LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47909.D

Acqg On : 08 Oct 2024 08:14
Operator : RC/JU

Sample : P4131-12

Misc :

ALS Vvial : 33 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_ M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47909.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.252 41 45 52 rVB 49948 69202 1.53% 0.120%
2 3.663 111 115 129 rBV 642735 991437 21.88% 1.720%
3 3.993 168 171 175 rVB2 20274 26473 0.58% 0.046%
4 4,916 325 328 333 rVB5 10849 16634 0.37% 0.029%
5 6.963 669 676 691 rBV 775402 1255667 27.71% 2.178%
6 7.122 697 703 712 rVB 613054 977084 21.56% 1.695%
7 7.328 731 738 748 rBV 805934 1293364 28.54% 2.244%
8 7.422 751 754 757 rVB5 4796 4828 0.11% 0.008%
9 7.793 810 817 825 rBV 1136277 1807696 39.89% 3.136%
106 7.869 826 830 836 rVB8 10725 18877 0.42% 0.033%
11 8.010 850 854 856 rBV3 4106 5292 0.12% 0.009%
12 8.498 930 937 949 rBV 945919 1559734 34.42% 2.706%
13  8.945 1006 1013 1024 rBV 718337 1192006 26.30% 2.068%
14 9.110 1039 1041 1046 rVB6 4105 6176 0.14% 0.011%
15 9.387 1082 1088 1093 rBV6 7877 13622 0.30% 0.024%
16 9.516 1101 1110 1119 rBV 52380 96039 2.12% 0.167%
17 9.669 1129 1136 1147 rBV 575950 957467 21.13% 1.661%
18 9.910 1173 1177 1182 rBV6 3098 4580 0.10% 0.008%
19 10.087 1203 1207 1214 rVB6 4902 7976 0.18% 0.014%
20 10.210 1221 1228 1243 rBV 937523 1590968 35.10% 2.760%
21 10.587 1284 1292 1299 rBV 1526890 2566419 56.63% 4.452%
22 10.722 1307 1315 1326 rBV 889775 1606884 35.46% 2.788%
23 11.128 1376 1384 1393 rBV 16091 38048 0.84% 0.066%
24 11.875 1504 1511 1515 rBV9 4406 10975 0.24% 0.019%
25 12.028 1536 1537 1544 rVB5 5533 5772 0.13% 0.010%
26 12.181 1558 1563 1567 rBV3 18457 29182 0.64% 0.051%
27 12.322 1584 1587 1589 rBV4 4386 5581 ©0.12% 0.010%
28 12.980 1694 1699 1702 rVB7 3238 5225 0.12% 0.009%
29 13.033 1702 1708 1713 rVB7 4298 9031 0.20% 0.016%
30 13.222 1735 1740 1743 rBV5 4119 9128 0.20% 0.016%
31 13.263 1743 1747 1753 rVB3 12443 19980 0.44% 0.035%
32 13.398 1766 1770 1774 rW7 4923 8842 0.20% 0.015%
33 13.839 1838 1845 1858 rBV 1608891 2275499 50.21% 3.947%
34 14.033 1872 1878 1883 rBV7 2455 5079 0.11% 0.009%
35 14.122 1883 1893 1902 rBV 1967879 2880787 63.56% 4.997%

36 14.333 1925 1929 1933 rBV6 7324 10666 0.24% 0.019%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47909.D

Acqg On : 08 Oct 2024 08:14
Operator : RC/JU

Sample : P4131-12

Misc :

ALS Vvial : 33 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_ M\Methods\SFAM-EPA-BM092724.MA.M
Title : SVOA CALIBRATION

37 14.427 1938 1945 1953 rBV 2250194 3305776 72.94% 5.735%
38 14.627 1972 1979 1997 rBV 566582 949571 20.95% 1.647%

39 14.845 2011 2016 2022 rBV9S 17092 29740 0.66% 0.052%
40 15.222 2076 2080 2088 rVB1o 5040 9558 0.21% 0.017%
41 15.280 2088 2090 2093 rBv4 5336 5267 ©.12% 0.009%
42 15.421 2107 2114 2122 rBV 2509963 3544234 78.20% 6.148%
43 15.533 2127 2133 2140 rBV 455907 658197 14.52%  1.142%
44 15.663 2151 2155 2162 rVB3 12551 22220 0.49% 0.039%
45 15.786 2170 2176 2183 rBV 1153292 1557410 34.36% 2.702%
46 15.986 2207 2210 2214 rVB6 4956 5919 0.13% 0.010%
47 16.204 2244 2247 2252 rVB5 5219 7765 0.17% 0.013%
48 16.345 2267 2271 2278 rVB 28369 39593 0.87% ©0.069%
49 16.580 2307 2311 2314 rBV4 4637 5705 0.13% 0.010%
50 16.657 2321 2324 2325 rBV3 5003 5577 ©.12% 0.010%
51 16.857 2352 2358 2360 rVB5 4823 6836 ©0.15% 0.012%
52 16.933 2367 2371 2372 rBV4 5015 5254 0.12% 0.009%
53 16.963 2372 2376 2378 rVW4 5660 7411 0.16% 0.013%
54 17.057 2388 2392 2394 rBV4 6524 9282 0.20% 0.016%
55 17.086 2395 2397 2400 rVB4 9610 7127 0.16% 0.012%
56 17.168 2404 2411 2418 rBV 2654449 3823969 84.38% 6.634%
57 17.268 2422 2428 2438 rVV 2631076 3714804 81.97%  6.444%
58 17.357 2438 2443 2448 rVB9 25360 46469 1.03% ©0.081%
59 17.757 2508 2511 2513 rBV3 7031 9175 0.20% 0.016%
60 17.886 2530 2533 2537 rBV6 5086 7707 0.17% 0.013%
61 18.062 2558 2563 2572 rBV = 277693 424321 9.36% 0.736%
62 18.245 2589 2594 2598 rBVS8 17325 33825 0.75% 0.059%
63 18.298 2601 2603 2608 rVB6 8769 11024 0.24% 0.019%
64 19.121 2739 2743 2749 rVB3 36169 47021 1.04% ©.082%
65 19.192 2751 2755 2757 rBV 49367 66418 1.47% ©.115%
66 19.221 2758 2760 2767 rVB 49149 58069 1.28% 0.101%
67 19.339 2776 2780 2788 rBV3 56732 92627 2.04% 0.161%
68 19.557 2811 2817 2831 rBV 3267241 4532097 100.00% 7.862%
69 21.068 3070 3074 3083 rBV2 286904 433071 9.56% 0.751%
70 21.392 3123 3129 3142 rBV 2759447 4141747 91.39% 7.185%
71 24.186 3596 3604 3613 rVB 1703853 4156216 91.71% 7.210%

72 24.391 3631 3639 3654 rVB 1710454 4481692 98.89% 7.775%

Sum of corrected areas: 57644914
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47909.D

Acqg On : 08 Oct 2024 08:14
Operator : RC/JU

Sample : P4131-12

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM047909.D\data.ms

3000000
2500000

2000000
10.587
1500000
7.793

1000000 8.498 10.210 10y 792

6.9637.328
8.945
3.663 12 9.669

500000
3252 | 3.993 4.916 422 786910 11996460087 ||/l 11128  11gerssi

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\\7‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM047909.D\data.ms

19.657 21.392
3000000

1711688
15.421

2500000
14.427

2000000 14.122

13.839
1500000
15.786

1000000

21.068

15.533
500000 18.062
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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: BM047909.D\data.ms

3000000
2500000
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2000000
1500000

1000000
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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_M\Data\BM100724\
Data File : BM@47909.D

Acqg On : 08 Oct 2024 08:14
Operator : RC/JU

Sample : P4131-12

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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.
15.786 9.42 ng/ul 1557410  Acenaphthene-d10 14.427
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 93
5 Azobenzene 182 C12H1ON2 000103-33-3 64
Abundance Scan 2176 (15.786 min): BM047909.D\data.ms (-2170) (- | m/z 105.10 100.00%
105.1
182.1
5000
51.0 —— —
15.50 16.00
152.1
Okl b e b e 285 m/z 77.05 64.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000
1550 1600
510 m/z 182.10  55.12%
b 1920
OH\‘\\H‘HH‘HH‘\H\‘HH’HH‘HH‘HH‘\\H‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
182.0 1550 1600
5000 ' m/z 51.05  24.44%
51.0
! ) | 152.0 |
Orrprrrrprdrprrhrrr b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0 1550 1600
m/z 181.10 9.10%
5000 182.0
51.0
od80 | | 1820
S e e e 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_M\Data\BM100724\
Data File : BM@47909.D

Acqg On : 08 Oct 2024 08:14

Operator : RC/JU

Sample : P4131-12

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .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 2 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.063 2.22 ng/ul 424321  Phenanthrene-d10 17.168
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2563 (18 062 min): BM047909.D\data.ms (-2558) (- | m/z 73.10 100.00%
5000 129.1 WJL
213.2 . :
H 1732 ‘ 256.3 ‘ 18.00
- i Al M At 2800 hyz 6e.10 88.50%
mfz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 —r— :
129.0 18.00
213.0 m/z 43.10 84.66%
171.0 ‘
o w\m T 1V
miz--> 100 150 200 250 300
Abundance #143510:n—Hexadecanok:add
T 1 T
18.00
5000 129.0 m/Z 57.10 72.93%
1710 213.0 256.0
OHH‘ m\h”w ‘H‘\m ‘\“H“‘\‘ ““\H“\HH“H‘
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid I I
18.00
m/z 55.10 70.45%
5000 256.0
129.0
30 213.0
‘ 171.0
0 “\\‘H ‘H‘\ lig “\\\‘\H\‘\‘\\“\\\\‘\\\\ - ‘ :
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47909.D

Acqg On : 08 Oct 2024 08:14
Operator : RC/JU

Sample : P4131-12

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.068 2.09 ng/ul 433071  Chrysene-di12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Hexacosene 364 C26H52 018835-33-1 93
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
5 Nonacos-1-ene 406 C29H58 018835-35-3 91
Abundance Scan 3074 (21.068 min): BM047909.D\data.ms (-3070) (- | m/z 57.10 100.00%
57.1
- J‘Aﬂ
T 1 \
LF 1 209.1282.1356.1430.1 21.00
O b e e e e e e m/z 43.10 84.19%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —— :
21.00
m/z 55.10 75.62%
okl FF, 2520 3690 648,
‘\\H‘\Hw\\ﬂ HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #215083: 1-Heneicosano
55.0
T 1 \
21.00
5000 m/z 83.10 72.61%
5.0
0 I ‘ ] l] I ].'9602660
e e e e e
m/z--> 0 50 100150200250 300 350400450500550600650
Abundance #273800: 1-Hexacosene T
57.0 21.00
m/z 97.05 65.25%
5000 J‘JD
o LU ﬁ " 2100 292.0364.0
e e S e e e e e e ——
m/z--> 0 50 100150200250 300 350400450500550600650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100724\
Data File : BM@47909.D

Acqg On : 08 Oct 2024 08:14
Operator : RC/JU

Sample : P4131-12

Misc

ALS Vvial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@92724.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 15.786 9.4 ng/ul 1557410 3 14.427 3305780 20.0
n-Hexadecanoic ... 18.063 2.2 ng/ul 424321 4 17.168 3823970 20.0
Pentadecafluoro... 21.068 2.1 ng/ul 433071 5 21.392 4141750 20.0
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