LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48267.D

Acqg On : 28 Oct 2024 23:10
Operator : RC/JU

Sample : P4529-08

Misc :

ALS Vvial : 21  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-BM102624.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48267.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.169 27 31 38 rVB 47676 57843 1.75% 0.142%
2 3.587 98 102 112 rBV 447108 647693 19.61% 1.594%
3 3.910e 154 157 161 rVB3 11304 15126 0.46% 0.037%
4 4.469 248 252 258 rBV3 11145 14458 0.44% 0.036%
5 4.516 258 260 263 rvB3 5158 4973 0.15% 0.012%
6 4.893 320 324 330 rBVS8 7385 12086 0.37% 0.030%
7 5.010 343 344 351 rVB7 1907 3547 0.11% 0.009%
8 5.528 427 432 446 rVB2 36277 69204 2.09% 0.170%
9 5.746 464 469 472 rBv4 11351 15703 0.48% 0.039%
106 5.857 482 488 492 rVB3 12031 18666 ©.57% 0.046%
11 5.934 499 501 505 rBV5S 3009 4421 0.13% 0.011%
12 6.004 510 513 518 rWw7 3465 5970 0.18% 0.015%
13 6.069 518 524 529 rVW 108601 166765 5.05% 0.410%
14 6.110 529 531 537 rVB4 18786 28345 0.86% 0.070%
15 6.246 550 554 557 rVB6 5806 7979 0.24% 0.020%
16 6.293 557 562 563 rBV2 20068 25303 0.77% 0.062%
17 6.475 589 593 596 rBV3 6922 10447 0.32% 0.026%
18 6.528 596 602 606 rvv 48681 79332  2.40% 0.195%
19 6.575 606 610 617 rvVv 67113 97261 2.94% 0.239%
20 6.657 617 624 630 rVB6 10584 18773 ©.57% 0.046%
21 6.893 655 664 678 rBV 525422 955070 28.91%  2.350%
22 7.051 684 691 700 rBvV 505995 797547 24.14% 1.962%
23 7.251 718 725 737 rBV 604148 988898 29.93% 2.433%
24 7.404 749 751 756 rVB5S 4546 6935 0.21% 0.017%
25 7.716 798 804 813 rBV 711443 1179504 35.70% @ 2.902%
26 7.910 836 837 841 rBv4 3133 3330 0.10% ©0.008%
27 7.975 847 848 852 rVB4 3673 3594 0.11% 0.009%
28 8.369 913 915 919 rBvV4 2979 3328 0.10% ©0.008%
29 8.434 919 926 938 rBV 678176 1158300 35.06% 2.850%
30 8.875 993 1001 1012 rBV 540473 937406 28.38% 2.307%
31 9.304 1069 1074 1080 rBV 11939 18930 0.57% 0.047%
32 9.445 1094 1098 1105 rBV 31261 56245 1.70% 0.138%
33 9.598 1117 1124 1130 rBV 422837 731677 22.15% 1.800%
34 9.651 1130 1133 1140 rVV2 26389 49796 1.51% ©0.123%
35 9.710 1141 1143 1149 rVB4 5275 6554 ©0.20% 0.016%

36 10.139 1209 1216 1240 rBV 608229 1152873 34.90% 2.837%

SFAM-EPA-BM102624.MA.M Tue Oct 29 08:44:53 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48267.D

Acqg On : 28 Oct 2024 23:10
Operator : RC/JU

Sample : P4529-08

Misc :

ALS Vvial : 21  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-BM102624.MA.M
Title : SVOA CALIBRATION
37 10.510 1271 1279 1287 rBV 990278 1684527 50.99% 4.145%
38 10.651 1294 1303 1321 rBV 513114 1121078 33.94% 2.759%
39 10.839 1333 1335 1341 rVB6 3945 5031 0.15% 0.012%
40 11.092 1374 1378 1382 rBV7 5397 10645 0.32% 0.026%
41 11.792 1493 1497 1503 rVB4 7143 9945 0.30% 0.024%
42 11.951 1522 1524 1529 rVB4 2741 3333 0.10% 0.008%
43 12.128 1547 1554 1558 rBV3 10005 17843 0.54% 0.044%
44 12.351 1588 1592 1593 rBV4 3076 3797 0.11% 0.009%
45 12.722 1651 1655 1659 rBvV6 3192 5502 0.17% 0.014%
46 12.816 1667 1671 1675 rBV5 3770 6527 0.20% 0.016%
47 12.975 1695 1698 1705 rVB6 4054 6943 0.21% 0.017%
48 13.11@ 1717 1721 1726 rBV5 2413 4960 0.15% 0.012%
49 13.192 1726 1735 1740 rBV5 10946 20282 0.61% 0.050%
50 13.333 1754 1759 1762 rBV5 2613 4057 0.12% 0.010%
51 13.774 1827 1834 1845 rBV 1172095 1686383 51.05% 4.150%
52 13.898 1853 1855 1860 rVB6 3034 3460 0.10% 0.009%
53 14.051 1871 1881 1892 rBV 1336104 2084175 63.09% 5.128%
54 14.269 1911 1918 1924 rVB5 7775 12544 0.38% 0.031%
55 14.363 1924 1934 1944 rBV 1481112 2187156 66.21% 5.382%
56 14.492 1953 1956 1960 rVB6 2606 3432 0.10% ©0.008%
57 14.592 1967 1973 1991 rBV2 143495 420068 12.72% 1.034%
58 15.163 2067 2070 2075 rBV4 6127 10771 0.33% 0.027%
59 15.221 2076 2080 2085 rVB6 4795 8224 0.25% 0.020%
60 15.357 2096 2103 2116 rBV 1701876 2570763 77.82% 6.326%
61 15.480 2118 2124 2141 rVV 331964 547918 16.59%  1.348%
62 15.598 2141 2144 2150 rVB7 9727 15577 0.47% 0.038%
63 15.721 2159 2165 2181 rBV 571339 811249 24.56% 1.996%
64 15.921 2195 2199 2203 rVB6 2946 3616 ©0.11% 0.009%
65 15.986 2208 2210 2215 rVB5 2900 4019 0.12% 0.010%
66 16.074 2222 2225 2228 rBV5 3564 5845 0.18% 0.014%
67 16.204 2243 2247 2250 rBV5S 2685 3373 0.10% ©0.008%
68 16.286 2257 2261 2267 rVB2 15072 21197 0.64% 0.052%
69 16.386 2275 2278 2280 rBV4 2882 3437 0.10% 0.008%
70 16.763 2338 2342 2344 rBV4 3583 3838 0.12% 0.009%
71 16.892 2361 2364 2367 rBV5 3126 4492 0.14% 0.011%
72 17.104 2393 2400 2410 rBV 1697284 2487745 75.31% 6.121%
73 17.204 2410 2417 2430 rVV 1738103 2665505 80.69% 6.559%
74 17.998 2547 2552 2561 rBV 200177 308744 9.35% 0.760%
75 18.180 2581 2583 2588 rVB6 6118 8803 0.27% 0.022%
76 18.304 2599 2604 2608 rBV6 12577 21718 0.66% 0.053%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48267.D

Acqg On : 28 Oct 2024 23:10
Operator : RC/JU

Sample : P4529-08

Misc

ALS Vvial : 21  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-BM102624.MA.M
Title : SVOA CALIBRATION

77 18.427 2623 2625 2627 rBV3 4138 4421 0.13% 0.011%
78 18.851 2694 2697 2701 rVB3 14720 17005 0.51% 0.042%
79 19.062 2727 2733 2738 rBv4 25911 44306 1.34% 0.109%
80 19.133 2741 2745 2747 rVV2 29178 40744 1.23% 0.100%
81 19.162 2747 2750 2760 rVB 36082 59613 1.80% 0.147%
82 19.280 2766 2770 2776 rBV4 48834 70969 2.15% 0.175%
83 19.492 2800 2806 2821 rBV 2263284 3303485 100.00%  8.129%
84 20.492 2974 2976 2980 rVB2 29997 27142 0.82% 0.067%
85 21.009 3060 3064 3073 rBvV2 181565 349851 10.59% 0.861%
86 21.327 3112 3118 3130 rBV2 1753631 2732416 82.71% 6.723%
87 24.068 3577 3584 3600 rVB 1243636 3040576 92.04% 7.482%

88 24.274 3611 3619 3632 rVB 1117277 2787571 84.38% 6.859%

Sum of corrected areas: 40640503
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
. BM048267.D

: 28 Oct 2024 23:10

: RC/JU

: P4529-08

: 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.MA.M
Quant Title : SVOA CALIBRATION

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

2000000

1500000

1000000

Abundance TIC: BM048267.D\data.ms

10.510

8.434

716
1251 10.139
6.8985 8.875 651
500000 3.587 9.598
3.169 , 6.06 ZE
o . /054, . 587 .404 |{rroa158. QA l\qmgogz 11]]995128351228

Time-> 3.00 350 4.00 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11. 50 12.00 12.50
Abundance TIC: BM048267.D\data.ms
19.492
2000000 21.327
15.357 134694
1500000 14.363
14.051
13.774
1000000
15.721
500000 b 4g 21.009 LMN
14.592 17.998 20.492
NOFEBOZ33 13.8984.2@102  1EBIBALE.5 208666136 2 ampw A8 s0B8ES ?
L e e e e EEARE . =
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: BM048267.D\data.ms
2000000
24.068
1500000 4.274
1000000
500000
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ 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\BM102824\
Data File : BM@48267.D

Acqg On : 28 Oct 2024 23:10
Operator : RC/JU

Sample : P4529-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.721 7.42 ng/ul 811249  Acenaphthene-di10 14.363
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 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2165 (15.721 min): BM048267.D\data.ms (-2159) (- | m/z 105.10 100.00%
105.1
182.1
5000
51.0 — —
15.50 16.00
S T | 281 P
O'rrrprrrrprtrprrtlerre e e e e e e e e m/z 77.05 63.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000 —— ——
15.50 16.00
51.0 m/z 182.10  53.65%
by 1920
OH\‘HH“HH‘\H‘\‘HH‘\H’HH‘\H‘\‘H\\‘\\H‘HH’HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone
105.0
—— —
15.50 16.00
5000 1820 m/z 51.05 24 .59%
51.0
o180 | | 1820
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone — —
105.0 15.50 16.00
m/z 181.10 8.71%
182.0
5000
51.0
‘ ‘ ‘ 152.0 ‘
O el 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\BM102824\
Data File : BM@48267.D

Acqg On : 28 Oct 2024 23:10
Operator : RC/JU

Sample : P4529-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.998 2.48 ng/ul 308744  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2552 (17.998 min): BM048267.D\data.ms (-2547) (- | m/z 73.10 100.00%
43.0 73.1
5000
129.1 %MMMWmWWA\vMWWWVW
e
H 1712 ‘ 256.1 18.00
N Al i NI W BV m/z 43.05  90.70%
miz-> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T
129.0 18.00
m/z 60.10  85.83%
ob— “‘ W‘M‘u H“ HM‘ uhH \H‘\ ul ‘m ‘ ‘ ‘\‘u T | \‘ S
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
—=
18.00
5000 129.0 m/Z 55.05 74 .18%
97.0 1710 2130 256.0
oLb—— ‘“‘ U!‘ i ‘\ Mh”\ ‘H‘\ ul ‘ “ ‘ - \‘ ““ I “\‘ ,
miz--> 50 150 200 250
Abundance #143508.n—Hexadecanok:add pecty
3 2
43.0 73.0 256.0 18.00
m/z 41.05 67.93%
5000
129.0
213.0
‘ H ‘ 171.0 ‘
0l i ‘H f M“ \‘H‘\‘w‘\hh“\ \M Ll g, | “ “ “‘u\‘ - ‘ “ -
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48267.D

Acqg On : 28 Oct 2024 23:10
Operator : RC/JU

Sample : P4529-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.009 2.56 ng/ul 349851 Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90

Abundance Scan 3064 (21.009 min): BM048267.D\data.ms (-3060) (- | m/z 57.05 100.00%
57.0
5000 t
T \
‘ ‘FS.l 207.1 a1 21.00
ob bbb L 3928 4312 7 43.05  84.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 —— :
21.00
%50 m/z 55.10  70.48%
OHJ\ “HT‘J\‘}\w\\j\“\‘H\‘%2\3\?‘.\()\\\‘H\\‘\\\\‘4\\3\4\.‘(\)\H‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
T \
21.00
5000 m/z 83.05 64.52%
5.0
ob LU h o 2220 3600 648,
A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #275085: Octadecy! trifluoroacetate Pl ‘
57.0 21.00
m/z 97.10 62.15%
5000
5.0
0 | J“ \J s 224'q 2970
A et e e e e
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\BM102824\
Data File : BM@48267.D

Acqg On : 28 Oct 2024 23:10
Operator : RC/JU

Sample : P4529-08

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM102624.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 15.721 7.4 ng/ul 811249 3 14.363 2187160 20.0
n-Hexadecanoic ... 17.998 2.5 ng/ul 308744 4 17.104 2487750 20.0
Heptadecyl hept... 21.009 2.6 ng/ul 349851 5 21.327 2732420 20.0
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