‘“i““” j142.2 2069 m/z 43.05 82.24%
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000
5.60 5.80 6.00 6.20
m/z 105.05 64.53%
04— \“ ‘H‘ \“‘\ ‘ﬂ-].\?\()‘\:l_4\‘3‘0\ \18\3\0‘ (" \25‘3\0\ \2\96‘(
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
T
5.60 5.80 6.00 6.20
5000 m/z 41.00 59.27%
99.0
0 ‘\\ “‘\ Jl \‘ | \14\10 183.0 239.0 296.(
B B L A e = o e
m/iz--> 50 100 150 200 250
Abundance #90208: Dodecane, 2,6,11-trimethyl- R aREaRmmas S
57.0 5.60 5.80 6.00 6.20
m/z 71.10 48.09%
5000
1L 10 o ame
m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
5.993 10.42 ng/ul 9650410 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 95
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 90
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 87
Abundance Scan 528 (5.993 min): BN034301.D\data.ms (-522) (-) m/z 57.10 100.00%
57.1
5000 j
| 11‘3'1 5.60 5.80 6.00 6.20 6.40
Olrrrprrrebrtby by b 22 2070 2BLUL sz 71010 66.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
5.60 5.80 6.00 6.20 6.40
m/z 43.10 51.42%
113.0
27.0
0 \H‘\‘\\\“MH“’\\H}\H‘\H‘H1‘\‘\\]\-\4.‘2\\-\0\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.05 38.97%
113.0
27\-0‘ ‘ 142.0
N S 7 Y Mt ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22095: Octane, 3,6-dimethyl- R R R
57.0 5.60 5.80 6.00 6.20 6.40
m/z 56.00 31.56%
5000
27.0 113.0
o‘HwkﬂwuWHMWLHM‘Ww}ﬁag,uuwH‘_HWH‘WHHMH‘M‘ A
m/z--> 20 40 60 80 100120140160180200220240260280 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 4 (DEL) Alkane: Cyclic6.064 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
6.064 11.90 ng/ul 11017600 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 52
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 52
3 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 47
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 35
5 4-Nonene 126 C9H18 002198-23-4 35
Abundance Scan 540 (6.064 min): BN034301.D\data.ms (-532) (-) m/z 55.00 100.00%
55.0
5000
97.1
e AR gaas R
M ‘ 12# L ‘ 5.80 6.00 6.20 6.40
ol 227 2090 2810 n.; g3.16  93.97%
miz-> 50 100 150 200 250
Abundance #13196: Cyclohexane, propyl-
83.0
5.80 6.00 6.20 6.40
126.0 m/z 41.00 56.95%
O T T H\ ‘1” ““‘\ Lh \‘ T “ T T “\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #13200: Cyclohexane, propyl-
83.0
e A REEERsREEas R
5.80 6.00 6.20 6.40
5000 41.0 m/z 82.10 49.76%
126.0
o"M”“H‘Mu“H‘_ S
miz--> 50 100 150 200 250
Abundance #13006: Ethanone, 1-cyclohexyl- RN RRRRA SRR R
55.0 5.80 6.00 6.20 6.40
m/z 69.10 31.80%
5000
126.0
50| | |®0
T e — — o e
m/z--> 50 100 150 200 250 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
6.322 7.56 ng/ul 7000450 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 80
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53
3 Heptane, 3-ethyl-2-methyl- 142 C1leH22 014676-29-0 52
4 Octane, 4-ethyl- 142 C1eH22 015869-86-0 50
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 47
Abundance Scan 584 (6.322 min): BN034301.D\data.ms (-576) (-) m/z 57.10 100.00%
57.1
98.1 N e S  ERREEam
‘ ‘ H ‘ - ) 6.00 6.20 6.40 6.60
ol ML 1422 2079 28LI ;4310 64.67%
miz--> 50 100 150 200 250
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 UL L B R I B R |
6.00 6.20 6.40 6.60
m/z 41.00 38.00%
98.0
O T T T ‘\L‘ “‘\ ‘“ \H\ H‘ \‘ T T ]\_5(‘).(\) T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #22093: Octane, 2,3-dimethyl-
57.0
T ARmEAELEE R
6.00 6.20 6.40 6.60
5000 m/z 56.05 24 .69%
98.0
27.0‘ ‘
I " Y S
m/iz--> 50 100 150 200 250
Abundance #22130: Heptane, 3-ethyl-2-methyl- T EARSEAEEEELE SRR
57.0 6.00 6.20 6.40 6.60
m/z 71.10 20.22%
5000
27.0 98.0
AT
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
6.387 9.09 ng/ul 8413550 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-methyl- 142 C1eH22 015869-85-9 55
2 Nonane, 5-methyl- 142 C10H22 015869-85-9 55
3 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 43
4 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 43
5 Benzene, propyl- 120 CS9H12 000103-65-1 38
Abundance Scan 595 (6.387 min): BN034301.D\data.ms (-589) (-) m/z 43.10 100.00%
43.1 91.0
5000
120.1 R e R RBRR
‘ 6.00 6.20 6.40 6.60 6.80
[ — w‘ ghlsvode 17692089 2810 ;0 91 09  94.14%
miz--> 50 100 150 200 250
Abundance #22075: Nonane, 5-methyl-
43.0
85.0
5000 (LN LA LI B B
6.00 6.20 6.40 6.60 6.80
‘ m/z 85.10 67.62%
0 T T H\ ‘\“‘ ‘ “\ ‘\‘ T ‘\ ‘ T T ]\-4'\2.‘()\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #22079: Nonane, 5-methyl-
43.0
‘V—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_T
85.0 6.00 6.20 6.40 6.60 6.80
5000 ITI/Z 84.05 41.83%
¥ 1420
ob— b
miz--> 50 100 150 200 250
Abundance #22114: Heptane, 3,4,5-trimethyl- T R
43.0 85.0 6.00 6.20 6.40 6.60 6.80
' m/z 41.00 34.70%
0 - i
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
6.422 11.29 ng/ul 10450500 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 91
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 83
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
4 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 62
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
Abundance Scan 601 (6.422 min): BN034301.D\data.ms (-598) (-) m/z 57.10 100.00%
57.1
98.1 e e e
‘ ‘ 1422 6.00 6.20 6.40 6.60 6.80
bl A 14221930 hyp 4310 59.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22083: Nonane, 4-methyl-
57.0
5000 [T T[T T[T [riir[rrl
6.00 6.20 6.40 6.60 6.80
290‘ 98.0 m/z 71.10 40.15%
O \\\‘\‘}‘\\“‘\\\H“\\‘\\‘\‘\\\h[\\\\‘\\}ﬁ%lg\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22082: Nonane, 4-methyl-
57.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 70.10 35.47%
98.0
29.0
oL, |
0“W‘LHUMnM_Jm‘JH‘_‘wwuu‘ﬂ“w‘u“u‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22076: Nonane, 4-methyl- R A RRAERARE S
57.0 6.00 6.20 6.40 6.60 6.80
m/z 41.10 30.25%
5000
98.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
6.481 17.22 ng/ul 15945900 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 90
2 Hexadecane 226 C16H34 000544-76-3 72
3 Decane 142 C1eH22 000124-18-5 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
Abundance Scan 611 (6.481 min): BN034301.D\data.ms (-606) (-) m/z 57.10 100.00%
57.1
 RRAREE e e
H ‘98"1 5 . 6.20 6.40 6.60 6.80
ol d L 1] 1421 1010 28LE . 43,10 86.48%
miz-> 50 100 150 200 250
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L L L L L LR LR
6.20 6.40 6.60 6.80
85.0 m/z 41.00 45.59%
O T T “‘\ ‘\ ‘ “‘\ ‘1 T ‘ T h‘ ‘1‘23.()‘ ’ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
R A AREE
6.20 6.40 6.60 6.80
5000 m/z 71.10 41.34%
JLFC Ly ‘ 990 1410 1830 2260
e e e
miz--> 50 100 150 200 250
Abundance #22068: Decane
43.0 6.20 6.40 6.60 6.80
m/z 85.10  27.11%
5000
85.0
Ll a0
OL— \“‘\ ¥ \‘\”‘ B \" T L T T TR T T T
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 9 Benzene, 1l-ethyl-3-methyl- Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
6.511 11.03 ng/ul 10208800 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
Abundance Scan 616 (6.511 min): BN034301.D\data.ms (-614) (-) m/z 105.00 100.00%
105.0
5000
51.0 77.0 ‘ 1401 6.20 6.40 6.60 6.80
Ol b i 2401 1651 1910 /7 120,10 35.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
6.20 6.40 6.60 6.80
m/z 91.00 13.74%
77.0
39.0
0 \1\5\-‘0\‘\\\“‘\\‘\\“‘\‘\\\M‘\\‘}\‘M‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 77.00 10.10%
39.0 77.0
0 ‘H“‘H“‘HH‘;u”““u““‘H‘M“1“ww“um“m‘mwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl- R L RaEERaaE
105.0 6.20 6.40 6.60 6.80
m/z 106.10 8.89%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 10 Benzene, 1l-ethyl-2-methyl- Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
6.799 10.31 ng/ul 9545910 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 665 (6.799 min): BN034301.D\data.ms (-660) (-) m/z 105.10 100.00%
105.1
5000
3909 (70 6.40 6.60 6.80 7.00 7.20
Obrr bbbt Ml 1381 1010 s 106,19 31.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.40 6.60 6.80 7.00 7.20
m/z 91.00 12.34%
39.0 77.0
0 \\\‘\‘\\\“‘\\“P\H“\‘\\\““\\‘}\[H‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 77.00 12.22%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl- REaas e e B
105.0 6.40 6.60 6.80 7.00 7.20
m/z 79.00 10.70%
5000
79.0
=0 1
ol e A e e e e e e R e A R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 11 2-Heptanone, 4,6-dimethyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
6.858 13.39 ng/ul 12393000 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 72
2 2-Pentanone, 5,5'-oxybis- 186 C10H1803 093677-66-8 59
3 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 53
4 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 50
5 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 47

Abundance Scan 675 (6.858 min): BN034301.D\data.ms (-669) (-) m/z 43.00 100.00%

3.0
660680 7.007.20
109.1 : : : :
A ,“m b A40L 2078 m/z 58.00  59.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
85.0 6.60 6.80 7.00 7.20
m/z 69.10 42.41%
120y I M
O \\\‘\\\\i}\\‘ ‘\‘\‘\\"\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60428: 2-Pentanone, 5,5'-oxybis-
43.0
R AR EAARE R
6.60 6.80 7.00 7.20
5000 m/z 85.00 37.51%
85.0
0 "‘_“U‘mwuJ”w“";‘H,“uH"m_"wwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester R ABRRARR RS
43.0 6.60 6.80 7.00 7.20
m/z 84.10 35.67%
5000
69.0
| . — N aad AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.058 47.53 ng/ul 44007900 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 83
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 64
3 Decane 142 C10H22 000124-18-5 52
4 Nonane 128 C9H20 000111-84-2 43
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 35
Abundance Scan 709 (7.058 min): BN034301.D\data.ms (-701) (-) m/z 57.05 100.00%
57.0
105.1
5000
' 6.80 7.00 7.20 7.40
142.1 : : : .

[ S ‘,w‘;“‘HMM st AL 2810 n/z 43.10 89.61%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #22068: Decane

43.0
5000 L LI L A BN R U
6.80 7.00 7.20 7.40
85.0 m/z 105.10  74.89%
‘\‘ ‘ ‘\ H\ \‘ “ I L 14\2'0
O \H‘H\\‘\H\’HH‘\\H‘HH‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
6.80 7.00 7.20 7.40
5000 m/z 41.05 50.83%
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22067: Decane R mmam
43.0 6.80 7.00 7.20 7.40
m/z 71.10 41.49%
5000
85.0
L,
O b e e e e R e AR
m/z--> 20 40 60 80 100120140160180200220240260280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 13 Oxalic acid, heptyl isohexy... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
7.246 8.38 ng/ul 7754820 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 59
2 Hexane, 2,2,3,3-tetramethyl- 142 C1eH22 013475-81-5 50
3 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 47
4 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 47
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 47

Abundance Scan 741 (7.246 min): BN034301.D\data.ms (-733) (-) m/z 57.10 100.00%

57.1
' 7.007.20 7.40 7.60
139.1 . : : :
112.1
0 ‘HH“MHMWMW‘HH“‘,HH_m_H‘_H“19‘1‘9””_”””_” m/z 43.10  64.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #163270: Oxalic acid, heptyl isohexyl ester
57.0
5000 850 L B L I LN B
7.00 7.20 7.40 7.60
m/z 85.10 39.92%
29.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0
e BBERREEEEEE LS
7.00 7.20 7.40 7.60
5000 85.0 m/z 41.05 33.49%
T 0 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #284587: Sulfurous acid, hexyl pentadecyl ester e A RamEa e
43.0 85.0 7.00 7.20 7.40 7.60
m/z 56.10 18.59%
‘HHM‘HM‘HM‘HMH‘_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘ R R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 14 1-Isobutoxy-2-ethylhexane Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
7.487 13.68 ng/ul 12669000 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 74
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
3 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 50
4 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 50
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50

Abundance Scan 782 (7.487 min): BN034301.D\data.ms (-776) (-) m/z 57.10 100.00%

57.1

3

5000
831 T ABREREENEEE S L
H H ‘ 1131 7.20 7.40 7.60 7.80
Ol LR 4L 1909 nsz 43,10 42.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
5000 L B I L L BN B
29.0 7.20 7.40 7.60 7.80
' m/z 41.10 37.44%
“ H 83.0 112.0
O\H\‘\‘H\“H\‘\“H‘HM“MH“H1‘\‘H\1\4’.3.\0\\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
o ARREEaE R S R
7.20 7.40 7.60 7.80
5000 m/z 55.00 25.41%
29.0
83.0
L] ‘ 20
Y SNURN | 6A N  N RiecSN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59085: Decane, 2,6,6-trimethyl- R ERERRaEEESS S

57.0 7.20 7.40 7.60 7.80
m/z 71.10 21.99%

5000

=

99.0
127.0
‘ [l || | 169.0

O vr e el e el e b R A A
miz--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80

SFAM-EPA-BN©91124.MA.M Wed Oct 02 19:01:16 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
7.599 8.60 ng/ul 7959400 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 64
2 Tetratetracontane 619 C44H90 007098-22-8 53
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 53
5 Heptacosane 380 C27H56 000593-49-7 52
Abundance Scan 801 (7.599 min): BN034301.D\data.ms (-796) (-) m/z 57.10 100.00%
57.1
7.20 7.40 7.60 7.80 8.00
7.1 20 7.40 7.60 7.80 8.

o‘Hl“u“mwl”,‘1‘9‘3}-9”,”“_”wwwwm_mw m/z 71.10  64.16%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #33092: Decane, 3-methyl-

57.0
5000 I L R B
7.20 7.40 7.60 7.80 8.00
m/z 43.10 57.18%
J 127.0
OH\l\‘\ufH“HH’HH‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
 EARRBERamm!
7.20 7.40 7.60 7.80 8.00
5000 m/z 41.00 45.,28%
ol ‘ 1 1270197.0267.0337.0  463.0 561.0
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59108: Nonane, 3-methyl-5-propyl- Ramas e A RAREE
57.0 7.20 7.40 7.60 7.80 8.00
m/z 56.10 39.64%
5000
| 127.0
0-rerb et e e [T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 16 (DEL) Alkane: Cyclic7.675 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
7.675 17.50 ng/ul 16201800 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 46
2 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 46
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 45
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 43
Abundance Scan 814 (7.675 min): BN034301.D\data.ms (-809) (-) m/z 83.10 100.00%
55.0 83.1
5000
111.1 R R
‘ ‘140-1 7.40 7.60 7.80 8.00
S Al | 16621909 Lo 55 0p  95.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20732: Cyclohexane, (2-methylpropyl)-
55.0 83.0
5000 L L B BN LR
7.40 7.60 7.80 8.00
m/z 57.10 89.28%
27.0 140.0
OHH‘\HHN\H ‘\H‘\\"!\\1“]\-:\[\2\.‘0\‘\\\1\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
83.0
R AR REREEE
7.40 7.60 7.80 8.00
5000 m/z 41.00 72.14%
27.0
T
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl- R R
83.0 7.40 7.60 7.80 8.00
m/z 71.10 58.26%
55.0
5000
29.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 17 Benzene, 1,2-diethyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
7.887 11.70 ng/ul 10835000 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 70
Abundance Scan 850 (7 887 min): BN034301.D\data.ms (-846) (-) m/z 43.00 100.00%
43.0 119.1
5000
71.0
e EAABREERE RS
| | ‘H H 7.60 7.80 8.00 8.20
Orrrrreetobl I LR UL 148.1168.0193.0 2211 1/ 119 10 86.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000
910 7.60 7.80 8.00 8.20
' m/z 105.00 83.57%
39.0
0 ?‘\5\?\‘\\\’\\\\‘\\\\“\\w‘\‘\‘\\‘{H\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17034: Benzene, 1,3-diethyl-
119.0
7.60 7.80 8.00 8.20
5000 m/z 134.05 41.08%
91.0
390 g5 ‘
0‘“_“w‘ﬂwqu‘mwu‘wmuUlH‘M_‘H“H“H‘w“u“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17031: Benzene, 1,4-diethyl-
119.0 7.60 7.80 8.00 8.20
m/z 58.00 40.24%
5000
91.0
40850 Ll )
0“‘_MH,H"_‘HHwa“H‘H‘M“H‘H‘w‘u“u‘w“ O ERERARA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 18 Benzene, 1-methyl-4-propyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.946  24.51 ng/ul 22689400 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 80
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 80
3 Decane, 5-methyl- 156 C11H24 013151-35-4 43
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 42
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 42
Abundance Scan 860 (7.946 min): BN034301.D\data.ms (-855) (-) m/z 105.00 100.00%
105.0
57.1
5000
134.1
H ﬂL ‘ ‘ 6.2 7.60 7.80 8.00 8.20
0 bl um‘h m‘l Al b 1982 1928 hs 57,10 77.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 L L L I L I I
7.60 7.80 8.00 8.20
134.0 m/z 43.10  46.65%
77.0
0 \\\‘2\7\\()\“\5\]‘_\\0“\‘\\\““\\‘\\‘h‘\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
 EENEEEEE R e
7.60 7.80 8.00 8.20
5000 ITI/Z 85.10 31.09%
134.0
39.0 77.0 ‘
o I LT MR A —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33091: Decane, 5-methyl- L
57.0 7.60 7.80 8.00 8.20
m/z 41.05  29.27%
5000 29.0
85.0
oo || 20 o
‘“‘H‘“‘H“‘H““H‘“H““w“‘w““_“‘_“‘ e A RARSaREE S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
8.005 14.96 ng/ul 13849700 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 94
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 87
3 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 78
4 Decane, 4-methyl- 156 C11H24 002847-72-5 76
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72
Abundance Scan 870 (8.005 min): BN034301.D\data.ms (-865) (-) m/z 71.10 100.00%
431 711
5000

1121 I L R B

‘ ‘ 156.2 7.60 7.80 8.00 8.20 8.40

obrer b b 1862 1930 o 4316 gs.51%

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

Abundance #33090: Decane, 4-methyl-

43.0
71.0
5000 | BRI N B R I
7.60 7.80 8.00 8.20 8.40
m/z 57.10 73.34%
112.0
“ \‘ h [T h 156.0
O\‘\1\\‘\\\\“\\‘\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0 e e n ana
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 38.96%
113.0
ol b by YT a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22112: Heptane, 2,5,5-trimethyl- R AR AR
43.0 71.0 7.60 7.80 8.00 8.20 8.40
m/z 70.10 36.55%
5000
” ‘ | 113.0
0\‘\H\“‘1Hl“H‘l\,\‘\u‘\m‘\‘\H\‘HH‘HH‘HH‘HH P e T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
8.046 16.77 ng/ul 15522600 1,4-Dichlorobenzene-d4 7.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93
3 o-Cymene 134 C1leH14 000527-84-4 93
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
Abundance Scan 877 (8.046 mln) BNO034301.D\data.ms (-873) (-) m/z 119.10 100.00%
19.1
5000 91.0
‘ ‘ 7.80 8.00 8.20 8.40
0 ‘Wwwww“\‘uuw‘su‘Nu“““1‘53?‘-9”“199:?”‘_HW?ﬁ?rf m/z 91.00  48.26%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.80 8.00 8.20 8.40
m/z 134.05 42.61%
91.0
39\\ 0\ ‘ h‘ 1l ‘ il
O\\H‘HH‘\\H‘HH‘\\H‘H\\‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.80 8.00 8.20 8.40
5000 m/z 105.10 26.36%
39 0 91.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16998: 0-Cymene
119.0 7.80 8.00 8.20 8.40
m/z 92.00 16.00%
5000
91.0
41.0 ‘ I
O bt e e e e R e
m/z--> 20 40 60 80 100120140160180200220240260 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.181 35.72 ng/ul 33070500 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 87
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 72
3 1-Iodo-2-methylnonane 268 C10H21I 1000101-47-9 64
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
Abundance Scan 900 (8.181 min): BN034301.D\data.ms (-893) (-) m/z 57.10 100.00%
57.1

é

5000 85.1
R R R S VA
‘ ‘ 12(‘3 1 7.80 8.00 8.20 8.40 8.60
Obpre b bk L1 3862 1900 2671 g0 1 74.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33092: Decane, 3-methyl-
57.0
5000 T T T T T[T T[T [Tl
90.0 850 7.80 8.00 8.20 8.40 8.60
m/z 43.10 61.46%
127.0
O\’\‘\H“\H “\‘\M\‘H\\‘H\\‘\H\H‘q-\f\)\e‘\c\)\\‘\\\\‘\\\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59110: Nonane, 5-(2-methylpropyl)-
57.0
R R R RN
7.80 8.00 8.20 8.40 8.60
85.0 o
5000 m/z 85.10 50.09%
29.0 126.0
O‘VMH_‘N‘JM,H‘W‘wak‘_‘uw‘u‘u‘wu‘W‘H‘_H‘_‘H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #157266: 1-lodo-2-methylnonane A ERARRARawEEE R
43.0 7.80 8.00 8.20 8.40 8.60
m/z 41.00 49.31%
h | MM
127 0
0 \‘ I h 99.0 169.0 211.0 268.0
WH‘WHH‘HHM‘HMH‘_HW‘HW‘HWH‘WHH‘HHM‘HMH‘_‘ N ER R R RRARREEN

m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 22 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
8.352 11.02 ng/ul 10204800 1,4-Dichlorobenzene-d4 7.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
Abundance Scan 929 (8.352 min): BN034301.D\data.ms (-924) (-) m/z 119.10 100.00%
119.1
5000
39.0 77.0‘ ‘ ) 8.00 8.20 8.40 8.60
Obeprrreromrbrdbr ook b M 9322, 192.9 26640y 134,05 33.21%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.00 8.20 8.40 8.60
m/z 91.00 18.81%
39.0 770
0 \‘\H‘\‘\‘\\\““\\“}‘\‘H‘H\‘H’H‘H‘W“\\h“l\\\”\‘\\\\‘\H\’HH‘HH‘HH‘\H\‘HH
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.00 8.20 8.40 8.60
5000 m/z 105.00 13.90%
39.0 77.0
0 %PmMLJLNWWHMukﬂuNLmM‘uwuuw‘H_HW‘HWHH‘HH
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0 8.00 8.20 8.40 8.60
m/z 120.10 9.97%
5000
39.0 770 /L
0 \"\Qm‘\‘\\\“‘\\‘1‘\“1“”\“‘,\\‘u“1“\\‘MuM‘\u\‘\u\,\m‘\m‘\m‘\m‘uu A e R
m/z--> 0 20 40 60 80 100120140160180200220240260 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 23 Benzene, 1-methyl-3-(1-meth... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
8.399 12.59 ng/ul 11656900 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 937 (8.399 min): BN034301.D\data.ms (-933) (-) m/z 119.10 100.00%
119.1
5000
571 91"0 8.00 8.20 8.40 8.60 8.80
O e A b bt b o 298 209.00 s 134 05 28.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
8.00 8.20 8.40 8.60 8.80
91.0 m/z 91.00 16.41%
0 %I-\S\.(‘:)\‘\ \4\:‘1‘_‘.\0\‘\ \?"5\‘.\(\)\‘”‘\\‘1‘\ ‘W\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 120.10 10.01%
91.0
39.0 5.0
) BT N S
m/z--> 20 40 60 80 100 120 140 160 180 200 L
Abundance #16998: 0-Cymene AR e
119.0 8.00 8.20 8.40 8.60 8.80
m/z 117.05 8.14%
5000
91.0
T N N AR N R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.658 46.45 ng/ul 43005600 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 93
3 Undecane 156 C1l1H24 001120-21-4 91
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Decane 142 C10H22 000124-18-5 90
Abundance Scan 981 (8.658 min): BN034301.D\data.ms (-972) (-) m/z 57.10 100.00%
57.1
T EEamannsmsaE D
L] Josa 156.2 .y 8.40 8.60 8.80 9.00
ol T m/z 43.10 81.44%
miz--> 50 100 150 200 250
Abundance #33077: Undecane
57.0
5000 L B L LA BN B U
8.40 8.60 8.80 9.00
m/z 71.10 48.26%
700 || o900
O T T ‘\ ‘\“ ‘\ ‘\‘ \‘\ H‘ \“ T ‘\ T “\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33081: Undecane
57.0
R AR RARAE
8.40 8.60 8.80 9.00
5000 m/z 41.10 45.37%
27"0 | | 990 1560
ol b LA
miz--> 50 100 150 200 250
Abundance #33078: Undecane e
43.0 8.40 8.60 8.80 9.00
m/z 85.10 30.27%
5000
85.0
o”\“ Ll om0
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 25 unknown-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
8.746  24.36 ng/ul 22551100 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 46
2 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 45
3 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 43
4 Benzene, 1l-methyl-4-butyl 148 C11H16 001595-05-7 38
5 2-Methylindan-2-o0l 148 C1@H120 033223-84-6 38
Abundance Scan 996 (8.746 min): BN034301.D\data.ms (-985) (-) m/z 105.05 100.00%
105.1
5000 431 690 148.1 \
8.40 8.60 8.80 9.00
0 Al 2091 m/z 43.10  45.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26208: 4-Methylphenyl acetone
105.0
5000 430 T T T T T[T T T T[T T[T TTT 1
8.40 8.60 8.80 9.00
77.0 148.0 m/z 119.05 41.81%
15\0 | | \‘H Ly M | ‘
O\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\‘\\\‘\\\\’\\‘\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0
8.40 8.60 8.80 9.00
5000 m/z 69.00 40.50%
148.0
27.0 77.0
‘ 51.0 ‘ ‘
0‘HM_PHMMWWWHJMuM‘W‘M‘H‘WJH‘H‘W‘H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26261: Benzenepropanal, .beta.-methyl- T
105.0 8.40 8.60 8.80 9.00
m/z 148.05  39.45%
5000
77.0 148.0
51.0
27.0 | ‘ ‘ |
oHH_‘m‘UuJm‘huw,mw\u“muuu,“mw_m,w e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
9.040 2.10 ng/ul 6835900 Naphthalene-d8 10.152

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 89
2 Sulfurous acid, isohexyl pentyl ... 236 C11H2403S 1000309-14-0 49
3 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 47
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 47
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 46

Abundance Scan 1046 (9.040 min): BN034301.D\data.ms (-1039) (-) m/z 57.10 100.00%

57.1
85.1 135.1
5000
CO e e N
H 1121 8.80 9.00 9.20 9.40
Ot L 702 2070 s 71,10 95.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0
5000 UL B B I R AN B
8.80 9.00 9.20 9.40
m/z 43.10 79.68%
O ‘ \“M T \‘H“ T !“!‘ T ‘ }‘\\9\‘9“.\()\ T \]-‘2\‘\7;(\)“\]-\5\\5.‘0\\ TT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117909: Sulfurous acid, isohexyl pentyl ester
430 890
Co T
8.80 9.00 9.20 9.40
5000 m/z 85.10 53.53%
0 70 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #127980: Oxalic acid, isohexyl neopentyl ester R AAREEeEREEE
43.0 71.0 8.80 9.00 9.20 9.40
m/z 135.05 52.88%
5000
0 M‘ww Ll 130.0 160.0 1880 2290
e e e e e e e e o ) e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 28 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 62

R.T. EstConc Area Relative to ISTD R.T.
9.075 3.93 ng/ul 12802100 Naphthalene-d8 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
Abundance Scan 1052 (9.075 min): BN034301.D\data.ms (-1049) (-) m/z 119.10 100.00%
119.1
5000 f
39.0 . 1522 ‘ 8.80 9.00 9.20 9.40
ol b Lo ) 12922 1908 28Liy/; 134,05 45.54%
miz-> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
8.80 9.00 9.20 9.40
m/z 91.00 20.77%
39.0 77.0
Ol ‘\‘ i‘” \h“\ “‘\ \‘ ‘M\M\ \“\ B B e B I s
miz-> 50 100 150 200 250
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
e ARRENEEEEE T
8.80 9.00 9.20 9.40
5000 m/z 120.10 10.18%
39.0 77.0
miz--> 50 100 150 200 250
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 8.80 9.00 9.20 9.40
m/z 133.05 9.20%
5000
41.0 77.0
ol bl b
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 3@ (DEL) Alkane: Straight-Chai... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
9.328 2.98 ng/ul 9713640  Naphthalene-d8 10.152

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octene, 2-methyl- 126 CSH18 004588-18-5 30
2 1-Octene, 2-methyl- 126 C9H18 004588-18-5 30
3 1-Octene, 2-methyl- 126 C9H18 004588-18-5 30
4 Aziridine, 1-propyl- 85 C5H11N 005536-98-1 27
5 1-Decene, 2-methyl- 154 C11H22 013151-27-4 27

Abundance Scan 1095 (9.328 min): BN034301.D\data.ms (-1089) (-) m/z 56.05 100.00%
56.0
5000 97.1
133.1
G
‘ ‘ “‘ ‘ i 185.1 9.00 9.20 9.40 9.60
O o bl bk o 13571 18312091 097 16 45.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13189: 1-Octene, 2-methyl-
56.0
5000 L R R B B B IR |
9.00 9.20 9.40 9.60
m/z 133.05 35.05%
290 ‘ ‘ ‘ g30 1260
0 \\\‘\H\\H\\\“ ‘\w“\\‘w.\\\“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13192: 1-Octene, 2-methyl-
56.0
9.00 9.20 9.40 9.60
5000 ITI/Z 41.10 28.14%
29.0
oL s
R T R B R R TR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13191: 1-Octene, 2-methyl- A Rmmma
56.0 9.00 9.20 9.40 9.60
m/z 69.10 27.01%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\

BN©34301.D
: 01 Oct 2024 13:55
: RC/JU
: P4019-09
: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 59

R.T. EstConc Area Relative to ISTD R.T.
9.475 5.26 ng/ul 17107900 Naphthalene-d8 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 90
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
5 Tetratetracontane 619 C44H90 007098-22-8 59
Abundance Scan 1120 (9.475 min): BN034301.D\data.ms (-1111) (-) m/z 57.10 100.00%
57.1
- MJ\MU\MK
R R REREEE
| | “ 1121 9.20 9.40 9.60 9.80
Obrrrrrer bl dy 14812810 2810 s 4319 52.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22071: Octane, 4-ethyl-
57.0
5000 LN L B BN R
9.20 9.40 9.60 9.80
112.0 m/z 71.10 45.74%
UL L] e
O\‘HH‘\H‘\‘H\‘HH‘\H\‘HH‘\H\‘H\\’HH‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
R R RERRRRRE
9.20 9.40 9.60 9.80
5000 m/z 41.05 32.33%
02?\-0\ |50 15501840
e e e T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45495: Undecane, 5-methyl- e ARARERRR TS
43.0 9.20 9.40 9.60 9.80
m/z 85.10 22.45%
5000
85.0
o e H 14001700
e T e e e S R RRRERE
m/z--> 20 40 60 80 100120140160180200220240260280 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
9.540 3.19 ng/ul 10379600 Naphthalene-d8 10.152

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 53
2 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 50
3 Undecane, 4-methyl- 170 C12H26 002980-69-0 49
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 38
5 Decane, 4-methyl- 156 C11H24 002847-72-5 38
Abundance Scan 1131 (9.540 min): BN034301.D\data.ms (-1126) (-) m/z 43.10 100.00%
43.1 711
105.1
5000
148.1 L :
AN . o5
ol bl Ly L1702 2080 s 71 10 99.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45489: Undecane, 4-methyl-
43.0
71.0
5000 T :
9.50
m/z 57.10 62.77%
126.0
O\‘\1\\U\\\!‘\\‘}\‘\\\9\8‘0\\\\‘\H\\\‘\\\\‘]-\7\0\\()‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90196: Tetradecane, 4-methyl-
43.0  71.0
T [
9.50
5000 m/z 105.10 58.56%
99.0 169.0
P TRNNON W OV O Y R RN M P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45496: Undecane, 4-methyl-
43.0 9.50
710 m/z 85.10 47.37%
- M\M\h
o L0y ‘980 1260 1700
R R AR R e P
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
9.622 3.06 ng/ul 9967830  Naphthalene-d8 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 74
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
3 Decane, 2-methyl- 156 C11H24 006975-98-0 58
4 Hexadecane 226 C1l6H34 000544-76-3 53
5 Nonadecane 268 C19H40 000629-92-5 47
Abundance Scan 1145 (9.622 min): BN034301.D\data.ms (-1141) (-) m/z 43.10 100.00%
71.1
5000
— —
99.1 126.1 9.50 10.00

148.1 : :
o"‘_H“_‘“lq‘“‘m‘h‘u‘!w“m_”‘““1““1‘7‘9‘2}“”2‘9‘7‘9 m/z 57.10  98.75%

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

Abundance #45493: Undecane, 2-methyl-

43.0
5000 71.0 S e
9.50 10.00
m/z 71.10 67.89%
127.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45487: Undecane, 2-methyl-
43.0
— —
71.0 9.50 10.000
5000 m/z 85.10 54.39%
99.0 127.0
155.0
o‘1‘5‘-?““”“”“1‘whwwmu\‘H‘_“m_m_m_m_m

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

Abundance #33088: Decane, 2-methyl- T —7

43.0 9.50 10.00

m/z 41.05 50.63%

5000 71.0 /V\/\/M
113.0

SR e R R

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34301.D

Acqg On : 01 Oct 2024 13:55

Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
9.722 2.98 ng/ul 9716460  Naphthalene-d8 10.152

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 86
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 58
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
4 Nonane 128 C9H20 000111-84-2 53

5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 50
Abundance Scan 1162 (9.722 min): BN034301.D\data.ms (-1157) (-) m/z 57.10 100.00%
57.1
- T i M
T —
dﬂ 140.1 9.50 10.00
ol 370 A b L1702y, 43,00 S0.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #45490: Undecane, 3-methyl-
57.0
5000 L Rt
85.0 9.50 10.00
29.0 m/z 71.05 49.47%
‘ 141.0
0 H\‘\‘\H“‘iH“‘H“MH‘H\“‘]\"}12\.(‘)\H\H\\H‘J-\?\qlwo‘m\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45512: Decane, 3,8-dimethyl-
57.0
T —
9.50 10.00
5000 85.0 m/z 85.10  47.68%
113.0 141.0
SRS 0 o ™ Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45498: Undecane, 3-methyl- T —T
57.0 9.50 10.00
m/z 119.05 46.20%
5000
85.0
29.0
0 \‘ \‘\ ‘\ 1| - \112'0 14}'0 170.0
R o e RS RRRE R
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 35 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
9.875 4.41 ng/ul 14342000 Naphthalene-d8 10.152

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 52
2 Propan-2-one 0-(2-chloro-1-methy... 149 C6H12C1NO 1000186-05-6 25
3 2-Methyl-1-nonene 140 C10H20 002980-71-4 22
4 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 22
5 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 16

Abundance Scan 1188 (9.875 min): BN034301.D\data.ms (-1181) (-) m/z 56.00 100.00%

56.0
- i AMM
= —
157.1 199.2 ) 9.50 10.00
ol WL Jlg9 b, L 1992 28l h. 69.10  52.69%
miz--> 50 100 150 200 250
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 — —
9.50 10.00
111.0 m/z 119.10  41.34%
145.0
18.(H N ] 199.0
O\‘\r‘w“‘\\‘\“\‘[\‘\“\\‘\\\\“\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #27154: Propan-2-one O-(2-chloro-1-methyl-ethyl)-oxime
56.0
9.50 10.00
5000 m/z 71.00 37.44%
100.0
: IR R—
m/iz--> 50 100 150 200 250
Abundance #20666: 2-Methyl-1-nonene o 7
56.0 9.50 10.00
m/z 111.10  36.69%
5000
L o w00
Y 0 L et — s o
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 73

R.T. EstConc Area Relative to ISTD R.T.
10.352  2.50 ng/ul 8142050 Naphthalene-ds 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 Cl32s 017301-23-4 %0

2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 74

5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 59

Abundance Scan 1269 (10.352 min): BN034301.D\data.ms (-1266) (- | m/z 57.10 100.00%
57.1
98.1 1000 1050
137.1 163.2 . .
Oty b O 290518422081y 43 00 42.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 = M
10.00 10.50
m/z 71.10 41.05%
29.0 98.0
O\\‘\‘\‘\\“\\\‘!‘\\H\\‘\‘\\\“‘\\U\‘\\\]-\4.‘]-\\0\\‘]_\6\9\9‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
= —
10.00 10.50
5000 m/z 41.85 20.68%
29.0 85.0
oL M0 1550 449
e e e e A e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl- — —
57.0 10.00 10.50
m/z 98.10 11.49%
5000
29.0 98.0
otk Ly ame asso WL
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34301.D

Acqg On : 01 Oct 2024 13:55

Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 37 unknown-02 Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
10.569 10.72 ng/ul 34914300 Naphthalene-d8 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 47

2 Cyclohexylamine 99 C6H13N 000108-91-8 27
3 2-Methyl-1-nonene 140 C10H20 002980-71-4 27
4 2H-Pyran-2-one, tetrahydro-3,5-d... 128 C7H1202 003290-57-1 25
5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 25
Abundance Scan 1306 (10.569 min): BN034301.D\data.ms (-1298) (- | m/z 56.10 100.00%
56.1
5000
1111
T
145.1 10.50
85.1 ‘ 1992
Ol ML 11692 TS m/z 71.00  40.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 S :
10.50
29.0 111.0 m/z 69.10  37.25%
145.0
85.0
O ‘\\ \‘\‘\\f[!\\\‘\”\\‘f‘\\\“l\?(\)\()‘\\]\_g\?\q\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3963: Cyclohexylamine
56.0
RN
10.50
5000 m/z 55.05 33.30%
28‘0 99.0
bbbl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20666: 2-Methyl-1-nonene 7 ‘
56.0 10.50
m/z 41.05 31.27%
5000
29.0
|l 840 1120 1400
0“‘W““M“ e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 38 1-Methylcycloheptanol Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
10.699 4.22 ng/ul 13725700  Naphthalene-d8 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylcycloheptanol 128 C8H160 003761-94-2 50
2 Decane, 4-methyl- 156 C11H24 002847-72-5 45
3 Decane, 4-methyl- 156 C11H24 002847-72-5 45
4 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 42
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 40

Abundance Scan 1328 (10.699 min): BN034301.D\data.ms (-1322) (- | m/z 43.00 100.00%

43.0
5000

112.1 s ——
72.0 ‘ 10.50 11.00
149.1
o‘H_HJLNMH1¢Lmhuﬂmuw‘mw%?%%?ﬂﬁﬂuH‘HH_%$%4 m/z 71.10  85.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14343: 1-Methylcycloheptanol
71.0
5000 — I
10.50 11.00

410 m/z 70.10  32.90%
| ‘H‘ HM \H‘\\L h‘
\H‘HH‘

113.0
iH\’\\1\“‘“\“\\‘\“H‘\‘\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33082: Decane, 4-methyl-
43.0

o

5000 m/z 58.00 29.54%
‘ 112.0
0 \h **“!‘v?*”.‘(\)‘”*Hw!‘wm*\*1‘5”6"9*wHwHw”wwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33089: Decane, 4-methyl-
43.0 10.50 11.00

m/z 57.10  25.29%

5000
112.0
| H\ \h\ 7\\.0\\‘ h 156.0

O pth e by el e e e e — e
miz--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
11.099 2.59 ng/ul 8433760  Naphthalene-d8 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 58
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 53
3 Triacontane 422 C30H62 000638-68-6 53
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 53
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 50
Abundance Scan 1396 (11.099 min): BN034301.D\data.ms (-1394) (- | m/z 57.10 100.00%
57.1
125.1
—— —
11.00 11.50
Lt I 1692 a
ol e m/z 43.10  85.82%
miz--> 50 100 150 200 250 300 350 400
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
5000 —r— —
11.00 11.50
% m/z 71.10 58.68%
0\d\“‘h‘\‘\“\‘\\“J-\G\g\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
—— —
11.00 11.50
5000 ITI/Z 85.10 50.72%
141.0
ol ‘w N i
m/z--> 0 lOO 150 200 250 300 350 400
Abundance #314331: Triacontane T ‘
57.0 11.00 11.50
m/z 41.10 39.81%
B J/\MJAA\/J\/\\LVJ\W/
0 | bl \‘h h‘ 1 | \6\99 2250 281.0 337.0 42?(
N I e P ‘
m/z--> 50 100 150 200 250 300 350 400 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 42 Cyclohexanol, 1-methyl- Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
11.216 7.67 ng/ul 24971800 Naphthalene-d8 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 52
2 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 52
3 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 50
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 49
5 3-Octen-2-0l 128 C8H160 076649-14-4 49

Abundance Scan 1416 (11.216 min): BN034301.D\data.ms (-1408) (- | m/z 71.10 100.00%

71.1
43.1
5000 99.1

| 127.1 155, 1100 11.50
e L L FR0 1552 18322070 s as 10 79, 65%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8528: Cyclohexanol, 1-methyl-
71.0

5000 T —
43.0 11.00 11.50

m/z 57.10 68.80%

‘ 99.0
\]-\!:_)\‘O\U\\"“\‘\\“\‘\\\\“\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8543: Cyclohexanol, 1-methyl-

71.0

o

o

11.00 11.50
5000 m/z 99.10 41.50%
43.0
99.0
SEET TN I 1

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8546: Cyclohexanol, 1-methyl- = o=
71.0 11.00 11.50

m/z 41.00 36.37%

5000
43.0
99.0
18. OM I n‘\ I ‘ \‘

et T Y —

\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 43 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
11.275 6.05 ng/ul 19699000 Naphthalene-d8 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 95
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 94
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 93
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 90
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 90
Abundance Scan 1426 (11.275 min): BN034301.D\data.ms (-1421) (- m/z 145.05 100.00%
145.1
5000
e Y
77, o ‘ | (N | 062 11.00 11.50
0 ‘w‘w"m‘,m‘_w“H‘\H“ o 162 280 n/z 160.10  48.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 —— ——
11.00 11.50
105.0 m/z 130.05 22.10%
39.0 ‘
O \H‘H\\“‘\\‘\‘\’W‘H\‘\\H‘\‘H‘\‘W\H‘HM‘H\‘HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
ey -~
11.00 11.50
5000 m/z 128.00 19.25%
91.
39.0 ‘
o‘m‘H"\um,um\u_m‘u\m\ﬂ_‘”\ N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- =L 5
145.0 11.00 11.50
m/z 129.05 17.07%
5000
115.
39.0 77.0 | ‘ ‘
0‘HMHNHMNMNMHWHﬂhﬂwmujuuwuwuu‘uuwuwuuw‘ =\ Lo
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
11.634 9.46 ng/ul 30806800 Naphthalene-d8 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1487 (11.634 min): BN034301.D\data.ms (-1475) (' | m/z 57.10 100.00%
57.1

o ﬂﬂmjkxjkAquijA

T
99.1 11.50 12.00

. 184.2 .
omWH‘;HMH‘,‘\”J“,‘J“‘M‘_muulfl“lmzwwem,w_WHH_%?&:- m/z 43.10  75.52%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane
57.0
5000 T

T
11.50 12.00
m/z 71.10 61.23%

27.0‘ 99.0
\H‘\‘\‘H“MHH"\\“}\"1‘\\\“‘\\w\‘\‘\]-\4\.“]7.\9\‘\\]\-\s‘ﬁ.\o\’\\\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59025: Tridecane

57.0

o

S =
11.50 12.00
5000 m/z 41.00 43.15%
27.0
0 ‘\‘ \‘\ H\ \“ ‘\‘9%'0‘ ;41'0 184.0
b e et e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59026: Tridecane T ——
57.0 11.50 12.00

m/z 85.10  39.86%

5000
27.0 99.0
‘ “ HH\ \‘\ Il ‘\‘. I \\]'41'0 18\40

Ot et et b e e e T —
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 46 (DEL) Alkane: Cyclicl1.663 Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.

11.663 3.18 ng/ul 10345800 Naphthalene-d8 10.152
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-5-isobutylcyclohexane 168 C12H24 013131-76-5 38
2 2H-Azonin-2-one, octahydro-6-hyd... 157 C8H15N02 023435-07-6 38
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 38
4 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 9

5 Benzene, 1-chloro-3-nitro- 157 C6H4CINO2 000121-73-3 9

Abundance Scan 1492 (11.663 min): BN034301.D\data.ms (-1489) (- | m/z 56.05 100.00%

56.0
5000 1111
157.1

11.50 12.00
| e o

e N U St m/z 69.10  99.49%

m/z--> 0 40 60 80 100120140160180200220240260280
Abundance #43597: 1,3-Dimethyl-5-isobutylcyclohexane
69.0
41.0 111.0

5000 —— S
11.50 12.00

m/z 55.05 90.21%

N ©

L e
O \\\\“\\\“\1\\“\\\\‘\\}\‘\\\\‘\\\‘\’\}\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #34369: 2H-Azonin-2-one, octahydro-6-hydroxy-
B0.0
e e
11.50 12.00
5000 ITI/Z 73.00 87 .80%
68.0
‘ 101.0 139.0
R —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13253: Cyclohexane, 1,1,2-trimethyl-
69.0 11.50 12.00

410 m/z 111.16  50.99%

5000 111.0 f/vj\Aﬂ/\MWVV\JX\
\“ h‘\‘ | ‘\h ‘

‘ =
m/z--> 20 40 60 80 100120140160 180200220 240260280 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.281 25.29 ng/ul 10856700  Acenaphthene-d10 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecene, 4,5-dimethyl-, [R*,S... 182 C13H26 055170-93-9 46
2 6-Ethyl-3-(prop-2-enoyloxy)decane 240 C15H2802 1000245-68-2 43
3 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 38
4 Tridecane 184 C13H28 000629-50-5 27
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 27
Abundance Scan 1597 (12.281 min): BN034301.D\data.ms (-1592) (- | m/z 57.10 100.00%
57.1
1111
5000
e e
‘ H ‘ 159.1 12.00 12.50
O berrerebhcdl i b b L 2182431 s 55 6p 70.97%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #56985: 2-Undecene, 4,5-dimethyl-, [R*,S*-(2)]-
57.0
5000 —r— ——
29.0 12.00 12.50
112.0 m/z 69.10  63.30%
Ly T e
OH’\}\\i\\\““\‘\}\‘”hH\‘\\‘\\‘\H\‘H\\‘\\\\8‘2\\\0\‘\\\\‘\\H‘HH‘HH
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #123708: 6-Ethyl-3-(prop-2-enoyloxy)decane
55.0
P o
12.00 12.50
5000 m/z 111.10 60.65%
830 112.0 166.0
Y B Y .
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #263801: Oxalic acid, allyl hexadecyl ester ——— —
41.0 12.00 12.50
m/z 41.00 56.37%
5000
71.0
111.0
0 T . B A
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.381 15.12 ng/ul 6489560  Acenaphthene-d10 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 58
2 L-Homoserine lactone, N,N-dimethyl- 129 C6H11NO2 1010374-45-7 58
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 53
4 2,3-Dimethyldodecane 198 C14H30 006117-98-2 43
5 Terpinen-4-ol 154 C10H180 000562-74-3 38
Abundance Scan 1614 (12.381 min): BN034301.D\data.ms (-1609) (- m/z 43.10 100.00%
43.1 711
5000 1111
— —
H 1451 1652 12.00 12.50
(S £215.2243.2 m/z 71.10  89.79%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #74008: Tridecane, 4-methyl-
43.0
71.0
5000 L AT
12.00 12.50
m/z 57.10 75.67%
99.0 155.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #14763: L-Homoserine lactone, N,N-dimethyl-
71.0
— —
420 12.00 12.50
5000 m/z 41.00 54.83%
129.0
150, | | | 11000
o i N e N —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #74016: Tridecane, 4-methyl- “ T
43.0 12.00 12.50
m/z 111.10 45.41%
5000
T M\W\M
ol ‘\ | 99012601550 1430
e e e e e e e o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.599  27.41 ng/ul 11765800  Acenaphthene-di1e 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 68
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 68
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 64
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 1651 (12.599 min): BN034301.D\data.ms (-1646) (- | m/z 57.10 100.00%
1

57
5000

A =
H 10f° o1 1832 ‘ 12.50 13.00
I dl ih] 4381 183221232432 2804 ./, 7110 88.25%

m/z--> 50 100 150 200 250
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0

5000 e 4
12.50 13.00

m/z 43.05 51.42%

99.0
27,0
O T T “\ ‘\“ ‘h ‘\ HH‘ \“‘\ ““ \“‘1%B\.9 ‘ ]-\6?.(\) T ‘2]_\2.\()\ T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl-
57.0

T —
12.50 13.00

o

5000 m/z 85.10 39.14%
A 127.
0 10 A4 Pre \o S
m/z--> 50 100 150 200 250
Abundance #90196: Tetradecane, 4-methyl- T \
43.0 12.50 13.00

m/z 41.05 34.61%

5000 85.0
yro 1690
I O | =120

m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 50 unknown-03 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

13.105 19.18 ng/ul 8232420  Acenaphthene-d10 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47
2 Allyltrivinylsilane 150 C9H14Si 115946-69-5 47
3 3,5-Dimethyl-4-propyl-1H-pyrazole 138 C8H14N2 081328-51-0 38
4 (4-Fluorophenyl) methanol, tert.... 182 C11H15FO 1000374-64-1 35
5 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 35

Abundance Scan 1737 (13.104 min): BN034301.D\data.ms (-1734) (- | m/z 109.10 100.00%

109.1
5000 410

138.1 — —r—
‘ ‘h 170.1 13.00 13.50
Ll

| < a
‘H‘HHNHW‘HWH“Hmp‘HJHmewHH?H%EHWHHM%QR‘ m/z 82.00 69.96%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #23082: Cyclohexanol, 3,3,5-trimethyl-
109.0

5000 — —
13.00 13.50
41.0 710

m/z 83.10 48.19%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28517: Allyltrivinylsilane
109.0

T
13.00 13.50

o

o

5000 m/z 41.00 37.57%
57.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20094: 3,5-Dimethyl-4-propyl-1H-pyrazole —— ——
109.0 13.00 13.50

m/z 55.00 37.57%

5000
138.0
68.0

0 39,0 |
T T T T T T T — —
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 51 Naphthalene, 2,7-dimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.210  25.48 ng/ul 10938200  Acenaphthene-di1e 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 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 1755 (13.210 min): BN034301.D\data.ms (-1748) (- m/z 156.10 100.00%

156.1
5000

T
43q 770 110 13.00 1350
o | 1902 2431 2810 7 141,00 69.29%
miz—> 20 40 60 80 100120140160 180200220 240260280
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000
13.00 13.50

m/z 155.10  38.83%

mo 770 128.
O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0

13.00 13.50
5000 m/z 115.00 14.41%
115.0
0 %ﬁVQ\H**?RTQM**W**w\”M*WH‘ AR SR ‘V\WK//WJ\J/N\V/V\\ﬁMﬂ\/
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl- F e
141.0 13.00 13.50

m/z 128.05 14.31%

39.0 \h $ o | w‘wwwwwww” JW\\/M/\MJ

S B B T W St —
miz—> 20 40 60 80 100120140160 180200220 240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 52 Naphthalene, 2,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.375 30.19 ng/ul 12960800  Acenaphthene-di1e 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 1783 (13.375 min): BN034301.D\data.ms (-1777) (- | m/z 156.10 100.00%
156.1
5000
115.1
77.0 ‘ 13.00 13.50
39.0 .
0 m_Hu‘Hmkuuu”mm‘uWJ‘“HH‘M,“H“1,99:,2‘H%??n?w?z‘l‘-; m/z 141.05  90.53%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000 = —
13.00 13.50
115.0 m/Z 155.10 28.81%
30. 76.0
O\\\‘\‘\\\‘[\\“H“‘\“H“\‘h‘\‘r‘\\“\\\\“\“\“\\““\\‘\H‘"\H\’\\H’HH’HH’HH’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
= —=
13.00 13.50
5000 ITI/Z 115.05 19.00%
77.0
115.0
S O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33148: Naphthalene, 2,3-dimethyl- — —
156.0 13.00 13.50
m/z 128.05 14.66%
5000
760 115.0
R N O I 1 SO
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.569 37.18 ng/ul 15961100  Acenaphthene-di1e 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 68
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 68
3 Dodecane 170 C12H26 000112-40-3 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 62
Abundance Scan 1816 (13.569 min): BN034301.D\data.ms (-1805) (- | m/z 57.10 100.00%
57.1
‘ 113.1 1 1
141.1 13.50
169.2
oHwH\‘m!“m“m‘u‘;“‘u‘l‘u‘mHi“m_m‘um‘z‘l“lﬁw??ﬂu]‘ m/z 71.10  86.53%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #59032: Decane, 5-propyl-
57.0
5000 —— :
85.0 13.50
29.0 m/z 43.10 73.36%
‘ ‘ 112.0140.0
0 \H‘\‘\H“‘H\!“H‘M\“W‘\HM‘\\!‘\‘\“\H}‘\H\‘\\%B‘ﬁlg‘\\\\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #59044: Dodecane, 4-methyl-
43.0
71.0 1 1
13.50
5000 m/z 85.10 45.06%
99.0 140.0
0 184
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #45478: Dodecane 7
57.0 13.50
m/z 41.00 34.40%
5000
85.0
29.0 170.0
bbb | 20110100 L
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 54 Naphthalene, 1,3-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.610  30.04 ng/ul 12896200  Acenaphthene-di1e 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 94
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 94

Abundance Scan 1823 (13.610 min): BN034301.D\data.ms (-1819) (- | m/z 156.10 100.00%

156.1
5000 57.1
851 1150 SUS U
‘ ‘ ‘ 13.50 14.00
YIS Y W P “lm“_n e i978225.22550  nyz 141.05  97.44%
miz—-> 20 40 60 80 100120140160 180200220240 260 280
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
5000 L #J

13.50 14.00
m/z 57.10  48.57%

76.0 115.0
39.0 I ‘h “ RAARNRERRA RRR RN DA RN RN

O‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
— —
13.50 14.00
5000 51.0 m/z 43.10 47.25%

-

0 l
m/z--> 20 40 60 80 100 120 140160180200 220240260280
Abundance #33160: Naphthalene, 1,4-dimethyl-

156.0 13.50 14.00
m/z 71.10 28.98%
h NJ\J
115.0
77.0

o‘“3‘)‘9‘9‘”“:‘u!“_m"‘“‘_‘lw“ml““w‘mwwm‘www e =

m/z--> 20 40 60 80 100120140160 180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.999 81.73 ng/ul 35083600  Acenaphthene-di1e 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5,6-dipropyl- 226 Cl16H34 119209-20-0 78
2 2-Ethylhexyl mercaptoacetate 204 C1eH2002S 007659-86-1 72
3 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 72
4 1-Decene, 4-methyl- 154 C11H22 013151-29-6 64
5 Sulfurous acid, pentadecyl 2-pen... 362 C20H4203S 1000309-16-4 59
Abundance Scan 1889 (13.999 min): BN034301.D\data.ms (-1883) (- | m/z 57.10 100.00%
57.1
. /\WJLW
112.1 1
H \‘ | .| 1ss2 212324310710 14.90
O bbb b e o o T e e m/z 71,10 80.84%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107226: Decane, 5,6-dipropyl-
57.0
- 1120 1400
m/z 43.05 48.09%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
——
14.00
5000 m/z 41.10 34.81%
2710 112.0
0 r,,,145'°,175,-°,,,,,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #43531: 1-Decene, 3,4-dimethyl- ——
57.0 14.00
m/z 70.10 19.72%
5000
27}0 ‘ 112.0
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 56 unknown-04 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.169 33.39 ng/ul 14334900  Acenaphthene-di1e 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 38
2 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 38
3 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 38
4 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 35
5 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 30

Abundance Scan 1918 (14.169 min): BN034301.D\data.ms (-1912) (- m/z 69.10 100.00%
60

9.1 081
™ 128.0
5000
157.1

— —
390 ‘ 199.2559 2 14.00 14.50
m_H“mJw‘_wHw“uw‘HH‘_HL_m‘uHW‘pwH‘H,mfﬁ"l m/z 98.10  80.70%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3671: (R)-(+)-3-Methylcyclopentanone
69.0
98.0

o

5000 — —
14.00 14.50
3900 m/z 128.00  74.30%
0 H\‘\H\“HH‘!‘!“\\‘H“\\H“H\\‘\\H‘\\H‘H\\‘HH‘HH‘HH’HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3652: Cyclopentanone, 3-methyl-
69.0
98.0 cT L
14.00 14.50
5000 ITI/Z 57.10 70.79%
26.0
0 H"‘M‘u‘}‘:m‘“"“"H\""""""H"""‘ww_m,w_w
mlz--> 20 40 60 80 100120140160180200220240260
Abundance #3669: (R)-(+)-3-Methylcyclopentanone T —
69.0 14.00 14.50

m/z 56.10 64.91%

98.0
5000
28.0
M‘MMH ‘

‘ T
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 57 9-Methyl-S-octahydroanthracene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.216  28.96 ng/ul 12431300  Acenaphthene-di1e 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 60
2 Silane, trimethyl-2-naphthalenyl- 200 C13H16Si 018052-85-2 58
3 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 52
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): BN034301.D\data.ms (-1922) (- | m/z 185.10 100.00%
185.1
5000 /L
155.1 1400 1450
115.0 .
39.0 84.1
0 m_m_m,‘Hu‘m_m‘w‘uw“h‘W‘,m“”,“m_H‘_%““lmlw%‘?,l”‘ m/z 170.10  63.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76095: 9-Methyl-S-octahydroanthracene
185.0
5000 — Y
14.00 14.50
143.0 m/z 200.20 30.07%
410 91 ‘ | |
0 \H‘HH“‘\\‘\H\’w\‘\”‘h”\“\\‘HH‘\‘!“\\“H‘\M“’\\‘\\’\‘\H“‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76014: Silane, trimethyl-2-naphthalenyl-
185.0
14.00 14.50
5000 m/z 186.15 15.91%
ol 29 730 1150 1559 | |
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59924: 4'-(1-Pyrroyl)acetophenone . =
185.0 14.00 14.50
m/z 171.10 12.40%
5000 142.0
Sooaa B B B
O rrrprrrerdpat bbb e e e e S
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34301.D

Acqg On : 01 Oct 2024 13:55

Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 58 Naphthalene, 1,6,7-trimethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
14.551 17.70 ng/ul 7598110  Acenaphthene-d10 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94

Abundance Scan 1983 (14.551 min): BN034301.D\data.ms (-1978) (- | m/z 170.10 100.00%

17p.1
5000
431 11
T I
N 5
o,‘uwumhuhmm‘Auwwﬂm”HN s S02 2852 myz 155.10 76.97%
miz—> 20 40 60 80 100120140160 180200220 240260280
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 LY :
14.50
m/z 71.10 36.51%
%0 700 | )
O’\\\\‘\\‘\\‘}\‘\\‘HU\\\‘\\\\‘\‘\‘\\““\\‘\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

i

Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
I I
14.50
5000 ITI/Z 43.10 32.67%
84.0 128.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45539: Naphthalene, 2,3,6-trimethyl- — ‘
170.0 14.50
m/z 57.10 32.03%
- w
00 80 0L all
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\

BN©34301.D
: 01 Oct 2024 13:55
: RC/JU
: P4019-09
: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
14.616  21.97 ng/ul 9428850  Acenaphthene-die 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 53
2 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 46
3 Hentriacontane 437 C31H64 000630-04-6 43
4 Triacontane 422 C30H62 000638-68-6 41
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 41

Abundance Scan 1994 (14.616 min): BN034301.D\data.ms (-1989) (- | m/z 57.00 100.00%
57.0
5000
231.9
—— —
‘ ‘ 14.50 15.00
owm‘“\“‘ WH e Hmw‘u_zﬁﬁ-‘l”wHH_W m/z 43.10 82.11%
miz--> 50 100 150 200 250 300 350 400
Abundance #107221: Tridecane, 7-propyl-
43.0
5000 — —
14.50 15.00
140.0 m/z 71.10 72.26%
0\‘\"\“‘\I\i“\\\“‘\1]\“9\7‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107225: Tetradecane, 4-ethyl-
43.0
—— —
14.50 15.00
5000 m/z 85.10 53.42%
197.0
ol ~‘ “14 S
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane 7 —
57.0 14.50 15.00
m/z 83.10 50.60%
- ]\V\AA/xNﬂJX/\beJ“\A\
0 uhl \}\ i h‘ \f | \6? \0 i 2\2‘\5 0 309.0 365.0 437.1
A —— —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.957 56.17 ng/ul 24109900  Acenaphthene-di1e 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2052 (14.957 min): BN034301.D\data.ms (-2044) (1 m/z 57.10 100.00%
57.1
" W\/M
——
h e 141.1 226.3 100
Obrrreb h d |y 3411 1841 22632551 n.; 4310 70.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
5000 T
15.00
m/z 71.10 67.79%
ol 200 )y ‘9?0 141.0 1830 226.0
\‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘\\\\‘HH‘HH’HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane
57.0
——
15.00
5000 m/z 85.10 50.13%
270
ok 4150, 1410 ae30 260
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176393: Nonadecane, 9-methyl- ——
57.0 15.00
m/z 41.05 37.60%
5000
99.0 140.0
o280 L Lk 210 2670 -
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.357  34.40 ng/ul 14768700  Acenaphthene-di1e 14.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 93
2 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 76
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72
4 Dodecane, 5,8-diethyl- 226 Cl6H34 024251-86-3 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 64

Abundance Scan 2120 (15.357 min): BN034301.D\data.ms (-2112) (- | m/z 57.10 100.00%
57.1

3

5000
99.1
138.1169.2 15.00 15.50
2222

bt bl M B 2E02 25422850 sz 43,10 38.71%
miz--> 20 40 60 80 100120140160 180200220240260280
Abundance #141076: Pentadecane, 2,6,10-trimethyl-

57.0
5000 . —

15.00 15.50
m/z 71.05 34.68%
¥

' | 1410 1830 239.0

99.0
O ’\\\\‘\\\\‘\\\\‘\\\\‘M‘\\H‘\‘\\\‘\\\\‘\\‘H“\\\\‘HH’HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141073: Dodecane, 4,9-dipropyl-
57.0
— —
15.00 15.50
5000 ITI/Z 85.10 28.68%
98.0 211.0
‘ ‘ 155.0
o S s N N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74018: Tridecane, 3-methyl- T 1
57.0 15.00 15.50
m/z 41.05 25.09%
5000

é

99.0
L ‘ ) 140015901959

“ T
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.822 67.72 ng/ul 23334000 Phenanthrene-di1e 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 90
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2199 (15.822 min): BN034301.D\data.ms (-2193) (- | m/z 57.10 100.00%
57.1
— —
h 99‘1 a1 o403 15.50 16.00
Ol b o LT 1972 2408 2830 .0 7116 69.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107216: Hexadecane
57.0
5000 — ——
15.50 16.00
m/z 43.10 67.99%
99.0
0 27‘ ‘ \ H\ Il M‘ | \14-\10 183.0 226.0
H‘HH‘HH‘\H\‘\H\‘HH’\\H‘HH‘\H\‘HH‘HH’\\H‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
— ——
15.50 16.00
5000 m/z 85.10 49, 35%
o 27,0 ‘ | “‘99‘0‘ 1410 183.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester — ——
43.0 15.50 16.00
m/z 41.05 35.75%
- T /M\/\/M/\“WNV
obedd L || 1259 16801970 231 02610
e e e e e e e P e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 63 9H-Fluorene, 1l-methyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
16.175 18.74 ng/ul 6457280  Phenanthrene-d10 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 86
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 62
3 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 60
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 51
5 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 46
Abundance Scan 2259 (16.175 min): BN034301.D\data.ms (-2255) (- ' m/z 57.10 100.00%
57. 165.1
5000
99.1 a0 TAEN
16.00 16.50
[ ‘h ! Ljagrg 208t 29812918 o i6s 10 8s.87%
miz--> 50 100 150 200 250 300
Abundance #55052: 9H-Fluorene, 1-methyl-
165.0
5000 ™ -
16.00 16.50
89.0 m/z 71.10 78.36%
O T T \5]‘- (\)‘ \“‘\““ \1\26\q\ “‘ \“\ T ‘ T T T T ‘ T T T T ‘
miz-> 50 100 150 200 250 300
Abundance #158602: Tridecane, 7-hexyl-
57.0
— —
16.00 16.50
5000 m/z 43.10 63.09%
182.0
¥ o |
ol LU0 gm0 | a0 a0
miz--> 50 100 150 200 250 300
Abundance #55053: 9H-Fluorene, 2-methyl- — =
165.0 16.00 16.50
m/z 180.10 57.21%
5000
89.0
0 51 0 H “ 126 L \“ ‘ L
e T e S e R A T =
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 64 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.669 45.41 ng/ul 15648500  Phenanthrene-d1e 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 83
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2343 (16.669 min): BN034301.D\data.ms (-2338) (- | m/z 57.10 100.00%
7.1

57.
5000

e
‘ | Tlﬁ 18?'1 422 | 1650  17.00
b L L TTC72823 385 .y 7116 81.66%

m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0

o

5000 — ——
16.50 17.00
m/z 85.10 49.72%
5200 “\‘ | | P99 1410 1840
\\\\‘\f!\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #59026: Tridecane
57.0
— ——
16.50 17.00
5000 m/z 43.10 49.61%

9.0
184.0
50| : Damotso
50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-

m/z-->
=
57.0 16.50 17.00
m/z 41.05 27.07%

B W%
9.0
L‘ L] 14101830 2390 296.0

R R E e R e B A A — —
miz--> 50 100 150 200 250 300 350 16.50 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 65 2-Bromo dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.351  42.31 ng/ul 14579300  Phenanthrene-di1e 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2459 (17.351 min): BN034301.D\data.ms (-2454) (- | m/z 57.10 100.00%
57.1
2000 WJ\WV\/
T T
99"1 - r6s.3 17.00 17.50
ol b bl 4L 1072 26833118 7 7110 71.66%
miz-> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0
5000 — —r
17.00 17.50
m/z 43.10 69.12%
99.0 169.0
OL\S.\Q‘\ ‘\““\‘h‘ \h‘\“‘ \‘\‘\ T ‘ T T T ‘ T \2\4.8‘-\0\ T ‘ L
miz--> 50 100 150 200 250 300
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
— ——
17.00 17.50
5000 m/z 85.10 53.33%
99.0
b LI 190 e
miz--> 50 100 150 200 250 300
Abundance #141057: Octadecane “ —
57.0 17.00 17.50
m/z 41.05 33.28%
5000
99.0
0 \\‘ || h | H‘ | :‘L4‘10 :!'830 25w40
— e — ——
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34301.D

Acqg On : 01 Oct 2024 13:55

Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 66 Pentadecanoic acid, 14-meth... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
'17.522  38.42 ng/ul 13237060 Phenanthreme-dio 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, l4-methyl-, ... 270 C17H3402 005129-66-2 91

2 Pentadecanoic acid, 14-methyl-, . 270 C17H3402 005129-60-2 91
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 89
Abundance Scan 2488 (17.522 min): BN034301.D\data.ms (-2484) (- | m/z 74.00 100.00%
74.0
5000
143.1 UL
227.2
‘H | 1851 2103 3135 362 1750
ol w Mmt SR S £ = A S22 m/z 87.00 74.01%
miz--> 100 150 200 250 300 350
Abundance #161236. Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 — = :
17.50
m/z 43.10 29.11%
L S momems
miz--> 100 150 200 250 300 350
Abundance #161238.PeMadecamﬂcacm,144nemyh,meﬂwlemer
74.0
T
17.50
5000 270.0 m/z 55.00 22.54%
143.0 227.0
‘ 185.0 ‘
oL ‘\‘ H = w\‘u“\“‘ ‘M‘\‘ — ‘\“‘\‘ - \‘\‘ H“ Pl
m/z--> 100 150 200 250 300 350
Abundance #161203:Hexadecanok:add,nunhyleﬂer —— ‘
74.0 17.50
m/z 41.00 21.30%
5000
143.0
29. ‘ ‘ 185.0 227.0 270.0
obrt Al L L —
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 67 n-Hexadecanoic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
17.757  25.75 ng/ul 8873500  Phenanthrene-d10 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Tridecanoic acid 214 C13H2602 000638-53-9 83

Abundance Scan 2528 (17.757 min): BN034301.D\data.ms (-2522) (- | m/z 73.00 100.00%

73.0
5000

T T
17.50 18.00

0. 2982 362! ./ 43.10  84.94%

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T
17.50 18.00

m/z 60.00 82.65%

171.0 213.0 256.0

0 ‘M \‘\\h“‘\ ;‘H“‘h} | “ “‘ | ‘

‘ T
m/z--> 50 100 150 200 250 300 350 17.50 18.00

\\\\‘ \‘\\\‘\‘\\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
— —
129.0 256.0 17.50 18.00
m/z 57.10 65.50%
5000 213.0
20.0 171.0
ok ‘\“ H‘u‘u ‘;‘H‘MM \\L‘ ‘\‘ “‘ \H“‘ ‘\“‘ : “‘ .
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid T ——
1
43.0 256.0 17.50 18.00
m/z 41.10 63.16%
5000
129.0
3.0 213.0
‘ 171.0 ‘
| N .
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 68 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.040  37.43 ng/ul 12897300  Phenanthrene-d1e 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 97
2 Eicosane 282 C20H42 000112-95-8 97
3 Hexadecane 226 C16H34 000544-76-3 95
4 Heptadecane 240 C17H36 000629-78-7 94
5 Pentadecane 212 C15H32 000629-62-9 92

Abundance Scan 2576 (18.039 min): BN034301.D\data.ms (-2572) (- | m/z 57.10 100.00%
57.1

%

5000
99.1
18.00
41 1 197 1
ol— “‘ by “‘ L34 A 2392 28243223 n/z 71010 69.15%
miz-> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 —— :

18.00
m/z 43.10 66.96%

99.0
O]\- \q# ‘!‘ “‘ “ \“\]‘-\41‘1‘0‘\ T \2‘1\‘2.\0\ T ‘ L ‘ L
m/z--> 100 150 200 250 300
Abundance #176384: Eicosane
57.0
T T \
18.00
5000 ITI/Z 85.10 50.69%
99.0
o L LLi 190 1m0 0 zz0
m/z--> 50 100 150 200 250 300
Abundance #107216: Hexadecane T
57.0 18.00
m/z 41.00 30.66%
- »A/J\JWA
99.0
piod || 20 w000 o
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 69 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.686 30.71 ng/ul 10581500  Phenanthrene-d1e 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2686 (18.686 min): BN034301.D\data.ms (-2682) (- | m/z 57.10 100.00%

57.1
5000

9.1 — —

18.50 19.00
41. 11832
ol AL ““ |2 235021813212 a0Lr Lo g 10 75.30%
miz--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
5000 —— e
18.50 19.00

m/z 43.10 69.03%

O T \“\ ‘\“ “H‘ \“‘\ h“ \“‘ \]L “ “‘\%8\‘3\0‘2\2\5)\(\)‘ \2\8\2\? L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

T T
18.50 19.00

5000 m/z 85.10 53.45%
0 L\ H\ A \‘ u‘ \ ! 41.0183.0 239.0 296.0
! A A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #132769: 2-Bromo dodecane —— —
57.0 18.50 19.00

m/z 41.00 31.46%

9.0 169.0

olsQ UL\l a0 _

‘ T
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 70 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
19.810 24.99 ng/ul 10410700  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Tetracosane 338 (C24H50 000646-31-1 98
3 Tetracosane 338 C24H50 000646-31-1 95
4 Nonadecane 268 C19H40 000629-92-5 95
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
Abundance Scan 2877 (19.810 min): BN034301.D\data.ms (-2872) (1 m/z 57.10 100.00%
57.1
5000
323.3 \NV\M
— ——
113.1 19.50 20.00
211.2 267.1
0 Hs‘w‘u“ﬂ‘\‘ b b0 1 3818 4TSy 71010 72.32%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane
57.0
5000 — —
19.50 20.00
m/z 43.10 65.76%
13.0
O \J\ ‘\“ \h'\‘ \“‘\:W‘L f“‘\“\ !J‘-“\G?.\‘o\ ‘2\2\53.\0‘ TTTT ‘ \:\33\§.‘()\\ T ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane
57.0
— ——
19.50 20.00
5000 m/z 85.10 50.22%
oL L || 1132 1690 225.0 2810 338.0
R o B B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246482: Tetracosane “ ‘ ‘
57.0 19.50 20.00
m/z 323.30  36.29%
5000
1’13'0 338.0
oL LML BP0 22502800 0 e -
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN100124\

Data File : BN@34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 71 (DEL) Alkane: Straight-Chai... Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
20.310  16.43 ng/ul 6843340  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Nonadecane 268 C19H40 000629-92-5 96
3 Tetracosane 338 (C24H50 000646-31-1 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2962 (20.310 min): BN034301.D\data.ms (-2958) (- | m/z 57.10 100.00%
57.1

i

5000
‘ ‘ 1' 169.2 2252 20.00 20.50
ol kLA 10922252 29933543 4300 iy 7110 71.09%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #246482: Tetracosane
57.0
5000 — i
20.00 20.50
3.0 m/z 43.10 63.67%
\\\‘\\\\‘\\\1‘\1\\‘\\\\‘\\r\‘\\\\‘\\\\‘\\\\‘\\\\

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

g

Abundance #158600: Nonadecane
57.0
20.00 20.50
5000 ITI/Z 85.10 52.49%
13.0
ol 00 a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246480: Tetracosane “ 7
57.0 20.00 20.50
m/z 41.00 25.08%
- NLHJ\
‘ h“ﬁ > 169.0 225.0 281.0 338.0
0 JH““‘_Mkﬂp‘%mqwu‘up‘““‘ﬂ““‘_“““u — —
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 72 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.781 47.00 ng/ul 19579400  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 70
2 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 68
3 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 62
4 Carbonic acid, 2-ethylhexyl nony... 300 C18H3603 1000383-13-6 62
5 Oxalic acid, 2-ethylhexyl pentad... 412 C25H4804 1000309-39-8 58
Abundance Scan 3042 (20.781 min): BN034301.D\data.ms (-3038) (- | m/z 57.10 100.00%
57.1
239.2 —— —
“ 1851 \ 20.50 21.00
ol H“ by 2851, 1| 319.3 378.0429.0 490 /7 7116 76.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176390: Nonadecane, 4-methyl-
43.0
5000 I —
20.50 21.00
m/z 43.10 63.05%
239.0
O \\"\h\\\\“\‘l\‘\\l“\l\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecy! ester
57.0
—— —
20.50 21.00
5000 1120 m/z 70.10  48.15%
ol e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #181686: Carbonic acid, 2-ethylhexyl octyl ester e ==
57.0 20.50 21.00
m/z 112.10 39.97%
112.0
5000
LAl | e
Al e = =
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 73 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
21.257 20.00 ng/ul 8331290 Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane, 1l-iodo- 464 C24H491 1000406-32-0 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91

Abundance Scan 3123 (21.257 min): BN034301.D\data.ms (-3119) (- | m/z 57.10 100.00%

57.1
5000

‘ 1092225 21.00 2150
oL W 2222 8093363.34183 4900 ;71,10 71.85%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl-
43,

5000 — e
21.00 21.50

m/z 43.10 63.73%

9.0 196.0
0\\J \h}\‘\hwi“A\"\\\“\1\\“‘!\\2\5‘2\.\0I\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0

T —
21.00 21.50

5000 m/z 85.10 51.83%
0 ‘ ‘ u| h \‘ J\l I \\116‘9 0 225 0 295.0 367.0
- ‘ L R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #330025: Tetracosane, 1-iodo- T —
57.0 21.00 21.50

m/z 41.00  23.37%

1] ‘IM1690225028103370

o""H"‘H"mm‘H"‘HH_HM“HWHH_HW —

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 74 9-Octadecenoic acid, (E)- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
21.675 26.34 ng/ul 10973100  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 90
2 Oleic Acid 282 (C18H3402 000112-80-1 53
3 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 46
4 1-Decene, 4-methyl- 154 C11H22 013151-29-6 46
5 Decane, 5,6-dipropyl- 226 Cl16H34 119209-20-0 46

Abundance Scan 3194 (21.675 min): BN034301.D\data.ms (-3188) (- ' m/z 57.10 100.00%

e e

265.3 — —
931 ‘\ 21.50 22.00
o_uuwl;‘ﬂhﬂwuwmw ool 3 4363 5352 n/z 71.10  80.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
558.0
5000 — ——
21.50 22.00

m/z 55.05 56.33%

" 264.0
O‘\\\\h‘L\H\J\Iilfmhmh\““\\‘\l\‘l\p\lW‘\‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid

55.0

T
21.50 22.00

5000 ITI/Z 43.10 40.46%
gz ™
0“JWH waﬁﬂ“#”””'W“”M““*w**w**H\**H\*H*\H**\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59106: Nonane, 4-methyl-5-propyl- T —
57.0 21.50 22.00

m/z 69.10 37.61%

0\HA‘w‘w\&4£9H‘w”‘M‘H\”‘W‘H‘M‘H\H‘W‘H‘w T ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@©34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

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

Peak Number 75 Octadecane, 1-chloro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

21.781 30.86 ng/ul 12856800  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 72
2 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 68
3 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 64
4 Tetracosane 338 C24H50 000646-31-1 62
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 53

Abundance Scan 3212 (21.780 min): BN034301.D\data.ms (-3207) (- | m/z 57.10 100.00%
57.1

%

5000
171 1
21.50 22.00
267.3
0 ‘, ‘ ‘ ] ‘N‘ ‘“‘“u bk e o002 4245 489.1549. /7 71,10 74.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184136: Octadecane, 1-chloro-
57.0
5000 — —

21.50 22.00
m/z 43.10 58.65%

\ Mﬁﬁlqlsgo 288.0

‘\\\\’\\\\‘\\\\‘\\\1‘11!\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #301083: Oxalic acid, 2-ethylhexyl tetradecyl ester
57.0

o

s

21.50 22.00
5000 m/z 85.10  41.65%

0\Hd*w”mmh*%??P*w%?i?w*w**w**www**w**w*w‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #251110: Oxalic acid, decyl 2-ethylhexyl ester P e
57.0 21.50 22.00
m/z 55.00 30.52%
5000
JR 185.0
0\”dw‘hwﬁ‘”\”‘w‘”‘M‘”\”‘w‘”‘w‘”\”‘w‘”‘w T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34301.D

Acqg On : 01 Oct 2024 13:55
Operator : RC/JU

Sample : P4019-09

Misc :

ALS vial : 8 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 5.464 23.4 ng/ul 21656300 1  7.399 18516300 20.0
(DEL) Alkane: S 5.917 6.8 ng/ul 6285340 1 7.399 18516300 20.0
(DEL) Alkane: S... 5.993 10.4 ng/ul 9650410 1 7.399 18516300 20.0
(DEL) Alkane: C... 6.064 11.9 ng/ul 11017600 1  7.399 18516300 20.0
(DEL) Alkane: S 6.322 7.6 ng/ul 7000450 1 7.399 18516300 20.0
(DEL) Alkane: S 6.387 9.1 ng/ul 8413550 1 7.399 18516300 20.0
(DEL) Alkane: S... 6.422 11.3 ng/ul 10450500 1 7.399 18516300 20.0
(DEL) Alkane: S... 6.481 17.2 ng/ul 15945900 1  7.399 18516300 20.0
Benzene, 1-ethy... 6.511 11.0 ng/ul 10208800 1  7.399 18516300 20.0
Benzene, 1l-ethy... 6.799 10.3 ng/ul 9545910 1  7.399 18516300 20.0
2-Heptanone, 4,... 6.858 13.4 ng/ul 12393000 1 7.399 18516300 20.0
(DEL) Alkane: S... 7.058 47.5 ng/ul 44007900 1 7.399 18516300 20.0
Oxalic acid, he... 7.246 8.4 ng/ul 7754820 1 7.399 18516300 20.0
1-Isobutoxy-2-e... 7.487 13.7 ng/ul 12669000 1  7.399 18516300 20.0
(DEL) Alkane: S... 7.599 8.6 ng/ul 7959400 1 7.399 18516300 20.0
(DEL) Alkane: C... 7.675 17.5 ng/ul 16201800 1  7.399 18516300 20.0
Benzene, 1,2-di... 7.887 11.7 ng/ul 10835000 1  7.399 18516300 20.0
Benzene, 1-meth... 7.946 24.5 ng/ul 22689400 1 7.399 18516300 20.0
(DEL) Alkane: S... 8.005 15.0 ng/ul 13849700 1 7.399 18516300 20.0
Benzene, 2-ethy... 8.046 16.8 ng/ul 15522600 1  7.399 18516300 20.0
(DEL) Alkane: S... 8.181 35.7 ng/ul 330705060 1 7.399 18516300 20.0
Benzene, 4-ethy... 8.352 11.0 ng/ul 10204800 1 7.399 18516300 20.0
Benzene, 1-meth... 8.399 12.6 ng/ul 11656900 1 7.399 18516300 20.0
(DEL) Alkane: S... 8.658 46.5 ng/ul 43005600 1 7.399 18516300 20.0
unknown-01 8.746 24.4 ng/ul 22551100 1  7.399 18516300 20.0
(DEL) Alkane: S... 9.040 2.1 ng/ul 6835900 2 10.152 65109300 20.0
Benzene, 1,2,4,... 9.075 3.9 ng/ul 12802100 2 10.152 65109300 20.0
(DEL) Alkane: S 9.328 3.0 ng/ul 9713640 2 10.152 65109300 20.0
(DEL) Alkane: S... 9.475 5.3 ng/ul 17107900 2 10.152 65109300 20.0
(DEL) Alkane: S... 9.540 3.2 ng/ul 10379600 2 10.152 65109300 20.0
(DEL) Alkane: S 9.622 3.1 ng/ul 9967830 2 10.152 65109300 20.0
(DEL) Alkane: S... 9.722 3.0 ng/ul 9716460 2 10.152 65109300 20.0
2,4-Dipropyl-5-... 9.875 4.4 ng/ul 14342000 2 10.152 65109300 20.0
(DEL) Alkane: S... 10.352 2.5 ng/ul 8142050 2 10.152 65109300 20.0
unknown-02 10.569 10.7 ng/ul 34914300 2 10.152 65109300 20.0
1-Methylcyclohe... 10.699 4.2 ng/ul 137257060 2 10.152 65109300 20.0
(DEL) Alkane: S... 11.099 2.6 ng/ul 8433760 2 10.152 65109300 20.0
Cyclohexanol, 1... 11.216 7.7 ng/ul 24971800 2 10.152 65109300 20.0
Benzene, 1,3,5-... 11.275 6.0 ng/ul 19699000 2 10.152 65109300 20.0
(DEL) Alkane: S.. 11.634 9.5 ng/ul 30806800 2 10.152 65109300 20.0
(DEL) Alkane: C.. 11.663 3.2 ng/ul 10345800 2 10.152 65109300 20.0
(DEL) Alkane: S.. 12.281 25.3 ng/ul 10856700 3 14.052 8585340 20.0
(DEL) Alkane: S.. 12.381 15.1 ng/ul 6489560 3 14.052 8585340 20.0
(DEL) Alkane: S... 12.599 27.4 ng/ul 11765800 3 14.052 8585340 20.0
unknown-03 13.105 19.2 ng/ul 8232420 3 14.052 8585340 20.0
Naphthalene, 2,... 13.210 25.5 ng/ul 10938200 3 14.052 8585340 20.0
Naphthalene, 2,... 13.375 30.2 ng/ul 12960800 3 14.052 8585340 20.0
(DEL) Alkane: S... 13.569 37.2 ng/ul 159611060 3 14.052 8585340 20.0
Naphthalene, 1,... 13.610 30.0 ng/ul 12896200 3 14.052 8585340 20.0
(DEL) Alkane: S... 13.999 81.7 ng/ul 35083600 3 14.052 8585340 20.0
unknown-04 14.169 33.4 ng/ul 14334900 3 14.052 8585340 20.0
9-Methyl-S-octa... 14.216 29.0 ng/ul 12431300 3 14.052 8585340 20.0
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Naphthalene, 1,...
(DEL) Alkane: S...
(DEL) Alkane: S...
(DEL) Alkane: S

(DEL) Alkane: S.

9H-Fluorene, 1-...
(DEL) Alkane: S...
2-Bromo dodecane

Pentadecanoic a...
n-Hexadecanoic ...
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
9-Octadecenoic ...
Octadecane, 1-c...

nunuvmumoumn

14.
14.
14.
15.
.822
16.
16.
17.
17.
.757
18.
18.
.810
20.
20.
21.
21.
.781

15

17

19

21

551
616
957
357

175
669
351
522

040
686

310
781
257
675

17.
22.
56.
34.
67.
18.
45.
42.
38.
25.
37.
30.
25.
16.
47.
20.
26.
30.

LWOOPRPOINPOPLP,RWEANNP_ANON

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

7598110
9428850
24109900
14768700
23334000
6457280
15648500
14579300
13237000
8873500
12897300
10581500
10410700
6843340
19579400
8331290
10973100
12856800
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14.
14.
14.
14.
16.
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16.
16.
16.
16.
16.
16.
21.
21.

21

052
052
052
052
845
845
845
845
845
845
845
845
033
033

.033
21.
21.
21.

033
033
033

8585340
8585340
8585340
8585340
6891380
6891380
6891380
6891380
6891380
6891380
6891380
6891380
8331290
8331290
8331290
8331290
8331290
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