LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91223\
Data File : BGO59012.D

Acqg On : 12 Sep 2023 15:52
Operator : MA/JU

Sample : PB155205BL

Misc :

ALS vial : 3  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-BG091023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59012.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.626 21 23 28 rvB3 28010 39779 0.94% 0.104%
2 3.737 39 42 43 rBV3 13533 9730 0.23% 0.025%
3 4.060 92 97 106 rBV 367562 609856 14.38%  1.595%
4 4.401 151 155 158 rBV4 13554 14820 ©0.35% 0.039%
5 4.507 169 173 176 rVB4 7669 10845 0.26% 0.028%
6 4.654 195 198 202 rVB6 5055 8060 0.19% 0.021%
7 4.871 231 235 238 rVB3 7236 9034 0.21% 0.024%
8 4.995 254 256 258 rVB3 11198 8300 0.20% 0.022%
9 5.053 264 266 269 rVB4 11167 10761 0.25% 0.028%
10 5.094 271 273 277 rVB4 8549 8971 0.21% 0.023%
11 5.136 277 280 282 rBV3 7271 7505 0.18% 0.020%
12 5.247 298 299 302 rVB4 12998 8814 0.21% 0.023%
13 5.300 305 308 311 rVB5S 6272 7019 0.17% ©0.018%
14 5.488 336 340 341 rBv4 6564 8999 0.21% 0.024%
15 5.741 380 383 385 rBV2 7894 9118 0.21% 0.024%
16 6.246 467 469 471 rVB2 9225 7410 0.17% 0.019%
17 6.270 471 473 474 rBV2 12310 9033 0.21% 0.024%
18 6.428 498 500 504 rVB2 7067 6988 0.16% 0.018%
19 6.657 536 539 543 rBv4 6537 9683 0.23% 0.025%
20 6.816 563 566 571 rVB3 8720 10919 0.26% ©0.029%
21 6.892 577 579 582 rBv2 6099 8246 0.19% 0.022%
22 7.233 635 637 641 rVB4 6450 7897 0.19% 0.021%
23 7.421 661 669 679 rVW 493556 835075 19.69%  2.184%
24 7.486 679 680 686 rVB4 7245 10897 0.26% 0.029%
25 7.633 698 705 713 rBV 356059 613440 14.46% 1.605%
26 7.703 715 717 720 rVB3 6693 7521 0.18% 0.020%
27 7.744 722 724 727 rVB3 8599 8232 0.19% 0.022%
28 7.827 731 738 744 rVW 418328 731146 17.24% 1.912%
29 7.938 754 757 758 rBV2 12132 11080 0.26% 0.029%
30 8.073 777 780 782 rVB4 5718 6984 0.16% ©0.018%
31 8.103 782 785 787 rBV4 6304 7499 0.18% 0.020%
32 8.126 787 789 793 rBV5 5935 7908 0.19% 0.021%
33 8.255 808 811 812 rBV3 9296 9163 0.22% 0.024%
34 8.308 814 820 828 rVvB2 290016 509447 12.01% 1.333%
35 8.590 865 868 871 rvB4 7482 7456 0.18% 0.020%
36 8.743 893 894 897 rVvB2 8864 7643 0.18% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91223\
Data File : BGO59012.D

Acqg On : 12 Sep 2023 15:52
Operator : MA/JU

Sample : PB155205BL

Misc :

ALS vial : 3  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-BG091023.MA.M
Title : SVOA CALIBRATION
37 8.902 916 921 925 rvVB6 9186 10101 0.24% 0.026%
38 8.990 929 936 945 rvB2 574891 998921 23.55% 2.613%
39 9.507 1015 1024 1031 rBV 422305 768597 18.12% 2.010%
40 10.224 1139 1146 1156 rBV 326448 593745 14.00% 1.553%
41 10.465 1185 1187 1190 rBV3 6548 8888 0.21% 0.023%
42 10.529 1196 1198 1200 rBv2 8626 8621 0.20% 0.023%
43 10.747 1228 1235 1244 rVWV 565913 1015452 23.94% 2.656%
44 10.993 1271 1277 1280 rVB6 8273 13003 0.31% 0.034%
45 11.046 1284 1286 1292 rBV6 7383 12897 0.30% 0.034%
46 11.152 1296 1304 1312 rBV 441068 826943 19.50% 2.163%
47 11.234 1315 1318 1320 rBV3 7825 10963 0.26% 0.029%
48 11.293 1321 1328 1338 rVV 601579 1115477 26.30% 2.918%
49 11.369 1338 1341 1344 rVB4 7458 7794 0.18% 0.020%
50 11.593 1378 1379 1385 rVB5 6736 8944 0.21% 0.023%
51 11.845 1420 1422 1425 rBV3 6313 6943 0.16% 0.018%
52 11.939 1436 1438 1443 rVB4 5249 7474 0.18% 0.020%
53 12.010 1445 1450 1453 rVB6 7690 12138 0.29% 0.032%
54 12.098 1461 1465 1467 rVB3 7339 8429 0.20% 0.022%
55 12.180 1478 1479 1482 rVB2 9786 8067 ©0.19% 0.021%
56 12.480 1526 1530 1533 rVB3 6806 9859 0.23% 0.026%
57 12.709 1566 1569 1571 rBV3 11361 9547 0.23% 0.025%
58 13.085 1631 1633 1637 rBV4 7431 8269 0.19% 0.022%
59 13.132 1639 1641 1645 rVB4 7886 8892 0.21% 0.023%
60 13.161 1645 1646 1650 rBV3 9443 10201 0.24% 0.027%
61 13.655 1727 1730 1734 rBV5S 7041 11174 0.26% 0.029%
62 13.773 1746 1750 1753 rVB6 13808 21198 0.50% 0.055%
63 13.861 1762 1765 1767 rVB3 7738 7585 0.18% 0.020%
64 13.884 1767 1769 1771 rBV3 8603 8915 0.21% 0.023%
65 13.990 1785 1787 1791 rVB3 12243 8600 0.20% 0.022%
66 14.072 1799 1801 1804 rBV3 9098 9670 0.23% 0.025%
67 14.331 1839 1845 1851 rBV 1334109 1929664 45.50% 5.047%
68 14.642 1889 1898 1906 rVB 1322381 2114221 49.85% 5.530%
69 14.695 1906 1907 1914 rVB5 8922 16130 0.38% 0.042%
70 14.748 1914 1916 1919 rBV2 9441 8962 0.21% 0.023%
71 14.795 1921 1924 1928 rBV5S 7232 10568 ©0.25% 0.028%
72 14.936 1942 1948 1956 rVB 840698 1289479 30.40% 3.373%
73 15.106 1968 1977 1986 rBV 649448 1081903 25.51% 2.830%
74 15.288 2006 2008 2011 rBV4 9213 9920 0.23% 0.026%
75 15.829 2096 2100 2102 rBV5 7066 7130 0.17% 0.019%

76 15.923 2110 2116 2124 rVB2 1812975 2790986 65.81% 7.300%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91223\
Data File : BGO59012.D

Acqg On : 12 Sep 2023 15:52
Operator : MA/JU

Sample : PB155205BL

Misc :

ALS vial : 3  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-BG091023.MA.M
Title : SVOA CALIBRATION
77 16.029 2126 2134 2143 rBV2 539845 802271 18.92%  2.099%
78 16.158 2153 2156 2157 rBV3 9800 11818 0.28% 0.031%
79 16.628 2232 2236 2237 rBV3 8788 7183 0.17% 0.019%
80 17.057 2307 2309 2313 rVB4 9540 12776 0.30% 0.033%
81 17.098 2313 2316 2318 rBV3 9868 12696 0.30% 0.033%
82 17.233 2338 2339 2342 rBV3 6697 7842 0.18% 0.021%
83 17.310 2348 2352 2354 rBV5S 7665 9310 0.22% 0.024%
84 17.480 2379 2381 2384 rVB3 14540 11038 0.26% 0.029%
85 17.515 2384 2387 2389 rBV3 7367 10835 0.26% ©0.028%
86 17.627 2404 2406 2409 rBVv4 10890 11429 0.27% 0.030%
87 17.686 2409 2416 2423 rVV 1248295 1888304 44.52% 4.939%
88 17.785 2425 2433 2440 rVB 2284042 3464494 81.69% 9.062%
89 17.874 2446 2448 2449 rBV2 11065 7270 0.17% 0.019%
90 18.021 2471 2473 2476 rVB4 9915 8623 0.20% 0.023%
91 18.626 2574 2576 2578 rBV3 8931 7717 0.18% 0.020%
92 19.401 2706 2708 2711 rBV4 12592 9176 0.22% 0.024%
93 19.619 2742 2745 2749 rBV5 35851 50886 1.20% 0.133%
94 20.059 2814 2820 2827 rVB 2893073 4177559 98.50% 10.927%
95 21.552 3071 3074 3080 rVB2 170779 238987 5.64% 0.625%
96 22.004 3146 3151 3158 rVB2 1201696 2087104 49.21% 5.459%
97 22.139 3171 3174 3183 rVB2 181283 260146 6.13% 0.680%
98 22.797 3283 3286 3295 rVB4 187220 305841 7.21% ©.800%
99 25.318 3705 3715 3728 rVB2 1413399 4241038 100.00% 11.093%
100 25.565 3750 3757 3769 rVB2 730074 2164489 51.04% 5.662%

Sum of corrected areas: 38230380
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91223\
Data File : BG@59012.D

Acqg On : 12 Sep 2023 15:52
Operator : MA/JU

Sample : PB155205BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059012.D\data.ms

2500000

2000000

1500000

1000000

10.747 11.293

500000 10.224

Yy BOBEEIN0802.4207 096308
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Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG059012.D\data.ms

20.p59

2500000 17785

2000000 15.923

1500000 22.004

14.33%.642 17.686

1000000 14.936

5.106
16.029

500000 21.552 139 2279

138988002 | 1 5.288 15.80%.156 16,6281 OEaIa@RaI821 18.626  19.48619
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Abundance TIC: BG059012.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91223\
Data File : BG@59012.D

Acqg On : 12 Sep 2023 15:52
Operator : MA/JU

Sample : PB155205BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 1 Tridecane, 1-iodo- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.552 2.29 ng/ul 238987  Chrysene-di2 22.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 3074 (21.552 min): BG059012.D\data.ms (-3071) (- | m/z 57.10 100.00%
57.1
o MWWVMWﬂANWJ&WNMWVMﬂWMW
21.50 |
13.2 1761 281.1 :
om}wluu‘wmw"m"‘m“‘3‘4‘1_2”‘}?9“?““‘7‘1‘?“” m/z 71.20 77.92%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 —— ‘
21.50
m/z 43.10 46.87%
183.0
113.0
0\”\‘\‘f‘f\h\l\‘\\\‘\\“\\\\\‘\\\\‘\\\3\?\0\9\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
UL \
21.50
5000 m/z 85.10 45.54%
o2 069022502810 sm00
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane —
57.0 21.50
m/z 55.10 24.91%
- Ww
0 ” [113.0169.0225.0282.0
“w“u“u“u“_“w“u“‘u“H“H“_“w“‘ P
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91223\
Data File : BG@59012.D

Acqg On : 12 Sep 2023 15:52
Operator : MA/JU

Sample : PB155205BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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 Decane, 1l-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.139 2.49 ng/ul 260146  Chrysene-di12 22.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 87
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 83
3 Tetradecane 198 C14H30 000629-59-4 83
4 Hexadecane 226 Cl6H34 000544-76-3 83
5 Sulfurous acid, isohexyl 2-penty... 236 C11H2403S 1000309-15-5 80

Abundance Scan 3174 (22.139 min): BG059012.D\data.ms (-3171) (+~ | m/z 57.05 100.00%

57.0
5000

T T
22.00 22.50

125.2 2071
93412 4234 .
oL B2 BT ressuna sa so2 B T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #157263: Decane, 1-iodo-
43.0
5000 — —
22.00 22.50

m/z 43.10 58.79%

‘ 141.0
0 ‘\\‘\"\!!‘\“\\\J“\\\\‘\\\\2‘6\\8\-(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194594: Eicosane, 2-methyl-

57.0

T T
22.00 22.50

5000 m/z 85.10 57.53%
253.0
127.0
ALY N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74004: Tetradecane T T
57.0 22.00 22.50

m/z 41.10 26.10%

5000
\\ “ ||| 270 198.0

{ |
R R N

o

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91223\
Data File : BG@59012.D

Acqg On : 12 Sep 2023 15:52
Operator : MA/JU

Sample : PB155205BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©91023.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
22.797 2.93 ng/ul 305841 Chrysene-d12 22.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
3 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 72
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 3286 (22.797 min): BG059012.D\data.ms (-3283) (- | m/z 57.10 100.00%
57.1
o JNWMMMMMM/\MMmewWWM
1132  207.1 U U
267.0 22.50 23.00
343.1 472.8
b L | 20 B0 0003 420 s 0 P
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176385: Eicosane
57.0
5000 — —
22.50 23.00
m/z 85.05 57.55%
‘ 127.0183.0 282.0
0\‘\‘“\\WJ\“\“\‘\\‘“\‘\\‘\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287350: Octadecane, 1-iodo-
57.0
— —
22.50 23.00
5000 m/z 43.15 53.23%
‘ PF701830 253.0
0u‘u"HM‘M‘M‘w‘ww_ww_ww,w,‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #306637: Eicosane, 1-iodo- T T
57.0 22.50 23.00
m/z 56.05 21.23%
5000
‘ ‘1 04830 281.0
ou‘wm"‘“‘w"""Hwh‘w_ww‘w,w,‘ B —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091223\
Data File : BGO59012.D

Acqg On : 12 Sep 2023 15:52
Operator : MA/JU

Sample : PB155205BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG091023.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|
Tridecane, 1-iodo- 21.552 2.3 ng/ul 238987 5 22.004 2087100 20.0
Decane, 1-iodo- 22.139 2.5 ng/ul 260146 5 22.004 2087100 20.0
(DEL) Alkane: S... 22.797 2.9 ng/ul 305841 5 22.004 2087100 20.0

SFAM-EPA-BG@91023.MA.M Thu Sep 14 13:57:38 2023 8



