LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29761.D

Acqg On : 14 Feb 2024 09:27
Operator : MA/JU

Sample : P1286-11

Misc :

ALS Vvial : 39 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©20724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@29761.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.322 37 40 51 rVB 33999 51089 2.09% 0.149%
2 3.740 107 111 119 rBV 218992 356686 14.61% 1.042%
3 3.852 126 130 137 rVB2 30795 43643 1.79% 0.128%
4 4.058 161 165 177 rVB2 25817 46905 1.92% 0.137%
5 4.281 198 203 216 rBV2 225598 385138 15.78% 1.126%
6 4.693 268 273 286 rBv2 156799 256815 10.52% 0.751%
7 4.975 317 321 331 rVB4 14462 36375 1.49% 0.106%
8 5.081 336 339 346 rVB4 12292 20276 ©0.83% 0.059%
9 5.881 467 475 480 rBv7 10770 25420 1.04% 0.074%
106 7.040 662 672 683 rVW 544367 915363 37.50% 2.675%
11  7.216 694 702 713 rBV 436822 716784 29.37%  2.095%
12 7.399 726 733 744 rBV 564771 883560 36.20% 2.582%
13 7.869 806 813 821 rVW 764183 1218254 49.91% 3.560%
14 7.934 821 824 829 rVVe6 7463 11785 0.48% 0.034%
15 8.581 927 934 947 rVWW 595574 962483 39.43%  2.813%
16 8.699 948 954 961 rVWV 68090 123769 5.07% 0.362%
17 9.034 1004 1011 1019 rVV 482532 826745 33.87% 2.416%
18 9.087 1019 1020 1027 rVB7 6948 8404 0.34% 0.025%
19 9.428 1072 1078 1083 rBV4 9263 14013 0.57% 0.041%
20 9.757 1121 1134 1145 rBV 366000 661462 27.10% 1.933%
21  9.899 1155 1158 1163 rBV4 7983 14128 0.58% 0.041%
22 10.122 1191 1196 1203 rVB2 12201 21195 0.87% 0.062%
23 10.287 1216 1224 1236 rBV 591285 991678 40.63% 2.898%
24 10.669 1280 1289 1296 rBV 961905 1668506 68.36% 4.876%
25 10.716 1296 1297 1303 rVB2 10909 11556 0.47% 0.034%
26 10.816 1303 1314 1324 rBV 512650 941176 38.56% 2.751%
27 11.210 1377 1381 1388 rVv8 7343 14734 0.60% 0.043%
28 11.698 1458 1464 1472 rBV6 10433 20870 0.86% 0.061%
29 12.098 1527 1532 1538 rVB5 10025 16899 0.69% 0.049%
30 12.263 1552 1560 1564 rVV5 11439 22751 ©0.93% 0.066%
31 12.328 1566 1571 1578 rVB 14316 25656 1.05% 0.075%
32 12.551 1604 1609 1616 rVB 15806 26265 1.08% 0.077%
33 13.051 1691 1694 1698 rVB6 7205 10180 0.42% 0.030%
34 13.110 1698 1704 1707 rBV7 4140 8716 0.36% 0.025%
35 13.345 1738 1744 1749 rVB3 14967 22663 ©0.93% 0.066%
36 13.416 1749 1756 1764 rBV 54792 87287 3.58% 0.255%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29761.D

Acqg On : 14 Feb 2024 09:27
Operator : MA/JU

Sample : P1286-11

Misc :

ALS Vvial : 39 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©20724.MA.M
Title : SVOA CALIBRATION
37 13.681 1797 1801 1803 rBV4 5493 9548 0.39% 0.028%
38 13.834 1821 1827 1833 rBV3 19243 33301 1.36% 0.097%
39 13.887 1833 1836 1838 rBv3 13675 15019 0.62% 0.044%
40 13.934 1838 1844 1851 rVV 969955 1333668 54.64% 3.898%
41 14.004 1853 1856 1859 rVB3 14816 19830 0.81% 0.058%
42 14.0975 1859 1868 1872 rBvVv7 12344 25788 1.06% 0.075%
43 14.204 1880 1890 1905 rBV2 1063136 1627435 66.68% 4.756%
44 14.422 1921 1927 1934 rBV2 13657 23253 0.95% 0.068%
45 14.510 1935 1942 1950 rBV 1256415 1874243 76.79% 5.477%
46 14.722 1969 1978 1989 rBV 273056 495543 20.30% 1.448%
47 14.910 2007 2010 2013 rVV4 15086 24537 1.01% 0.072%
48 14.945 2013 2016 2021 rVv4 16529 29755 1.22% 0.087%
49 14.987 2021 2023 2029 rVB4 10204 13483 0.55% 0.039%
50 15.045 2029 2033 2037 rVB7 5462 11051 0.45% 0.032%
51 15.134 2041 2048 2053 rBV6 11908 21416 0.88% 0.063%
52 15.187 2053 2057 2062 rVB5 7577 10723 0.44% 0.031%
53 15.304 2071 2077 2081 rBV8 16166 30539 1.25% ©0.089%
54 15.375 2085 2089 2094 rVB3 16429 25246 1.03% 0.074%
55 15.510 2105 2112 2117 rBV 1326919 1938587 79.42% 5.665%
56 15.551 2117 2119 2126 rVB3 21758 33593 1.38% 0.098%
57 15.634 2126 2133 2140 rBV 280707 431130 17.66% 1.260%
58 15.781 2154 2158 2164 rVB5 12876 19521 0.80% 0.057%
59 15.857 2166 2171 2178 rVB7 8821 16968 0.70% 0.050%
60 16.004 2190 2196 2204 rVB8 10004 24172 0.99% 0.071%
61 16.263 2228 2240 2244 rVWW3 30227 92141 3.77% 0.269%
62 16.569 2283 2292 2296 rBV3 8135 19714 0.81% 0.058%
63 16.804 2327 2332 2335 rBV5 12561 21074 0.86% 0.062%
64 16.922 2348 2352 2354 rBV4 6716 9426 ©0.39% 0.028%
65 16.998 2360 2365 2367 rBV4 8010 13288 0.54% 0.039%
66 17.039 2368 2372 2375 rVV3 18244 24802 1.092% 0.072%
67 17.086 2376 2380 2383 rVB5 9820 13002 ©0.53% 0.038%
68 17.263 2404 2410 2415 rVV 1410337 2031567 83.23% 5.937%
69 17.304 2415 2417 2421 rVV 79579 102468 4.20% 0.299%
70 17.363 2421 2427 2439 rVV 1289004 1852362 75.89% 5.413%
71 17.469 2439 2445 2449 rVV8 20044 42514 1.74% 0.124%
72 17.663 2473 2478 2489 rBV3 67461 114615 4.70% 0.335%
73 17.780 2494 2498 2503 rVB3 19144 24472 1.00% 0.072%
74 17.951 2524 2527 2531 rVB3 9855 11250 0.46% 0.033%
75 18.045 2539 2543 2550 rVB9 10282 18476 ©0.76% 0.054%
76 18.145 2556 2560 2561 rBV 18032 18420 0.75% 0.054%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29761.D

Acqg On : 14 Feb 2024 09:27
Operator : MA/JU

Sample : P1286-11

Misc :

ALS Vvial : 39 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©20724.MA.M
Title : SVOA CALIBRATION
77 18.175 2561 2565 2575 rVB3 209194 318710 13.06% 0.931%
78 18.333 2587 2592 2596 rBV3 26624 47935 1.96% ©0.140%
79 18.375 2596 2599 2606 rVB3 17582 24867 1.02% 0.073%
80 18.475 2612 2616 2618 rBvV2 19103 22693 0.93% 0.066%
81 18.616 2636 2640 2643 rBV2 25324 32331  1.32% 0.094%
82 18.651 2643 2646 2650 rVvV3 15834 21970 0.90% 0.064%
83 18.751 2658 2663 2669 rBV4 13014 27320 1.12% ©.080%
84 18.945 2694 2696 2698 rVV3 10049 8976 0.37% 0.026%
85 18.980 2698 2702 2707 rVB5 14625 21219 0.87% 0.062%
86 19.069 2712 2717 2722 rBV3 37608 70310 2.88% 0.205%
87 19.116 2722 2725 2730 rVV4 33130 49772 2.04% 0.145%
88 19.157 2730 2732 2735 rVW4 13962 16163 0.66% 0.047%
89 19.227 2737 2744 2750 rVWW7 34014 78519 3.22% 0.229%
90 19.327 2753 2761 2768 rVB 158803 258280 10.58% ©0.755%
91 19.463 2779 2784 2790 rVV3 102533 144279 5.91% 0.422%
92 19.616 2807 2810 2812 rBV4 8046 9404 0.39% 0.027%
93 19.663 2812 2818 2832 rVV 1683835 2440832 100.00% 7.133%
94 19.769 2834 2836 2842 rVB6 15381 21416 0.88% 0.063%
95 20.233 2912 2915 2918 rBV 37418 36804 1.51% ©0.108%
96 20.733 2997 3000 3004 rBV2 33604 34484 1.41% 0.101%
97 21.198 3077 3079 3084 rVB2 53435 59821 2.45% 0.175%
98 21.463 3118 3124 3129 rBV 1607930 2161005 88.54% 6.315%
99 23.680 3494 3501 3514 rVB 1135832 2248655 92.13% 6.572%
100 23.833 3521 3527 3536 rVB 1064687 2094640 85.82% 6.122%

Sum of corrected areas: 34217574

SFAM-EPA-BN@20724.MA.M Thu Feb 15 11:36:34 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29761.D

Acqg On : 14 Feb 2024 09:27
Operator : MA/JU

Sample : P1286-11

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN029761.D\data.ms
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BN029761.D\data.ms
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14.510 17.363
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Abundance TIC: BN029761.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29761.D

Acqg On : 14 Feb 2024 09:27
Operator : MA/JU

Sample : P1286-11

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.281 6.32 ng/ul 385138 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 42
2 2-propenoic acid, 2-methyl-, 4-[... 255 C11H13NO4S 1000401-46-9 42
3 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 36
4 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 36
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 36

Abundance Scan 203 (4.281 min): BN029761.D\data.ms (-198) (-) m/z 69.00 100.00%

69.0
5000 J\
4.00 4.20 4.40 460
147.0 207.1 : : : :
Okl MATO T 2809 3410 4150 4749 1/, 41 60  88.14%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #26547: 2-Butene, 1-bromo-3-methyl-
41.0
5000 ’\/\\\\‘\\\\‘\\\\’\\\\‘\\\\
4.00 4.20 4.40 4.60
m/z 43.00 48.49%
H J | 150.0
O\\\“”\\\‘\\\\w\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141413: 2-propenoic acid, 2-methyl-, 4-[(methylsulfonyl)

-

69.0
PO e
4.00 4.20 4.40 4.60
5000 ITI/Z 54.95 30.52%
ool i gseo 80
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #26541: Cyclopentane, bromo- e U RRAN
69.0 4.00 4.20 4.40 4.60
m/z 38.95 17.31%
) J\/\M
015-P‘J1150-0,
m/z--> 0 50 100 150 200 250 300 350 400 450 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29761.D

Acqg On : 14 Feb 2024 09:27
Operator : MA/JU

Sample : P1286-11

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 Cyclopentane, bromo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.693 4.22 ng/ul 256815 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 53
2 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 53
3 2-Propenamide, N-(2-hydroxyethyl... 129 C6H11NO2 005238-56-2 42
4 1,3-Benzenediol, o-cyclopentanec... 400 C19H13F504 1000330-72-4 38
5 1-Pentyn-3-o0l, 3-methyl- 98 C6H100 000077-75-8 36
Abundance Scan 273 (4.693 min): BN029761.D\data.ms (-268) (-) m/z 40.95 100.00%
41.0
5000 M
4,40 4,60 4.80 500
147.0 207.1 . . : .

Ol i A93:0 Z2L5 T T 2671 3410 41504751 4/, 69.00  86.07%

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

Abundance #26541: Cyclopentane, bromo-

69.0
5000 UL L B I A BB DL
4.40 4.60 4.80 5.00
m/z 38.95 36.78%
Ols'PH (i 150.0
‘\\\!‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #26540: Cyclopentane, bromo-
69.0
RREaaEE R
4.40 4.60 4.80 5.00
5000 m/z 43.00 33.94%
ML 148.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14784: 2-Propenamide, N-(2-hydroxyethyl)-2-methyl- O AN L
41.0 4.40 4.60 4.80 5.00
m/z 73.00 14.94%
5000
‘111 0
1 O S o e
m/z--> 0 50 100 150 200 250 300 350 400 450 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29761.D

Acqg On : 14 Feb 2024 09:27
Operator : MA/JU

Sample : P1286-11

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.175 3.14 ng/ul 318710  Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2565 (18.175 min): BN029761.D\data.ms (-2561) (- | m/z 72.95 100.00%

73.0
5000
129.0

I
o] mm— I Hu wmum \\H\ ‘Hhu

it U Ak T 8809 s 59,95 82.61%
mi/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T T = A
129.0 18.00 18.50

m/z 43.00 79.67%

213.0
‘ ‘ 171.0
0\\‘\“ \\‘H ‘H‘\ m \ “ \‘\‘\”\\‘\\“\\\\’\\\\‘\
m/z--> 5 100 150 2000 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0

T
18.00 18.50

5000 ITI/Z 41.00 63.43%
129.0
213.0
‘ 171.0 ‘
OH“\ u‘ﬂ‘\m \\ ‘ “‘u\ ‘\“H“HH’HH“ WJLM
m/z--> 5 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid T T
73.0 18.00 18.50
m/z 55.00 61.06%
129.0 256.0
5000 213.0
17
0! ’ e i
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN@©29761.D

Acqg On : 14 Feb 2024 09:27
Operator : MA/JU

Sample . P1286-11

Misc

ALS Vvial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@20724.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|
unknown-01 4.281 6.3 ng/ul 385138 1 7.869 1218250 20.0
Cyclopentane, b... 4.693 4.2 ng/ul 256815 1 7.869 1218250 20.0
n-Hexadecanoic ... 18.175 3.1 ng/ul 318710 4 17.263 2031570 20.0
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