LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31924\
Data File : BM@44666.D

Acqg On : 19 Mar 2024 16:21
Operator : MA/JU

Sample : P1787-03

Misc :

ALS Vvial : 10 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-BM030524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44666.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.257 25 29 36 rvB 58204 77156 1.74% 0.155%
2 3.652 93 96 118 rBV 713828 1141420 25.78% 2.295%
3 3.957 145 148 153 rVB3 12660 16567 ©0.37% 0.033%
4 4.663 266 268 273 rBV5 3408 4845 0.11% 0.010%
5 6.869 636 643 658 rBV 891457 1469880 33.20%  2.955%
6 7.045 666 673 685 rVB 740960 1183102 26.72% 2.378%
7 7.228 697 704 714 rBV 907565 1405025 31.74%  2.825%
8 7.404 728 734 738 rBV7 3350 6165 ©0.14% 0.012%
9 7.692 775 783 790 rBV 672653 1091937 24.67% 2.195%
106 8.398 896 903 918 rBV 1025189 1688491 38.14%  3.394%
11 8.851 973 980 991 rBV 793593 1354289 30.59% 2.723%
12 9.010 1002 1007 1012 rBVS8 6918 12144 0.27% 0.024%
13 9.234 1041 1045 1051 rBv4 10129 15348 0.35% 0.031%
14  9.569 1094 1102 1113 rBV 673315 1128012 25.48% 2.268%
15 10.004 1170 1176 1179 rBV5S 8092 13131 0.30% 0.026%

16 10.098 1183 1192 1209 rBV 962331 1667028 37.66%
17 10.475 1248 1256 1265 rBV 890385 1491833 33.70%
18 10.622 1272 1281 1300 rBV 932590 1696481 38.32%
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19 11.904 1495 1499 1504 rVB6 3977 5399 0.12% 011%
20 12.075 1523 1528 1535 rVB3 14755 26657 0.60% 054%
21 13.239 1720 1726 1731 rVV2 33675 56170 1.27% ©.113%
22 13.310 1735 1738 1743 rVB6 4625 7896 0.18% 0.016%
23 13.551 1772 1779 1782 rBV5 3354 6086 0.14% 0.012%
24 13.763 1808 1815 1824 rBV 1593980 2224430 50.25% 4.472%
25 14.033 1853 1861 1874 rBV 1920817 2816557 63.62% 5.662%

26 14.245 1893 1897 1901 rBV6 3774 6457 0.15%
27 14.339 1903 1913 1922 rBV 1246949 1819162 41.09%
28 14.551 1941 1949 1968 rBV 629179 1183592 26.74%
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29 14.768 1982 1986 1993 rVB8 7787 15891 0.36% 032%
30 15.145 2045 2050 2054 rBV7 3316 6512 0.15% 013%
31 15.198 2054 2059 2063 rVv8 4684 6530 0.15% 013%

32 15.339 2076 2083 2097 rBV 2367701 3380245 76.36%
33 15.468 2099 2105 2114 rBV 743548 1072782 24.23%
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34 15.580 2120 2124 2128 rVB5 7933 9931 0.22% 020%
35 15.910 2175 2180 2184 rVB8 2620 5004 0.11% 010%
36 16.127 2213 2217 2222 rVB2 11811 17419 0.39% 0.035%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31924\
Data File : BM@44666.D

Acqg On : 19 Mar 2024 16:21
Operator : MA/JU

Sample : P1787-03

Misc :

ALS Vvial : 10 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-BM030524.MA.M
Title : SVOA CALIBRATION
37 16.515 2279 2283 2285 rBV4 6614 8548 0.19% 0.017%
38 16.868 2340 2343 2345 rBV5 3419 4862 0.11% 0.010%
39 16.915 2348 2351 2355 rVB6 4379 6537 0.15% 0.013%
40 17.098 2375 2382 2391 rBV 1406477 2055284 46.43% 4.132%
41 17.192 2392 2398 2410 rVV 2446949 3551229 80.22% 7.139%
42 17.304 2410 2417 2420 rVV8 14275 33134 0.75% 0.067%
43 17.333 2420 2422 2429 rVB3 10504 14798 0.33% 0.030%
44 17.392 2429 2432 2435 rBV5 4840 7359 0.17% 0.015%
45 17.498 2447 2450 2452 rBV4 4489 6058 0.14% 0.012%
46 17.609 2464 2469 2472 rBV7 4591 9289 0.21% 0.019%
47 18.004 2531 2536 2547 rBV = 412422 631629 14.27% 1.270%
48 18.309 2584 2588 2591 rBV6 10545 16904 0.38% 0.034%
49 18.939 2693 2695 2698 rVB2 10368 9737 0.22% 0.020%
50 19.056 2712 2715 2721 rVB2 31998 42220 0.95% 0.085%
51 19.139 2724 2729 2732 rBV2 50393 94499  2.13% 0.190%
52 19.174 2732 2735 2749 rVWV2 71931 144662 3.27% 0.291%
53 19.292 2751 2755 2767 rVV 125667 200514 4.53% 0.403%
54 19.498 2784 2790 2798 rBV 2951168 4146107 93.66%  8.335%
55 19.562 2798 2801 2806 rvB3 27358 30861 0.70% 0.062%
56 20.062 2882 2886 2891 rVB 70866 78641 1.78% ©.158%
57 20.562 2967 2971 2974 rBV2 98408 117281 2.65% 0.236%
58 21.027 3045 3050 3060 rBV 435339 670228 15.14% 1.347%
59 21.292 3090 3095 3103 rBV 1815711 2284305 51.60% 4.592%
60 21.462 3121 3124 3132 rBV 122473 165655 3.74% 0.333%
61 21.903 3196 3199 3209 rBV 112164 169567 3.83% 0.341%
62 22.374 3276 3279 3284 rBV2 112481 149202 3.37% 0.300%
63 23.397 3446 3453 3460 rBV2 2446477 4426997 100.00%  8.900%
64 23.539 3471 3477 3488 rVB 1341202 2538139 57.33% 5.102%

Sum of corrected areas: 49743820
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31924\
Data File : BM@44666.D

Acqg On : 19 Mar 2024 16:21
Operator : MA/JU

Sample : P1787-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance : . .
3000000 TIC: BM044666.D\data.ms

2500000
2000000

1500000

8.398
1000000 6.8697.228 6851 10.098 15,622
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Time--> 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BM044666.D\data.ms
3000000 19.h98

2500000 15.339 17.192

2000000 14.033

13.763

1500000 17.098
14.339

1000000
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500000 18.004
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Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BM044666.D\data.ms
3000000 23.397

2500000

2000000 21.292

48.539

1500000

1000000
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31924\
Data File : BM@44666.D

Acqg On : 19 Mar 2024 16:21
Operator : MA/JU

Sample : P1787-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.004 6.15 ng/ul 631629  Phenanthrene-di10 17.098
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2536 (18.004 min): BM044666.D\data.ms (-2531) (-
73.0

m/z 73.00 100.00%

5000
129.0
171.1 213.1 is‘od |
: 256.1 :
ol u“h““ Iy al g ‘ 95 m/z 60.00  88.90%
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
5000 256.0 T \
129.0 18.00
3.0 213.0 ITI/Z 43.00 83.38%
‘ 171.0
Ot ‘\“h“‘ M\H} \““\ \‘ \‘\M‘ P “\ L e
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
UL
18.00
5000 129.0 ITI/Z 55.00 68.50%
‘ 171.0 213.0 256.0
ob—, u“h‘“ ;‘“‘w \“‘w Ll ! “ : “u e
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid B ]
43.0 256.0 18.00
m/z 57.00 67.63%
5000
129.0
3.0 213.0
171.0 ‘
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31924\
Data File : BM@44666.D

Acqg On : 19 Mar 2024 16:21
Operator : MA/JU

Sample : P1787-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.027 5.87 ng/ul 670228 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
3 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 87
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 87
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 76

Abundance Scan 3050 (21.027 min): BM044666.D\data.ms (-3045) - m/z 57.00 100.00%

57.0
5000
251 21.00 |
207.0 ’
ob kbl 20002801 4170 o sa89 . 4300 80.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 R ‘
21.00
m/z 55.00 64.74%
obd h,H 2529 3690 648,
HH‘HH‘HH\H\‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #287613: Nonadecyl trifluoroacetate
57.0
T \
21.00
5000 ITI/Z 71.00 55.04%
125.0
WAL, 238030
O et I e e e e e ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #298132: Eicosyl trifluoroacetate R I
57.0 21.00
m/z 83.00 53.92%
5000
5.0
1 \] 252.0325.0
0‘H‘_H‘_WHwnu‘HH‘H‘WHHW‘HW‘H‘_H‘_‘H_‘H‘HH“ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31924\
Data File : BM@44666.D

Acqg On : 19 Mar 2024 16:21
Operator : MA/JU

Sample : P1787-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@30524.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|
n-Hexadecanoic ... 18.004 6.2 ng/ul 631629 4 17.098 2055280 20.0
Pentadecafluoro... 21.027 5.9 ng/ul 670228 5 21.292 2284310 20.0
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