LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102124\
Data File : BP022525.D

Acqg On : 22 Oct 2024 04:59
Operator : RC/JU

Sample : P4414-08

Misc :

ALS Vvial : 26 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_ P\Methods\SFAM-EPA-BP100724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@22525.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.199 32 36 43 rBV 19363 25829 0.78% 0.078%
2 3.611 102 106 129 rBV 236283 367284 11.05% 1.105%
3  3.928 156 160 169 rBV 6753 11375 0.34% 0.034%
4 4,252 211 215 218 rBV4 3458 4164 ©0.13% 0.013%
5 4.840 310 315 325 rVvB2 13049 21497 0.65% 0.065%
6 6.858 652 658 671 rVB 344936 594290 17.88% 1.788%
7 7.005 677 683 692 rBV 260931 413459 12.44%  1.244%
8 7.205 710 717 726 rBV 353927 572164 17.21% 1.722%
9 7.663 787 795 802 rBV 439387 709859 21.35% 2.136%
10 7.734 802 807 816 rVB3 7995 16291 0.49% 0.049%
11 8.363 907 914 930 rBV 457178 764820 23.01% 2.302%
12 8.799 981 988 998 rBV 333794 585443 17.61% 1.762%
13 8.963 1010 1016 1020 rVB9 2258 3732  0.11% 0.011%
14  9.210 1051 1058 1063 rBV2 23154 36085 1.09% 0.109%
15 9.357 1078 1083 1092 rBV 40375 68309 2.05% 0.206%

16 9.516 1099 1110 1123 rBV 299576 532250 16.01% 1.602%
17 9.781 1149 1155 1161 rBVie 1573 3556 0.11% 0.011%
18 10.052 1192 1201 1219 rBV 482507 869952 26.17% 2.618%
19 10.416 1251 1263 1276 rBV 637669 1017136 30.60% 3.061%
20 10.557 1280 1287 1301 rBV 407397 760708 22.88%  2.289%

21 10.963 1349 1356 1365 rBV6 11392 23466 0.71% 0.071%
22 11.222 1391 1400 1403 rBV1e 2862 4894 0.15% 0.015%
23 11.687 1473 1479 1484 rVB3 7158 12783 0.38% ©0.038%
24 11.834 1500 1504 1510 rBV4 7952 12419 ©.37% 0.037%
25 12.010 1527 1534 1544 rVB2 8107 15676  ©.47% 0.047%
26 12.228 1565 1571 1574 rBVS8 1992 4974 0.15% 0.015%
27 12.293 1578 1582 1589 rVB9 1680 3670 ©0.11% 0.011%
28 12.657 1637 1644 1648 rBV9 2928 4463 0.13% 0.013%
29 12.798 1664 1668 1675 rBV7 3364 6508 0.20% 0.020%
30 13.087 1712 1717 1725 rVB3 14894 23760 0.71% 0.072%
31 13.240 1739 1743 1749 rVB9S 3416 5954 ©.18% 0.018%
32 13.593 1795 1803 1806 rBV7 6241 11652 0.35% 0.035%
33 13.681 1812 1818 1828 rBV 1048717 1353634 40.72% 4.074%
34 13.804 1838 1839 1847 rVB7 2374 3368 ©0.10% 0.010%
35 13.969 1855 1867 1886 rBV 1095980 1594422 47.96% 4.798%
36 14.181 1897 1903 1907 rVB7 4340 6996 0.21% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102124\
Data File : BP022525.D

Acqg On : 22 Oct 2024 04:59
Operator : RC/JU

Sample : P4414-08

Misc :

ALS Vvial : 26 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_ P\Methods\SFAM-EPA-BP100724.MA.M
Title : SVOA CALIBRATION
37 14.281 1913 1920 1927 rBV 1101879 1563049 47.02% 4.704%
38 14.340 1927 1930 1935 rVwv2 17752 25567 ©.77% 0.077%
39 14.387 1937 1938 1945 rVB7 2992 4096 0.12% 0.012%
40 14.516 1953 1960 1983 rBV2 232163 634685 19.09% 1.910%
41 14.692 1984 1990 1991 rBV 9010 13907 0.42% 0.042%
42 14.969 2031 2037 2039 rVB7 2273 4110 0.12% 0.012%
43 15.287 2084 2091 2097 rBV 1634022 2074087 62.39% 6.242%
44 15.340 2097 2100 2106 rVV2 24220 31575 ©0.95% 0.095%
45 15.410 2107 2112 2121 rVV 269213 359430 10.81% 1.082%
46 15.528 2129 2132 2135 rVB4 5474 6954 0.21% 0.021%
47 15.663 2149 2155 2162 rBV 456691 526189 15.83% 1.583%
48 15.787 2173 2176 2183 rVB5 5351 8626 0.26% 0.026%
49 15.863 2185 2189 2192 rBV5 3135 4939 0.15% 0.015%
50 16.075 2224 2225 2232 rVB7 4660 5912 0.18% 0.018%
51 16.463 2287 2291 2300 rBV7 4969 11463 0.34% 0.034%
52 16.728 2332 2336 2342 rVB3 10378 18135 0.55% 0.055%
53 16.828 2348 2353 2355 rVvv5 6418 13699 0.41% 0.041%
54 16.886 2359 2363 2370 rVB 15066 25019 ©0.75% 0.075%
55 17.004 2381 2383 2386 rvv4 3830 3637 0.11% 0.011%
56 17.075 2389 2395 2399 rVV 1623888 2049486 61.65% 6.168%
57 17.116 2399 2402 2406 rVV 314635 422013 12.69% 1.270%
58 17.169 2406 2411 2424 rVV2 1517383 2347435 70.61% 7.064%
59 17.292 2426 2432 2436 rVB7 13447 23496 0.71% 0.071%
60 17.369 2440 2445 2452 rBV5 13972 33182 1.00% 0.100%
61 17.492 2461 2466 2470 rVB 32447 48937 1.47% 0.147%
62 17.604 2482 2485 2491 rBV7 5158 11442 0.34% 0.034%
63 17.675 2495 2497 2498 rBV2 4640 3518 0.11% 0.011%
64 17.763 2510 2512 2516 rVB5 5071 3931 0.12% 0.012%
65 17.975 2545 2548 2551 rBV 15665 22728 0.68% 0.068%
66 18.016 2551 2555 2564 rVV2 252632 372361 11.20% 1.121%
67 18.181 2578 2583 2587 rBV2 43114 68926 2.97% 0.207%
68 18.498 2634 2637 2641 rBV 23874 29858 0.90% 0.090%
69 18.539 2641 2644 2649 rVB 35135 42360 1.27% 0.127%
70 19.104 2736 2740 2745 rVB4 24911 40210 1.21% 0.121%

71 19.210 2749 2758 2765 rBV 545845 739456 22.24%  2.225%
72 19.345 2778 2781 2789 rVB3 68047 86824 2.61% 0.261%
73 19.557 2811 2817 2825 rBV2 2021517 3324417 100.00% 10.004%
74 19.622 2825 2828 2832 rVB 119996 167412 5.04%  ©.504%
75 21.180 3089 3093 3100 rVB4 152630 267549 8.05% ©.805%

76 21.498 3141 3147 3152 rBV 1553059 2379490 71.58% 7.161%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102124\
Data File : BP022525.D

Acqg On : 22 Oct 2024 04:59
Operator : RC/JU

Sample : P4414-08

Misc

ALS Vvial : 26 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_P\Methods\SFAM-EPA-BP100724.MA.M
Title : SVOA CALIBRATION

77 21.545 3152 3155 3160 rVB 141153 197330 5.94% 0.594%
78 24.533 3656 3663 3673 rBV2 992315 2477840 74.53% 7.457%
79 24.757 3693 3701 3712 rBV 946200 2267602 68.21% 6.824%

Sum of corrected areas: 33229724
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102124\
Data File : BP022525.D

Acqg On : 22 Oct 2024 04:59
Operator : RC/JU

Sample : P4414-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP022525.D\data.ms
2000000
1500000
1000000
10.416
500000 8.363 10.052 b o
6. 85@ 205 8.799
3.611 9.516
03199 Ks.gza.zsz 4.840 734 968321851 o 9781 10.962221 116530 P0921057
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\ \\\‘\ T \\‘\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 lO 50 11.00 11. 50 12.00 12.50
Abundance TIC: BP022525.D\data.ms
2000000 1957
21.498
15.287 17.075
17.169
1500000

13.6é§.969.281
1000000

19.210

500000 15.663 6 21.1891545
JEle 15.410 18.016 19622
345
o L3087, ﬁgscly &6&2@ 57860756, 4553 ?Q@@M 19.10%

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: BP022525.D\data.ms
2000000

1500000

24.533
4.757

1000000

500000

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_P\Data\BP102124\
Data File : BP022525.D

Acqg On : 22 Oct 2024 04:59
Operator : RC/JU

Sample : P4414-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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.
15.663 6.73 ng/ul 526189  Acenaphthene-d10 14.281
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 95
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 87
Abundance Scan 2155 (15.663 min): BP022525.D\data.ms (-2149) (- m/z 104.95 100.00%
105.0
182.1
5000
— —
39 15.50 16.00
ol mbd Ly L 2691 355.0413.748005405  n/; 76.95  72.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —— —
15.50 16.00
m/z 182.05 61.83%
0 27.0 | I
‘\\\‘\‘\\‘\\‘\\\\[h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56924: Benzophenone
105.0
—— —
15.50 16.00
5000 m/z 51.00 25.38%
182.0
27.0
S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone A~‘ ‘ —
105.0 15.50 16.00
m/z 181.10 10.16%
182.0
5000
L . —— —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102124\
Data File : BP022525.D

Acqg On : 22 Oct 2024 04:59
Operator : RC/JU

Sample : P4414-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.016 3.63 ng/ul 372361 Phenanthrene-d10 17.075
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94
Abundance Scan 2555 (18.016 min): BP022525.D\data.ms (-2551) (- m/z 73.00 100.00%
73.0
5000
213.2
T T
“' 0 18.00
ol W"W_m"H‘37‘5“5_3“"'0‘9““91”1”‘4*‘3“3‘?‘5“"?‘ m/z 60.00  75.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR T
18.00
m’ 213.0 m/z 43.10 73.32%
O‘\\\“‘ \\‘}l\“}\lLf!\]\\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
420 256.0
T \
18.00
5000 m/z 55.05 63.07%
129.0
o bl e,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T ‘
73.0 18.00
m/z 57.10 60.89%
256.0
5000
“ 57.0
OJ'JLMMl\\qﬂ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102124\
Data File : BP022525.D

Acqg On : 22 Oct 2024 04:59
Operator : RC/JU

Sample : P4414-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.180 2.25 ng/ul 267549  Chrysene-di12 21.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 81
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 70
4 1-Octadecanol 270 C18H380 000112-92-5 70
5 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 70

Abundance Scan 3093 (21.180 min): BP022525.D\data.ms (-3089) (- m/z 57.10 100.00%

57.1
5000 229.1

5.1 — —
21.00 21.50
l ‘ 320.2 400.8 475.1 o
oH‘!_uxwHJ\“mswﬂwu‘u;mwHH_HwHH_HW?‘“?H‘“WW m/z 83.05 92.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 T T T T T T
21.00 21.50
50 m/z 55.10 86.53%
‘ \ 238.0
O HA%[ TW\‘\l\‘\j\“\“H\‘H\\\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #287613: Nonadecyl trifluoroacetate
57.0
—r —
21.00 21.50
5000 ITI/Z 43.10 82.64%

125.0
] l] 23803110
ok S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T ‘
57.0 21.00 21.50

m/z 69.10 82.00%

B »«Mmmwwww/\vawWWWﬂm
e o

ol ©” 369.0 648,
b 3890 648

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102124\
Data File : BP022525.D

Acqg On : 22 Oct 2024 04:59
Operator : RC/JU

Sample : P4414-08

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP100724.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 15.663 6.7 ng/ul 526189 3 14.281 1563050 20.0
n-Hexadecanoic ... 18.016 3.6 ng/ul 372361 4 17.075 2049490 20.0
Heptadecyl hept... 21.180 2.3 ng/ul 267549 5 21.498 2379490 20.0
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