LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121824\
Data File : BGO63725.D

Acqg On : 18 Dec 2024 14:21
Operator : RC/JU

Sample : P5226-03

Misc :

ALS vial : 6 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_ G\Methods\SFAM-EPA-BG121124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO63725.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.672 95 99 109 rBV 204075 337312 11.57% 1.207%
2 4.535 242 246 249 rVB4 18201 21885 0.75% 0.078%
3 5.528 414 415 419 rBV2 7598 8933 0.31% 0.032%
4 5.810 461 463 468 rBV4 6760 11251 0.39% 0.040%
5 5.846 468 469 472 rBvV2 7230 6048 0.21% 0.022%
6 6.169 521 524 526 rBV3 7227 7124 0.24% 0.025%
7 6.433 567 569 571 rBV 6924 7625 0.26% 0.027%
8 6.839 636 638 641 rBv3 5582 6260 0.21% 0.022%
9 6.991 658 664 676 rBvV 279130 487480 16.73% 1.745%
106 7.132 683 688 696 rBV 221021 351615 12.07%  1.258%
11 7.203 698 700 702 rBV3 8785 7567 0.26% 0.027%
12 7.344 718 724 733 rVB 248924 440630 15.12% 1.577%
13 7.732 788 790 792 rBV2 7664 6914 0.24% 0.025%
14 7.802 796 802 809 rVW 431165 704529 24.17%  2.521%
15 7.873 809 814 820 rVW3 19276 35705 1.23% 0.128%
16 8.237 874 876 878 rBV2 7892 8517 ©0.29% 0.030%
17 8.443 909 911 914 rBV3 6583 6231 0.21% 0.022%
18 8.519 919 924 934 rVW 301425 552726 18.97% 1.978%
19 8.960 992 999 1006 rBV 242060 424895 14.58% 1.521%
20 9.083 1018 1020 1022 rVB3 7934 6573 0.23% 0.024%
21  9.112 1022 1025 1028 rBV5S 7678 10170 ©0.35% 0.036%
22 9.477 1086 1087 1090 rBV2 7301 7965 0.27% 0.029%
23 9.524 1090 1095 1099 rVvv5 24930 40868 1.40% 0.146%
24  9.677 1113 1121 1130 rBV 215270 401600 13.78% 1.437%
25 10.229 1207 1215 1227 rBV 310126 594990 20.42% 2.129%
26 10.411 1245 1246 1249 rBV2 9980 8597 0.29% 031%

27 10.593 1270 1277 1288 rVV 599205 1051469 36.08%
28 10.734 1294 1301 1307 rBV 272504 517619 17.76%
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29 11.010 1346 1348 1351 rVB4 7914 8170 0.28% 029%
30 11.140 1367 1370 1373 rBv4 11028 15122 0.52% 054%
31 11.880 1493 1496 1497 rVB2 10480 8373 0.29% 0.030%
32 11.963 1497 1500 1501 rBv2 6433 7695 0.26% 0.028%
33 11.939 1504 1506 1510 rvv2 7424 9705 0.33% ©0.035%
34 12.021 1517 1520 1522 rVW4 7815 8514 0.29% 0.030%
35 12.250 1557 1559 1562 rBV2 7354 7877 0.27% 0.028%
36 12.426 1587 1589 1592 rVB 6439 7080 0.24% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121824\
Data File : BGO63725.D

Acqg On : 18 Dec 2024 14:21
Operator : RC/JU

Sample : P5226-03

Misc :

ALS vial : 6 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_ G\Methods\SFAM-EPA-BG121124.MA.M
Title : SVOA CALIBRATION
37 12.720 1637 1639 1641 rBvV2 7994 6414 0.22% 0.023%
38 12.761 1644 1646 1650 rVvVv2 5448 7340 0.25% 0.026%
39 12.896 1665 1669 1670 rBv4 6964 7068 0.24% 0.025%
40 12.914 1670 1672 1675 rVB4 7854 6795 0.23% 0.024%
41 13.043 1691 1694 1696 rBvV2 6494 7668 0.26% 0.027%
42 13.190 1717 1719 1721 rVB 7012 6841 0.23% 0.024%
43 13.219 1721 1724 1725 rBv2 8889 8936 0.31% 0.032%
44 13.261 1730 1731 1736 rVV2 11157 15227 ©.52% 0.054%
45 13.402 1752 1755 1758 rBv4 8085 9443  0.32% 0.034%
46 13.578 1781 1785 1788 rBV5 3813 7122 0.24% 0.025%
47 13.660 1794 1799 1807 rVB2 86084 145222  4.98% 0.520%
48 13.848 1824 1831 1838 rVV 693664 974308 33.43%  3.487%
49 13.966 1850 1851 1856 rVB2 7412 8287 0.28% 0.030%
50 14.136 1872 1880 1891 rVV 685402 1092528 37.49% 3.910%
51 14.248 1896 1899 1900 rBvV3 6112 5944 0.20% 0.021%
52 14.265 1900 1902 1905 rBvV3 5467 5770 0.20% 0.021%
53 14.348 1912 1916 1920 rVV5 12542 12554 0.43% 0.045%
54 14.442 1923 1932 1939 rBV 1042376 1585669 54.41% 5.674%
55 14.606 1957 1960 1962 rBvV2 6228 7044 0.24% 0.025%
56 14.682 1968 1973 1982 rBV3 180137 390880 13.41% 1.399%
57 15.141 2047 2051 2052 rBV 5422 6827 0.23% 0.024%
58 15.235 2064 2067 2071 rBV5 7276 11213 0.38% 0.040%
59 15.317 2080 2081 2084 rBv2 6406 6715 0.23% 0.024%
60 15.440 2095 2102 2109 rBV 938191 1442998 49.51% 5.164%
61 15.575 2119 2125 2132 rBV2 195535 331835 11.39% 1.188%
62 15.805 2158 2164 2172 rBV 224636 338680 11.62% 1.212%
63 16.122 2215 2218 2220 rVB3 9765 8716 0.30% 0.031%
64 16.151 2220 2223 2224 rBV2 14991 13617 ©0.47% 0.049%
65 16.216 2233 2234 2236 rVB 9297 6093 0.21% 0.022%
66 16.304 2248 2249 2252 rBV 9387 7757 0.27% 0.028%
67 16.369 2254 2260 2265 rVB 42709 58706 2.01% 0.210%
68 16.498 2279 2282 2283 rVB 8384 6619 0.23% 0.024%
69 16.516 2283 2285 2287 rBV2 10761 9154 0.31% 0.033%
70 16.545 2287 2290 2292 rVV3 7376 10165 0.35% 0.036%
71 16.592 2296 2298 2300 rVVv2 4831 6160 0.21% 0.022%
72 16.633 2302 2305 2309 rVvV5 6585 10387 0.36% 0.037%
73 16.668 2309 2311 2313 rVB3 10354 9149 0.31% ©0.033%
74 16.698 2313 2316 2319 rBV5S 8680 11281 ©0.39% 0.040%
75 16.762 2325 2327 2330 rVB2 9098 6686 0.23% 0.024%
76 16.803 2332 2334 2337 rVB4 5769 5990 0.21% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121824\
Data File : BGO63725.D

Acqg On : 18 Dec 2024 14:21
Operator : RC/JU

Sample : P5226-03

Misc :

ALS vial : 6 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_ G\Methods\SFAM-EPA-BG121124.MA.M
Title : SVOA CALIBRATION

77 16.874 2342 2346 2348 rBV4 8544 10336 ©0.35% 0.037%
78 16.944 2357 2358 2359 rVWV 9994 6123 0.21% 0.022%
79 17.115 2383 2387 2390 rVB5 13468 16078 0.55% 0.058%
80 17.191 2394 2400 2410 rVB2 1571995 2445132 83.90% 8.750%
81 17.291 2411 2417 2424 rBV 1242945 1886328 64.73% 6.750%
82 17.397 2429 2435 2443 rBV 15645 38256 1.31% 0.137%
83 17.579 2464 2466 2468 rBV3 10471 10585 0.36% 0.038%
84 17.667 2480 2481 2484 rVV2 8933 7051 0.24% 0.025%
85 17.697 2484 2486 2489 rVB3 13976 16587 ©.57% 0.059%
86 17.796 2500 2503 2506 rVB3 7938 6112 0.21% 0.022%
87 17.826 2506 2508 2509 rVB2 11613 6243 0.21% 0.022%
88 17.867 2511 2515 2519 rBV7 11583 15318 ©.53% 0.055%
89 17.967 2529 2532 2534 rBV4 8910 8160 0.28% 0.029%
90 18.096 2550 2554 2559 rBV7 38140 75135 2.58% 0.269%
91 18.390 2600 2604 2610 rBvV4 25304 50330 1.73% 0.180%
92 18.513 2623 2625 2628 rBV4 16717 19903 0.68% 0.071%
93 18.801 2671 2674 2678 rBV6 13031 21931 0.75% 0.078%
94 18.936 2694 2697 2703 rBV7 30420 58754 2.02% 0.210%
95 19.594 2803 2809 2820 rBV 1487459 2178596 74.76% 7.796%
96 21.110 3063 3067 3076 rBV3 181609 333288 11.44%  1.193%
97 21.333 3101 3105 3111 rBV 414859 546373 18.75%  1.955%
98 21.439 3118 3123 3130 rBV2 1722895 2710963 93.02% 9.701%
99 24.248 3594 3601 3613 rVB2 719090 1796492 61.64% 6.429%

100 24.453 3628 3636 3649 rVB 1064895 2914291 100.00% 10.429%

Sum of corrected areas: 27943807
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121824\
Data File : BG@63725.D

Acqg On : 18 Dec 2024 14:21
Operator : RC/JU

Sample : P5226-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121124.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG063725.D\data.ms
1500000
1000000
10.593
500000 7.802
8.519 10.229
3.672 6.99% 844 8960  gg77 734
4.535 5.526 8Uib. 160433 6.83 7ﬂz 7.7d8733.287143 a9 1. BRIP4 P26
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\TT
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG063725.D\data.ms
21.439
17.101 19.594
1500000
17.291
14.442
1000000 15.440
13.848.136
21.383
500000
1 W

=

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: BG063725.D\data.ms

1500000
24.453

1000000 24.94

500000

W A I e A A B ‘ P

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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_G\Data\BG121824\
Data File : BG@63725.D

Acqg On : 18 Dec 2024 14:21
Operator : RC/JU

Sample : P5226-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121124.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.805 4.27 ng/ul 338680  Acenaphthene-d10 14.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
Abundance Scan 2164 (15.805 min): BG063725.D\data.ms (-2158) (- | m/z 105.10 100.00%
105.1
182.1
5000
50.1 1550 1600
bbb e b 2521 3360 4264 51140 77.05  74.14%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
182.0
5000
1550 1600
5L.0 m/z 182.10  58.27%
O\\\\‘\\1\\‘\\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone
105.0
182.0 1550 1600
5000 ' m/z 51.10 6.25%
51.0
0L b b e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56922: Benzophenone
105.0 1550 1600
m/z 181.10 10.17%
5000 182.0
51.0
L G M S oo L0l
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50 16.00

SFAM-EPA-BG121124.MA.M Thu Dec 19 16:02:13 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121824\
Data File : BG@63725.D

Acqg On : 18 Dec 2024 14:21
Operator : RC/JU

Sample : P5226-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121124.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 1-Octadecanethiol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.110 2.46 ng/ul 333288 Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanethiol 286 C18H38S 002885-00-9 89
2 Cyclotetradecane 196 C14H28 000295-17-0 89
3 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 81
4 Sulfoxide, hexadecyl methyl 288 C17H360S 003079-32-1 68
5 n-Nonadecanol-1 284 C19H400 001454-84-8 64
Abundance Scan 3067 (21.110 min): BG063725.D\data.ms (-3063) (- | m/z 57.10 100.00%
57.1
" kN/\L
2 2100 2150
207.0265.1 ’ .
- “f““lu“hﬂ‘h bt b 022:9. 8804 4592 v 43,10 74.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #181805: 1-Octadecanethiol
83.0
5000 —r ——
20.0 2520 21.00 21.50
' m/z 71.10 66.05%
‘ Fg 0
O‘\\L“[!\\‘\‘!\\.“l\“\\”\”‘\\‘\\‘\\\‘l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71732: Cyclotetradecane
55.0
R —
21.00 21.50
5000 m/z 55.10 59.08%
111.0
o LU sons
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194562: Octadecane, 1-(ethenyloxy)- T —
57.0 21.00 21.50
m/z 83.10 56.38%
h WMJUL/\
0 I‘ \\} iy 166 0222.0 281 0
e I e e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121824\
Data File : BGO63725.D

Acqg On : 18 Dec 2024 14:21
Operator : RC/JU

Sample : P5226-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121124.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|
Benzophenone 15.805 4.3 ng/ul 338680 3 14.442 1585670 20.0
1-Octadecanethiol 21.110 2.5 ng/ul 333288 5 21.439 2710960 20.0
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