LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101424\
Data File : BM0@48066.D

Acqg On : 15 Oct 2024 18:27
Operator : RC/JU

Sample : P4350-06

Misc :

ALS vial : 7 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@48066.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.240 39 43 49 rVB 37550 52492 1.26% 0.109%
2 3.657 1106 114 127 rBV 394949 629953 15.17% 1.312%
3 3.975 166 168 172 rVB2 14045 18342 0.44% 0.038%
4 5.681 453 458 460 rBV5 3124 5103 0.12% 0.011%
5 5.734 464 467 469 rBV4 3573 4553 0.11% 0.009%
6 6.792 642 647 655 rVB9 7325 16501 0.40% 0.034%
7 6.881 658 662 665 rBv6 4507 5668 ©0.14% 0.012%
8 6.957 666 675 687 rBV 485322 884836 21.31% 1.842%
9 7.110 695 701 713 rVB 424235 685430 16.50% 1.427%
106 7.316 728 736 747 rBV 540060 893654 21.52% 1.861%
11 7.481 761 764 768 rVB6 2934 4901 0.12% 0.010%
12 7.592 781 783 787 rVB5 3664 4499 0.11% 0.009%
13 7.781 808 815 823 rBV 960950 1546524 37.24%  3.220%
14 7.851 823 827 837 rVB4 18151 39472 0.95% ©0.082%
15 8.004 848 853 855 rBVS 2575 4675 0.11% 0.010%
16 8.216 888 889 893 rBV5 4091 4572 0.11% 0.010%
17 8.492 929 936 950 rBV 627449 1091204 26.28% 2.272%
18 8.933 1005 1011 1021 rBV 480363 825129 19.87% 1.718%
19 9.104 1035 1040 1044 rVBS8 4592 8116 0.20% 0.017%
20  9.363 1078 1084 1090 rVB2 19462 34268 0.83% 0.071%
21  9.498 1099 1107 1114 rBV 53290 96425  2.32% 201%

22 9.657 1124 1134 1142 rBV 404511 704488 16.96%
23 10.198 1219 1226 1242 rBV 583604 1111609 26.77%
24 10.575 1282 1290 1297 rBV 1259866 2206663 53.14%

NBANRO
w
=
U1
IS

25 10.710 1306 1313 1331 rBV 557573 1064953 25.64% 217%
26 11.116 1379 1382 1384 rBvV4 7392 8750 0.21% 0.018%
27 11.374 1425 1426 1430 rBV3 3758 5185 0.12% 0.011%
28 11.857 1503 1508 1511 rVB4 6445 9996 0.24% 0.021%
29 11.998 1528 1532 1538 rBVS8 9288 15307 0.37% 0.032%
30 12.169 1551 1561 1566 rBV3 10537 19207 ©.46% ©0.040%
31 12.874 1676 1681 1685 rBV5 6213 9871 0.24% 0.021%
32 12.951 1691 1694 1696 rBV4 3245 4505 0.11% 0.009%
33 13.245 1738 1744 1751 rBV3 24361 39048 0.94% 0.081%
34 13.827 1837 1843 1854 rBV 1245586 1805044 43.46%  3.758%
35 13.939 1859 1862 1869 rVB9S 4667 9250 0.22% 0.019%
36 14.021 1873 1876 1879 rBV5 3361 4756 ©0.11% ©0.010%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101424\
Data File : BM0@48066.D

Acqg On : 15 Oct 2024 18:27
Operator : RC/JU

Sample : P4350-06

Misc :

ALS vial : 7 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 14.110 1879 1891 1903 rBV 1509110 2241344 53.97% 4.667%
38 14.268 1911 1918 1921 rBV9 3963 9822 0.24% 0.020%
39 14.321 1921 1927 1931 rVB7 11058 21386 0.51% 0.045%
40 14.415 1936 1943 1953 rBV 1893295 2903735 69.92% 6.046%
41 14.539 1961 1964 1969 rVB7 5842 8928 0.21% 0.019%
42 14.633 1975 1980 2001 rBV 236378 545109 13.13% 1.135%
43 14.768 2001 2003 2008 rVV6 7446 12643 0.30% 0.026%
44 14.839 2011 2015 2024 rVB6 19471 38472 ©0.93% ©0.080%
45 14.968 2035 2037 2040 rVB3 4698 4598 0.11% 0.010%
46 15.115 2059 2062 2066 rBV6 3937 6392 0.15% ©0.013%
47 15.186 2070 2074 2076 rVV5 4984 8582 0.21% ©0.018%
48 15.215 2076 2079 2086 rvvs 7652 15110 0.36% 0.031%
49 15.268 2086 2088 2092 rVB5 6481 6328 0.15% 0.013%
50 15.410 2104 2112 2127 rBV 1926462 2824238 68.01% 5.881%
51 15.533 2127 2133 2142 rVV 389399 581113 13.99% 1.210%
52 15.651 2150 2153 2158 rVB6 8959 14361 0.35% 0.030%
53 15.774 2168 2174 2181 rBV 338615 486033 11.70% 1.012%
54 15.957 2201 2205 2207 rBV5 3046 4180 0.10% 0.009%
55 16.062 2215 2223 2224 rBV7 3614 7492 0.18% 0.016%
56 16.127 2231 2234 2237 rBV5 4870 7178 0.17% 0.015%
57 16.292 2258 2262 2267 rBV8 4429 8104 0.20% 0.017%
58 16.562 2305 2308 2316 rvVB1o 9231 17690 0.43% 0.037%
59 16.927 2365 2370 2371 rBV5 5961 8617 0.21% 0.018%
60 17.080 2393 2396 2400 rVB6 6804 7414 0.18% 0.015%
61 17.162 2403 2410 2420 rBV 2206465 3348731 80.64% 6.973%
62 17.256 2420 2426 2436 rVV 2046216 2965778 71.41% 6.175%
63 17.351 2439 2442 2447 rVB3 37420 54556 1.31% 0.114%
64 18.056 2556 2562 2578 rBV 835040 1478093 35.59% 3.078%
65 18.351 2610 2612 2616 rVB4 14868 16801 0.40% 0.035%
66 19.109 2738 2741 2745 rBV3 29491 42371 1.02% 0.088%
67 19.186 2750 2754 2756 rBV 52611 76202 1.83% 0.159%
68 19.215 2756 2759 2766 rVB 89341 140151 3.37% 0.292%
69 19.327 2774 2778 2790 rBV 268555 546947 13.17% 1.139%
70 19.550 2810 2816 2828 rBV 2585280 3710879 89.36% 7.727%
71 21.062 3069 3073 3082 rBV 460341 666804 16.06%  1.388%
72 21.386 3123 3128 3141 rVB 2468286 3692437 88.91% 7.688%
73 24.180 3595 3603 3612 rVB 1461699 3469218 83.54% 7.224%
74 24.385 3629 3638 3655 rVB 1614291 4152896 100.00%  8.647%

Sum of corrected areas: 48025682
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101424\
Data File : BM@48066.D

Acqg On : 15 Oct 2024 18:27
Operator : RC/JU

Sample : P4350-06

Misc

ALS vial : 7 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: BM048066.D\data.ms

2500000

2000000

1500000

10.575

1000000 7.781

8.492 10.198 10.710

7.316
500000 3.657 6.9571 8.933 0.657

3240 || 3.975 H6BI4 6678 ABORE08L16 1096 11.16374111850869  12.¢
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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: BM048066.D\data.ms

19.550 21.886
2500000
2000000 14.415 15.410

14.110
13.827

1500000

1000000

500000
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T

4.633
063.245  1RMD ar.

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: BM048066.D\data.ms

2500000
24.385
2000000 24.18

1500000

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_M\Data\BM101424\
Data File : BM@48066.D

Acqg On : 15 Oct 2024 18:27
Operator : RC/JU

Sample : P4350-06

Misc

ALS vial : 7 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 3
R.T. EstConc Area Relative to ISTD R.T.

15.774 3.35 ng/ul 486033  Acenaphthene-d10 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 94
5 Benzophenone 182 C13H1e0 000119-61-9 91

Abundance Scan 2174 (15.774 min): BM048066.D\data.ms (-2168) (- m/z 105.05 100.00%

105.1
77.0
182.1
5000
51.0 —— —
15.50 16.00
152.1
Obrr et e 2200 T 2071 sz 77.05  62.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 1 ——
15.50 16.00
51.0 m/z 182.10  52.82%
\\‘\\\\‘\\‘\\‘\\\M“‘\\\\‘\‘\\\112\\7.\()\‘]\-\5%\.(‘)\\\\‘H\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
e 7
77.0 182.0 15.50 16.00
5000 m/z 51.05 21.34%
51.0
270 | | 12701920
R R R R e e RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56926: Benzophenone P =
105.0 15.50 16.00
m/z 106.10 8.30%
5000 77.0 182.0
51.0
270 I | 127.0 152.0 I A
R B L R R e AR LR e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101424\
Data File : BM@48066.D

Acqg On : 15 Oct 2024 18:27
Operator : RC/JU

Sample : P4350-06

Misc

ALS vial : 7 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 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.056 8.83 ng/ul 1478090  Phenanthrene-d10 17.162
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 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2562 (18.056 min): BM048066.D\data.ms (-2556) (-  m/z 73.05 100.00%
73.0

5000 129.1 JL
213.2 : ‘
‘ 171.2 ‘ 2563 18.00 |
36 AL L L LLL L L8418 nyz 43,05 82.03%
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 — ‘
129.0 18.00
213.0 m/z 60.05 81.50%
171.0
bt L L ‘\‘ I
m/z--> 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add
T T
18.00
5000 129.0 ITI/Z 57.05 66.64%
171.0 213.0 256.0
HHM‘ m\h”w u‘\ ] \ ‘ “‘ \““\H“\HH‘HH“
m/z--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid — ‘
73.0 18.00
m/z 41.05 64.24%
129.0 256.0
5000
213.0
H\L ‘uh‘w\‘\m‘\“”” HH“HH‘HH“ —
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\BM101424\
Data File : BM@48066.D

Acqg On : 15 Oct 2024 18:27
Operator : RC/JU

Sample : P4350-06

Misc

ALS vial : 7 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.327 2.96 ng/ul 546947  Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2778 (19.327 min): BM048066.D\data.ms (-2774) (-  m/z 73.10 100.00%

7'1
5000 129.1
185.2 241.3 7 1T
” 2653 19.00 19.50
- | 3960 415 nmyz 43.10 92.10%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
50007 28. 284.0 T CT
185.0 19.00 19.50
L m/z 60.85 74.04%
IM’Z P“‘HM““““‘W“
miz--> 0 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
P T
19.00 19.50
5000 129.0 m/z 57.10  71.69%
29. ‘ 1850 284.0
"\“H‘u‘\W‘u‘u“\u‘u‘\m | . H\‘H\‘ ‘L‘H““‘HH‘HH‘H
miz--> 0 50 100 150 200 250 300 350 400
Abundance #179090: Octadecanoic acid — —
43.0 19.00 19.50
m/z 55.10 68.90%
5000
1290 284.0
185.0 '
AL T e
m/z--> 0 5 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101424\
Data File : BM@48066.D

Acqg On : 15 Oct 2024 18:27
Operator : RC/JU

Sample : P4350-06

Misc

ALS vial : 7 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 4 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.062 3.61 ng/ul 666804  Chrysene-di12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
4 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3073 (21.062 min): BM048066.D\data.ms (-3069) (- m/z 57.10 100.00%

57.1
5000
5.2 207.1 N
2 7
oAb b 280 A e m/z 43.10  84.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ‘
21.00
F50 m/z 55.10 78.81%
' 252.0
HJ‘\\‘H\“\J‘\“\‘\!%“\‘H\‘H‘H‘\H\‘HH‘H\.\‘\H\‘HH‘\\\\‘\\\\‘\?ﬂ‘g\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
T \
21.00
5000 ITI/Z 83.05 76.70%
%5.0
UYLV OIS ™Y S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester T ‘
57.0 21.00
m/z 97.10 69.05%
5000
5.0
252.0
.. 720 a0 )
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\BM101424\
Data File : BM0@48066.D

Acqg On : 15 Oct 2024 18:27
Operator : RC/JU

Sample : P4350-06

Misc

ALS vial : 7 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 15.774 3.4 ng/ul 486033 3 14.416 2903740 20.0
n-Hexadecanoic ... 18.056 8.8 ng/ul 1478090 4 17.162 3348730 20.0
Octadecanoic acid  19.327 3.0 ng/ul 546947 5 21.386 3692440 20.0
Pentadecafluoro... 21.062 3.6 ng/ul 666804 5 21.386 3692440 20.0
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