LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62273.D

Acqg On : 6 Aug 2024 16:48
Operator : MA/JU

Sample : P3328-04

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_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@62273.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.399 14 19 32 rVB2 103494 191633 11.60% 1.023%
2 3.686 64 68 75 rBvV 18062 29493 1.79% 0.157%
3 3.827 88 92 103 rVV 139848 227865 13.80% 1.216%
4 4.168 147 150 155 rBV5 3337 4583 0.28% 0.024%
5 5.073 303 304 309 rvB4 2080 2426 0.15% 0.013%
6 6.054 466 471 474 rBV3 3118 4793 0.29% 0.026%
7 6.941 618 622 624 rBv2 2372 2863 0.17% 0.015%
8 7.117 644 652 659 rVB 201209 343236 20.79% 1.832%
9 7.293 675 682 691 rVB 147496 235560 14.26% 1.257%
10 7.493 709 716 724 rBV 184761 309432 18.74% 1.651%
11 7.558 724 727 732 rBV 5675 8074 0.49% 0.043%
12 7.963 789 796 803 rVvV 231074 377678 22.87% 2.015%
13 8.028 803 807 812 rVB4 3056 5047 0.31% 0.027%
14 8.656 906 914 923 rVW 266060 442390 26.79% 2.361%
15 9.114 983 992 1001 rBV 186058 323112 19.57% 1.724%
16 9.578 1065 1071 1075 rVB2 1720 2758 0.17% 0.015%
17 9.678 1083 1088 1094 rVB2 14490 20868 1.26% 0.111%
18 9.837 1107 1115 1122 rBV 149195 257724 15.61%  1.375%
19 10.242 1179 1184 1193 rVB3 5553 10636 0.64% 0.057%
20 10.372 1193 1206 1217 rBV 269741 481773 29.17% 2.571%

21 10.536 1230 1234 1238 rVV2 2045 3886 0.24%
22 10.759 1262 1272 1281 rVB 349912 617987 37.42%
23 10.883 1285 1293 1305 rBV 268816 486431 29.46%
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24 11.288 1358 1362 1368 rVB4 6423 9782  0.59% 052%
25 11.494 1391 1397 1403 rBV 38379 65227 3.95% 348%
26 12.234 1519 1523 1527 rBV2 2176 3175 0.19% 0.017%
27 12.339 1536 1541 1546 rVB2 3789 5937 ©.36% 0.032%
28 12.956 1639 1646 1650 rBV3 1496 2354 0.14% 0.013%
29 13.203 1684 1688 1691 rBV2 2275 2705 0.16% 0.014%
30 13.432 1722 1727 1733 rVB3 3359 6379 0.39% 0.034%
31 13.555 1744 1748 1754 rVB3 1666 2602 0.16% 014%
32 13.785 1780 1787 1789 rBV3 1265 2284 0.14% 012%

33 13.990 1815 1822 1832 rBV 553420 781935 47.35%
34 14.272 1859 1876 1877 rBV 612354 985214 59.66%
35 14.495 1903 1908 1912 rBV3 2251 3368 0.20%
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36 14.583 1914 1923 1930 rBV 625312 978921 59.28% 5.224%

SFAM-EPA-BGO80524.MA.M Wed Aug 07 14:00:21 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62273.D

Acqg On : 6 Aug 2024 16:48
Operator : MA/JU

Sample : P3328-04

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_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION
37 14.754 1946 1952 1957 rBV 159338 269868 16.34%  1.440%
38 14.848 1966 1968 1973 rvB2 4537 5166 ©0.31% 0.028%
39 14.989 1989 1992 2001 rVB5 3489 5987 0.36% 0.032%
40 15.394 2057 2061 2065 rBV3 2921 4306 0.26% 0.023%
41 15.441 2065 2069 2074 rBV3 2757 4287 0.26% 0.023%
42 15.570 2084 2091 2099 rBV 800071 1220051 73.88% 6.511%
43 15.676 2103 2109 2118 rVV 98615 139874 8.47% 0.746%
44 15.805 2127 2131 2133 rBV4 2555 2944 0.18% 0.016%
45 16.134 2182 2187 2190 rVB4 2392 3593 0.22% 0.019%
46 16.311 2213 2217 2221 rBv4 4613 8204 0.50% 0.044%
47 16.733 2283 2289 2292 rBV6 3056 5898 0.36% 0.031%
48 16.892 2310 2316 2320 rBV5 1942 3349 0.20% 0.018%
49 17.109 2348 2353 2354 rBvV3 4950 6565 0.40% 0.035%
50 17.321 2382 2389 2396 rVV 792200 1157335 70.08% 6.176%
51 17.421 2399 2406 2413 rVV2 883740 1329051 80.48% 7.092%
52 17.509 2413 2421 2425 rVB5 5113 8354 0.51% 0.045%
53 17.715 2453 2456 2460 rVB3 3682 4380 0.27% 0.023%
54 17.838 2474 2477 2482 rVB3 3694 4796 0.29% 0.026%
55 18.008 2501 2506 2510 rBV4 5314 7377 0.45% 0.039%
56 18.090 2516 2520 2524 rBV4 6661 10028 0.61% 0.054%
57 18.226 2538 2543 2552 rBV 110779 179116 10.85% 0.956%
58 18.337 2559 2562 2564 rBvV2 1627 2494 0.15% 0.013%
59 18.531 2593 2595 2599 rBv4 3475 4699 0.28% 0.025%
60 19.030 2676 2680 2685 rVB5 3073 4704 0.28% 0.025%
61 19.083 2685 2689 2695 rBV5 3509 5821 ©0.35% 0.031%
62 19.165 2699 2703 2706 rBV3 3587 6005 0.36% 0.032%
63 19.271 2717 2721 2725 rBV2 14090 18941 1.15% 0.101%
64 19.342 2728 2733 2737 rVV3 13848 25914 1.57% 0.138%
65 19.377 2737 2739 2747 rVB7 8279 16761 1.01% ©.089%
66 19.500 2755 2760 2769 rBV3 34254 63467 3.84% ©.339%
67 19.565 2769 2771 2773 rVV2 3111 2791 0.17% 0.015%
68 19.653 2782 2786 2788 rBV4 9387 11807 0.71% 0.063%
69 19.700 2788 2794 2802 rVV 1113223 1589106 96.23% 8.480%
70 19.765 2802 2805 2811 rVB 35574 44100 2.67% ©0.235%
71 20.023 2847 2849 2852 rBV4 2213 2735 0.17% 0.015%
72 20.223 2881 2883 2887 rBV5 6949 8376 0.51% 0.045%
73 20.264 2888 2890 2892 rVB3 4336 3397 0.21% 0.018%
74 20.446 2917 2921 2922 rBV4 2467 3537 0.21% 0.019%
75 20.493 2927 2929 2934 rVB6 3749 4552  0.28% 0.024%
76 20.569 2940 2942 2944 rBV3 3713 3729 0.23% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62273.D

Acqg On : 6 Aug 2024 16:48
Operator : MA/JU

Sample : P3328-04

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_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION
77 20.611 2946 2949 2951 rBV3 6895 8867 ©0.54% 0.047%
78 20.693 2960 2963 2966 rBV3 10642 11882 ©.72% ©0.063%
79 20.734 2967 2970 2973 rVV3 9432 11585 0.70% 0.062%
80 20.793 2977 2980 2983 rVB2 19972 19540 1.18% 0.104%
81 21.245 3052 3057 3063 rBY 108385 167304 10.13% ©0.893%
82 21.562 3104 3111 3119 rBV 825066 1316043 79.69% 7.023%
83 21.797 3148 3151 3159 rVB6 10443 20263 1.23% 0.108%
84 22.396 3249 3253 3262 rBV7 15966 32694 1.98% ©.174%
85 22.737 3309 3311 3316 rVBS 5579 8364 ©.51% 0.045%
86 23.072 3364 3368 3375 rVB4 20642 37774  2.29% 0.202%
87 23.254 3393 3399 3407 rVB2 52023 98072 5.94% ©.523%
88 23.419 3425 3427 3429 rBV3 4501 2953 0.18% 0.016%
89 23.859 3496 3502 3508 rVB2 26766 52090 3.15% 0.278%
90 24.447 3592 3602 3616 rBV 609112 1651358 100.00% 8.812%
91 24.658 3627 3638 3651 rVV 532610 1425216 86.31% 7.606%
92 24.781 3653 3659 3668 rvVvB2 39040 87092 5.27% 0.465%
93 25.827 3835 3837 3838 rBV2 5016 3524 0.21% ©.019%
94 25.880 3838 3846 3854 rVV2 38518 108162 6.55% ©.577%
95 27.196 4061 4070 4081 rBV4 32399 114744 6.95% ©.612%
96 28.800 4336 4343 4352 rVB5 24681 84251 5.10% ©.450%
97 29.557 4470 4472 4473 rVB 4169 2407 0.15% 0.013%
98 30.691 4658 4665 4666 rBV6 14236 23472 1.42% 0.125%
99 31.942 4876 4878 4879 rBvV2 3567 2531 0.15% 0.014%
100 32.107 4904 4906 4910 rBV5 3853 5082 0.31% 0.027%
Sum of corrected areas: 18738866
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62273.D

Acqg On 6 Aug 2024 16:48
Operator : MA/JU

Sample : P3328-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062273.D\data.ms

1000000
800000
600000

400000 10.759

8.656 10.372 1p.883

7.963
7.117 114
200000, 367 726493 9 A 9.837

g; 494

o 3-686 4.168 5.073 6.054 6.94 A? 58 8028 o%#38 10.240.536| || 11. 122389 12.95
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘A\\\\‘\\\\‘\\\\"r\‘\\‘\\A\\ =T \\\\\\77»\‘\\\\"’7

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11 50 12.00 12.50
Abundance TIC: BG062273.D\data.ms

19.y00

1000000
17.421

15.570 17.321

21.562
800000

14.214.583
600000 13.990

400000

1.797 22.39% 73

200000 14.754
18.226
31038355785 |14.496M84809F 8051]631]16]13389210%7 5mmo&3&

0'\\\\T‘v—r\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\*TTTT\\\‘\\\\‘\\\\‘\\\\’\\\
Time--> 13.50 14.00 14.50 15.00 1550 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: BG062273.D\data.ms
1000000
800000

600000 4.658

400000

200000

781
5P 27.196 28.800 99 557 30.691 31321207

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_G\Data\BG@80524\
Data File : BG@62273.D

Acqg On 6 Aug 2024 16:48

Operator : MA/JU

Sample : P3328-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
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 1-Phenoxypropan-2-ol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.493 2.11 ng/ul 65227  Naphthalene-d8 10.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenoxypropan-2-o0l
2 1-Phenoxypropan-2-ol
3 1-Phenoxypropan-2-o0l
4 1-Phenoxypropan-2-ol
5 1-Propanol, 3-phenox

y_

152 C9H1202
152 C9H1202
152 C9H1202
152 C9H1202
152 C9H1202

000770-35-4 95
000770-35-4 94
000770-35-4 94
000770-35-4 93
006180-61-6 91

Abundance Scan 1397 (11.494 min): BG062273.D\data.ms (-1391) (-~ | m/z 94.15 100.00%
94.2
5000
451 77.2 AW
“- “ ‘ 1o 152.2 11.50
0““"“‘NM‘M‘HJt“u“uk““‘y(““““‘ m/z 77.15 24.64%
m/z--> 20 40 60 80 100 120 140
Abundance #30117: 1-Phenoxypropan-2-0
94.0
5000 T
11.50
o 1520  m/z 45.15  17.21%
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 100 120 140
Abundance #30123 1- Phenoxypropan 2-ol
94.0
=
11.50
5000 ITI/Z 78.15 17.07%
77.0
39.0 ‘ 152.0
150 ‘ ‘ 119.0
e T T O RSSO
m/z--> 100 120 140
Abundance #30124: 1- Phenoxypropan 2-ol —
94.0 11.50
m/z 51.15 15.89%
5000
77.0
‘ 152.0
ow%?s?‘w”um\\»,‘\‘\‘_‘1‘1\1%9\“”1‘\ N
m/z--> 20 40 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62273.D

Acqg On 6 Aug 2024 16:48
Operator : MA/JU

Sample : P3328-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 Tridecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.226 3.10 ng/ul 179116  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2543 (18.226 min): BG062273.D\data.ms (-2538) (- m/z 43.15 100.00%

431 73.2
5000
129.2 2133
el =
‘ 157.2185.2 256.4 18.00 18.50
[ E— m/z 73.15 89.54%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
43.0
5000 e e
129.0 18.00 18.50
171.0 214.0 m/z 60.15 77 .68%
101.0 ‘ ‘
O 1‘0 \H\H‘\W‘\‘\ \%“HWL ‘ \‘\‘H“HM“HH‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
T ‘ T T ‘AA \w\
18.00 18.50
5000 129.0 m/z 57.15 76.50%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid G —
60.0 18.00 18.50
m/z 55.10 75.47%
5000 129.0
97.0 157.01g5 02130  256.0
om_m“:‘m‘!”“1‘”“MLwlh“‘m‘w‘l‘wu‘HH‘HH_‘mw“_wm!_ ot s
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80524\
Data File : BG@62273.D

Acqg On 6 Aug 2024 16:48
Operator : MA/JU

Sample : P3328-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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: Cyclic21.245 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.245 2.54 ng/ul 167304  Chrysene-di2 21.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Octacosanol 410 C28H580 000557-61-9 94
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3057 (21.245 min): BG062273.D\data.ms (-3052) (- | m/z 57.15 100.00%

57.1
97.2
5000
— —
“ | | 1392 1942 2374 2831 336. 2100 2150
0 “‘HWJ‘ H MN\”‘WN A e e m/z 55.15 95.01%
miz--> 50 100 150 200 250 300
Abundance #244232: Cyclotetracosane
43.0
83.0
5000 — —
21.00 21.50
m/z 43.15 84.34%
L
O T T L\ ‘\ ‘M\ “\‘ \‘ \‘H‘ } “ } “\63(\) \21(\)\0\2\5’0\0\ 2\9\30\ 336(
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
53.0
97.0
—— —
21.00 21.50
5000 m/Z 83.10 74 .86%

o0 L L LLL 1120 1020 soao 20
miz--> 50 100 150 200 250 300

Abundance #209741: 1-Docosene 1 —
55.0 21.00 21.50

m/z 97.15 68.73%

97.0
5000
140 || | \H‘ h L 13- ; 0 181.0 308.0

oHH_ e = I S ot St
miz--> 50 100 150 200 250 300 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080524\
Data File : BG@62273.D

Acqg On : 6 Aug 2024 16:48
Operator : MA/JU

Sample : P3328-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG0O80524.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|

1-Phenoxypropan... 11.493 2.1 ng/ul 65227 2 10.759 617987 20.0
Tridecanoic acid 18.226 3.1 ng/ul 179116 4 17.321 1157340 20.0
(DEL) Alkane: C... 21.245 2.5 ng/ul 167304 5 21.562 1316040 20.0
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