LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48270.D

Acqg On : 29 Oct 2024 01:08
Operator : RC/JU

Sample : P4529-12

Misc :

ALS Vvial : 24 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@48270.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 46625 57204 1.93% 0.144%
2 3.587 99 102 112 rBV 374610 562130 18.95% 1.416%
3 3.9106 154 157 163 rVB 15467 23537 0.79% 0.059%
4 4.075 182 185 190 rBV7 3717 7572 0.26% 0.019%
5 4.140 192 196 200 rVB6 4706 7235 0.24% 0.018%
6 4.293 219 222 224 rVB3 5047 5328 0.18% 0.013%
7 4.410 241 242 244 rVB2 6317 3015 ©0.10% ©0.008%
8 4.469 248 252 257 rVB4 10709 15703 0.53% 0.040%
9 4,522 257 261 263 rBV3 7776 9189 0.31% 0.023%
10 4.746 295 299 300 rBv4 3697 4418 0.15% 0.011%
11  4.899 321 325 328 rVBS 6471 10093 0.34% 0.025%
12 5.104 359 360 364 rVB4 2939 3191 0.11% 0.008%
13 5.528 425 432 436 rBV 34801 57797 1.95% 0.146%
14 5.751 461 470 473 rBV7 11685 21115 ©0.71% 0.053%
15 5.851 482 487 494 rVB5 11716 19846 0.67% 0.050%
16 6.069 519 524 529 rBV 109107 169344 5.71% 0.426%
17 6.11@ 529 531 537 rVB5 18852 28333 0.96% 0.071%
18 6.240 549 553 558 rBV5 7776 13943 0.47% 0.035%
19 6.293 558 562 563 rBv2 20472 22892 0.77% 0.058%
20  6.475 590 593 596 rBv4 6009 8924 0.30% 0.022%
21 6.528 597 602 606 rVvW 51085 78224  2.64% 0.197%
22 6.575 606 610 617 rVB2 66076 101097 3.41% 0.255%
23  6.663 619 625 628 rBVv6 10827 17840 0.60% 0.045%
24 6.898 655 665 679 rBV 535465 961009 32.40%  2.420%
25 7.051 685 691 706 rBV 495952 788481 26.58%  1.986%
26 7.251 719 725 736 rBV 590570 972928 32.80% 2.450%
27 7.716 796 804 813 rBV 722581 1200065 40.45% 3.022%
28 8.369 911 915 916 rBV3 3929 3965 0.13% 0.010%
29 8.434 919 926 943 rVV 692874 1176595 39.66% 2.963%
30 8.645 961 962 968 rVB4 3560 4982 0.17% 0.013%
31 8.875 994 1001 1013 rBV 528367 912696 30.77%  2.298%
32 9.045 1025 1030 1034 rBV7 3033 4870 0.16% 0.012%
33 9.298 1068 1073 1081 rBV3 11781 20972 0.71% 0.053%
34 9.445 1092 1098 1107 rBV 29373 57905 1.95% 0.146%
35 9.598 1117 1124 1130 rBV 419334 721942 24.34%  1.818%
36 9.651 1130 1133 1139 rVB3 23444 42947 1.45% 0.108%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48270.D

Acqg On : 29 Oct 2024 01:08
Operator : RC/JU

Sample : P4529-12

Misc :

ALS Vvial : 24 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 10.139 1209 1216 1239 rBV 599991 1154859 38.93% 2.908%
38 10.504 1271 1278 1288 rBV 1000839 1722884 58.08% 4.339%
39 10.575 1288 1290 1294 rVB4 4552 5062 0.17% 0.013%
40 10.651 1296 1303 1323 rBV 510266 1111508 37.47% 2.799%
41 10.951 1350 1354 1358 rVB4 2435 3779 0.13% 0.010%
42 11.022 1361 1366 1369 rVB6 2420 3465 0.12% 0.009%
43 11.092 1373 1378 1379 rBV5 5040 6805 0.23% 0.017%
44 11.792 1492 1497 1504 rVB4 6786 11021 0.37% 0.028%
45 11.939 1517 1522 1526 rBV6 2194 3675 0.12% 0.009%
46 12.122 1548 1553 1562 rVV5 8594 19274 0.65% 0.049%
47 12.727 1651 1656 1660 rBvV7 5417 8662 0.29% 0.022%
48 12.822 1668 1672 1676 rVB5 4262 5837 ©0.20% 0.015%
49 12.980 1692 1699 1701 rBV6 2791 4675 0.16% 0.012%
50 13.192 1731 1735 1740 rBV5 6499 10392 0.35% 0.026%
51 13.333 1754 1759 1763 rBV5 3734 6335 0.21% 0.016%
52 13.774 1828 1834 1850 rBV 1179042 1708570 57.60% 4.303%
53 14.051 1873 1881 1892 rBV 1371345 2090855 70.48% 5.266%
54 14.268 1912 1918 1924 rVB5 7283 12953 0.44% 0.033%
55 14.363 1927 1934 1945 rBV 1494281 2209521 74.48% 5.564%
56 14.586 1966 1972 1991 rBV2 198745 544517 18.36% 1.371%
57 14.710 1991 1993 1998 rVB6 7099 10087 ©0.34% 0.025%
58 14.792 2004 2007 2016 rVvB9 9349 18116 0.61% 0.046%
59 15.168 2066 2071 2075 rVB3 5793 9077 0.31% 0.023%
60 15.210 2075 2078 2083 rVB7 4490 6629 0.22% 0.017%
61 15.357 2096 2103 2119 rBV 1681576 2585992 87.18% 6.512%
62 15.480 2119 2124 2140 rVV 402463 650833 21.94% 1.639%
63 15.598 2140 2144 2153 rVV9 11020 22423 0.76% 0.056%
64 15.668 2153 2156 2158 rVV4 2332 3090 0.10% ©0.008%
65 15.721 2158 2165 2172 rVW 496573 677140 22.83% 1.705%
66 15.774 2172 2174 2182 rVB6 8712 11874 0.40% 0.030%
67 15.986 2206 2210 2214 rBV7 3158 5849 0.20% 0.015%
68 16.074 2223 2225 2233 rVBS8 3385 5823 0.20% 0.015%
69 16.280 2257 2260 2266 rVB3 8972 14131 0.48% 0.036%
70 16.874 2357 2361 2362 rBv4 4239 4626 0.16% 0.012%
71 16.898 2362 2365 2367 rVV4 5114 6313 0.21% 0.016%
72 16.921 2367 2369 2373 rVB5 2291 3267 0.11% 0.008%
73 17.039 2383 2389 2391 rBV6 4106 7620 0.26% 0.019%
74 17.104 2393 2400 2410 rVV 1756228 2401178 80.95% 6.047%
75 17.204 2410 2417 2430 rVV 1723650 2632383 88.74% 6.629%
76 17.309 2434 2435 2445 rVB8 12860 19765 0.67% 0.050%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48270.D

Acqg On : 29 Oct 2024 01:08
Operator : RC/JU

Sample : P4529-12

Misc

ALS Vvial : 24 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 17.886 2529 2533 2534 rBV4 3279 4312 0.15% 0.011%
78 17.998 2547 2552 2562 rBV 233997 391777 13.21% ©.987%
79 18.298 2600 2603 2608 rBV6 11407 15113 ©.51% ©0.038%
80 18.856 2693 2698 2701 rVB5 9888 16380 0.55% 0.041%
81 18.927 2708 2710 2712 rBV3 4755 4215 0.14% 0.011%
82 19.056 2729 2732 2736 rBV4 22566 29964 1.01% 0.075%
83 19.133 2741 2745 2748 rBV 28511 38876 1.31% 0.098%
84 19.280 2766 2770 2777 rBV4 65130 95922  3.23% 0.242%
85 19.492 2800 2806 2813 rBV 2123862 2966429 100.00% 7.471%
86 21.009 3060 3064 3075 rBV3 177207 349979 11.80% ©0.881%
87 21.233 3099 3102 3109 rVB2 48758 65554  2.21% ©0.165%
88 21.327 3112 3118 3129 rBV 1582379 2483487 83.72% 6.254%
89 24.068 3576 3584 3599 rVB 1126417 2775992 93.58% 6.991%
90 24.274 3611 3619 3636 rVB 998622 2612277 88.06% 6.579%

Sum of corrected areas: 39708469
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48270.D

Acqg On : 29 Oct 2024 01:08
Operator : RC/JU

Sample : P4529-12

Misc

ALS Vvial : 24 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

Abundance TIC: BM048270.D\data.ms

2000000

1500000
1000000 10.504
7716 g.434

7.251 10.139
9.598
.64 o%@gﬁng 117998922 1273

500000

0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM048270.D\data.ms

19.492
2000000
17. 21.327
15.357 17964
14.363
1500000 14.051
13.774
1000000
15.721

500000 15.480 21.009
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Abundance TIC: BM048270.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48270.D

Acqg On : 29 Oct 2024 01:08
Operator : RC/JU

Sample : P4529-12

Misc

ALS Vvial : 24 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 6.13 ng/ul 677140  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 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 93
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2165 (15.721 min): BM048270.D\data.ms (-2158) (- | m/z 105.10 100.00%
105.1
77.0
182.1
5000
51‘1 T ‘ T T ‘ T
15.50 16.00
152.1
bl L 228250 L 2071 myz 77.05  65.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —— —
15.50 16.00
510 m/z 182.10  53.92%
0 ZZ.O ‘ | 152.0 L
\\\‘\\\\“\\\\‘\\\H\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone
105.0
—— —
770 182.0 15.50 16.00
5000 ’ ' m/z 51.10 24.78%
51.0
O e 2890280 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone = —
105.0 15.50 16.00
m/z 181.10 8.16%
77.0
5000 182.0
51.0
0 27'0 L Al | 15?'0 |
e B B R SN R —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\

Data File : BM@48270.D

Acqg On : 29 Oct 2024
Operator : RC/JU
Sample : P4529-12
Misc

01:08

ALS Vvial : 24 Sample Multiplier: 1

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

Quant Title

TIC Library

: SVOA CALIBRATION

: 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 2

R.T. EstConc Area Relative to ISTD R.T.
17.998 3.26 ng/ul 391777  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 n-Hexadecanoic acid
3 n-Hexadecanoic acid
4 Tetradecanoic acid
5 Tridecanoic acid

256 C16H3202
256 C16H3202
256 C16H3202
228 C14H2802
214 C13H2602

000057-10-3 99
000057-10-3 98
000057-10-3 98
000544-63-8 94
000638-53-9 92

Abundance Scan 2552 (17.998 min): BM048270.D\data.ms (-2547) (-

m/z 73.10 100.00%

i

18.00

m/z 43.05 90.40%

-

18.00

m/z 60.10  85.13%

—

18.00

m/z 55.10 69.02%

[

18.00

m/z 57.05 67.05%

m/z--> 50 100

43.0 73.1
5000
129.1
213.3
Ll T e
0L | MH\HM mm\mu‘_ _
m/z--> 50 150 200 250
Abundance #143510.n-Hexadecanom:add
60.0
5000 129.0
1710 213.0 256.0
OH‘{M‘ m\hH\ ‘H‘\ m‘ \\\‘\‘[ “w‘\““\““
m/z--> 50 150 200 250
Abundance #143509.n—Hexadecanok:add
43.0 73.0
5000 256.0
129.0
213.0
LA, B
0— “‘ H‘Mu H“‘ N uh“‘ 1‘”“\”1 oy “ “ ‘\‘u b \‘ —
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000
129.0
213.0
‘ M ‘ 171.0 ‘
0l i ‘HH M“ ) “whh“\ ‘1““‘w““1 ol “ ‘ ‘ wl b ‘

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@48270.D

Acqg On : 29 Oct 2024 01:08
Operator : RC/JU

Sample : P4529-12

Misc

ALS Vvial : 24 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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.009 2.82 ng/ul 349979  Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3064 (21.009 min): BM048270.D\data.ms (-3060) (- | m/z 57.10 100.00%
37.1
- L\J\Jg
T \
9.2 21.00
283.1 :
0 Ihh,“lge.slns.zwg.l m/z 43.05 98.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 — :
21.00
5.0 m/z 55.05 81.42%
O ‘\J\lL\\1‘\\\‘L‘\“l\‘\\\‘%??‘.9H‘HH‘HH‘HH‘HH‘\H\‘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
N \
21.00
5000 m/z 83.10 75.10%
5.0
ol L h o 2220 3600 648,
i e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #336402: 17-Pentatriacontene ! = ‘
43.0 21.00
m/z 97.10 72.20%
5000
1.0
0 ‘ 1] l |,182.0 267.0 490.0 Ll W\mﬂ]ﬂ;\m
i M A e e e e e e e e e e AR
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@48270.D

Acqg On : 29 Oct 2024 01:08
Operator : RC/JU

Sample : P4529-12

Misc

ALS Vvial : 24 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 6.1 ng/ul 677140 3 14.363 2209520 20.0
n-Hexadecanoic ... 17.998 3.3 ng/ul 391777 4 17.104 2401180 20.0
Dichloroacetic ... 21.009 2.8 ng/ul 349979 5 21.327 2483490 20.0
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