LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48276.D

Acqg On : 29 Oct 2024 05:04
Operator : RC/JU

Sample : P4529-18

Misc :

ALS Vvial : 30 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@48276.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 42 rVB 50483 69957 1.96% ©.152%
2 3.587 99 102 125 rBV 526003 814109 22.84% 1.768%
3 3.91e 153 157 162 rVB2 14318 21388 0.60% 0.046%
4 4.840 311 315 321 rVB2 22026 36801 1.03% ©0.080%
5 6.075 520 525 529 rBV4 8134 12944 0.36% 0.028%
6 6.746 634 639 640 rBV5 3007 3834 0.11% ©0.008%
7 6.893 656 664 680 rBV 617586 1087922 30.52% 2.362%
8 7.051 685 691 705 rVB 584752 926820 26.00% 2.012%
9 7.251 718 725 737 rBV 686817 1115190 31.28% 2.421%
10 7.716 795 804 814 rBV 794818 1301845 36.52% 2.827%
11 7.787 814 816 820 rVB5 5591 7875 0.22% 0.017%
12 7.963 843 846 856 rvVB8 6592 15736 0.44% 0.034%
13 8.434 919 926 944 rBvV 786796 1388238 38.94% 3.014%
14 8.875 993 1001 1011 rBV 638127 1085071 30.44%  2.356%
15 8.940 1011 1012 1017 rVB5 4054 5357 ©0.15% 0.012%
16 9.298 1068 1073 1078 rVB4 15539 23682 0.66% 0.051%
17  9.445 1094 1098 1106 rBv2 31133 53039 1.49% 0.115%
18 9.592 1116 1123 1131 rBV 509415 880084 24.69% 1.911%
19 9.710 1142 1143 1150 rVB5 6294 7818 0.22% 0.017%
20 9.781 1153 1155 1158 rVB4 3571 3926 0.11% 0.009%
21  9.892 1171 1174 1177 rBV5S 2783 4306 0.12% 009%

22 10.134 1208 1215 1228 rBV 724883 1348370 37.82%
23 10.504 1270 1278 1287 rBV 1159287 1954325 54.82%
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24 10.645 1295 1302 1321 rBV 683266 1398451 39.23% 037%
25 10.928 1345 1350 1352 rBV5 3004 5629 0.16% 012%
26 11.098 1373 1379 1383 rBV7 5803 13506 ©.38% 0.029%
27 11.316 1413 1416 1418 rBV4 4006 4235 0.12% ©0.009%
28 11.792 1492 1497 1502 rVB3 10327 15927 ©.45% ©0.035%
29 12.122 1546 1553 1559 rw4 9791 20348 0.57% 0.044%
30 12.357 1589 1593 1597 rBV 6120 7713 0.22% 0.017%
31 12.716 1651 1654 1658 rBV6 2990 4700 ©0.13% 0.010%
32 12.816 1667 1671 1675 rBV6 5365 8955 0.25% 0.019%
33 12.969 1695 1697 1701 rVB4 4497 6035 0.17% 0.013%
34 13.186 1729 1734 1740 rBV7 7352 13242 ©.37% 0.029%
35 13.333 1754 1759 1764 rBV9 7488 11596 ©.33% 0.025%
36 13.610 1799 1806 1811 rVB9 2517 5731 0.16% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48276.D

Acqg On : 29 Oct 2024 05:04
Operator : RC/JU

Sample : P4529-18

Misc :

ALS Vvial : 30 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 13.775 1827 1834 1843 rBV 1425451 2082741 58.42% 4.522%
38 14.051 1871 1881 1892 rBV 1726542 2549020 71.50% 5.535%
39 14.263 1914 1917 1922 rVB3 6288 9694 0.27% 0.021%
40 14.363 1927 1934 1941 rBV 1759583 2663905 74.72% 5.784%
41 14.486 1953 1955 1958 rVB4 4280 3938 0.11% 0.009%
42 14.586 1965 1972 1991 rBV 251970 660311 18.52% 1.434%
43 14.792 2000 2007 2015 rVB 12898 28960 0.81% 0.063%
44 15.169 2066 2071 2076 rBvV4 6982 13553 0.38% 0.029%
45 15.216 2076 2079 2086 rVB7 4961 8868 ©.25% 0.019%
46 15.357 2096 2103 2112 rBV 2103387 3152535 88.43% 6.845%
47 15.480 2118 2124 2136 rBV 498827 751856 21.09% 1.633%
48 15.598 2140 2144 2151 rVB8 11876 17797 0.50% 0.039%
49 15.721 2158 2165 2172 rBV 450538 646931 18.15% 1.405%
50 15.921 2193 2199 2204 rBvVv7 3601 8123 0.23% 0.018%
51 15.992 2208 2211 2214 rVB4 3269 4002 0.11% 0.009%
52 16.074 2222 2225 2227 rBvV3 3684 3746 0.11% 0.008%
53 16.133 2234 2235 2241 rVB6 3931 4663 0.13% 0.010%
54 16.286 2257 2261 2265 rVB2 19904 29816 0.84% 0.065%
55 16.521 2297 2301 2306 rVB6 5380 8716 ©0.24% 0.019%
56 16.598 2311 2314 2317 rVB4 5105 4751 0.13% 0.010%
57 16.892 2358 2364 2367 rBV5 4214 9581 0.27% 0.021%
58 17.033 2384 2388 2392 rVB7 7037 10305 0.29% 0.022%
59 17.104 2393 2400 2410 rVV 2065659 2970208 83.31% 6.449%
60 17.204 2410 2417 2429 rVV 2153155 3253480 91.26% 7.064%
61 17.310 2432 2435 2443 rVB8 24753 46981 1.32% 0.102%
62 17.398 2448 2450 2454 rVB4 4445 4531 0.13% 0.010%
63 17.504 2466 2468 2471 rVB4 4241 4438 0.12% 0.010%
64 17.663 2490 2495 2498 rBV7 4570 7874 0.22% 0.017%
65 17.774 2511 2514 2518 rBV6 3845 6651 0.19% 0.014%
66 18.004 2547 2553 2570 rBV 395817 708770 19.88%  1.539%
67 18.298 2599 2603 2611 rVB7 16449 27809 0.78% 0.060%
68 18.427 2623 2625 2628 rBV3 6403 7743  0.22% 0.017%
69 18.715 2672 2674 2678 rBVS5 5022 5337 0.15% 0.012%
70 18.862 2696 2699 2707 rVB5 33599 59740 1.68% 0.130%
71 19.062 2728 2733 2738 rBv4 30152 48097 1.35% ©0.104%
72 19.133 2741 2745 2748 rBV 32853 50387 1.41% 0.109%
73 19.280 2765 2770 2778 rBV 144120 227193 6.37% 0.493%
74 19.492 2800 2806 2819 rBV 2602277 3565061 100.00% 7.741%
75 21.009 3060 3064 3073 rBV 190404 364435 10.22% 0.791%

76 21.327 3112 3118 3129 rBV 1743027 2745004 77.00% 5.960%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48276.D

Acqg On : 29 Oct 2024 05:04
Operator : RC/JU

Sample : P4529-18

Misc

ALS Vvial : 30 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 24.068 3576 3584 3600 rVB 1169004 2932204 82.25% 6.367%
78 24.274 3611 3619 3632 rVB 1040802 2659696 74.60% 5.775%

Sum of corrected areas: 46054156
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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\
: BM048276.D

: 29 Oct 2024 ©05:04

: RC/JU

: P4529-18

: 30 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: BM048276.D\data.ms
2500000

10.504

7.716 8.434 10.134 4

7251 645
3.587 6.5985 8.875 9.592
500000
Oﬂeg 3.910 4.840 6.075 6.7 7R963 10400 2 0XRAYSB1611.792. 1223572 78

Time-->

Time-> 3.00 350 4.00 450 500 550 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: BM048276.D\data.ms
19.492
2500000
15.357 175694
2000000 21.327
14.084.363
1500000 13.775
1000000
15,
500000 A&2721 18.004 21.009 LMMA
14.586 19.28
.gemaam.ej 4.;@@4&@9253;51 54 18,8981

o
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Time-->

2000000

1000000

500000

Abundance TIC: BM048276.D\data.ms
2500000

1500000 24.068

4.274

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48276.D

Acqg On : 29 Oct 2024 05:04
Operator : RC/JU

Sample : P4529-18

Misc

ALS vial : 30 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 1 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.722 4.86 ng/ul 646931  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 90
5 Benzophenone 182 C13H1e0 000119-61-9 83
Abundance Scan 2165 (15.721 min): BM048276.D\data.ms (-2158) (- | m/z 105.10 100.00%
105.1
77.0
182.1
5000
51'0 T ‘ T T ‘ T
15.50 16.00
152.1
bbb b 2280 2281 s 77,05 62.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r— —
15.50 16.00
510 m/z 182.10  52.65%
27.0 152.0
O\\\‘\‘\\\“\\\\‘\\\M}“\\\\‘\‘\\\‘\\\\‘\\}‘\‘\\\\‘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 51.05 23.71%
51.0
O e 289080 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 8.18%
77.0
5000 182.0
51.0
0 2?'0 L il | 15?'0 |
e L e B AR RSN R —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@48276.D

Acqg On : 29 Oct 2024 05:04
Operator : RC/JU

Sample : P4529-18

Misc

ALS vial : 30 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.004 4.77 ng/ul 708770  Phenanthrene-die 17.104
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 2553 (18.004 min): BM048276.D\data.ms (-2547) (- | m/z 73.10 100.00%

73.1
5000 129.1
213.2 SR
h | 1711 ‘ 256.3 ‘ 18.00
0 A L L T 885 4305 88.e5%

%

m/z--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 — ‘
213.0 18.00
171 m/z 60.10 82.63%
O' ““ M L “\ \ \‘\ \ T \ T ‘\ LI ‘ L ‘ T
m/z--> 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add
T
18.00
5000 129.0 ITI/Z 57.05 70.71%
H‘ ‘ 171.0 213.0 256.0
o) m— ‘ Hw\h‘\ u‘\ ul \ ‘ ‘ “ \ ““\‘ , “\‘ P
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid —1 ‘
'J
43.0 256.0 18.00
m/z 55.10 68.16%
5000
129.0
2130
ol ‘\‘ \“‘M \\h”\ uu‘hm il “ “ “‘u\ “\‘ - “‘ oo R
m/z--> 5 100 150 200 250 300 350 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
BM048276.D

: 29 Oct 2024 ©05:04
: RC/JU
: P4529-18

: 30 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: 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 Dichloroacetic acid, heptad... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.009 2.66 ng/ul 364435 Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Octacosanol 410 C28H580 000557-61-9 91
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90

Abundance Scan 3064 (21.009 min): BM048276.D\data.ms (-3060) (- | m/z 57.10 100.00%
57.1
5000
111
207.1 = :
\‘ 1l | 2811 3411 4161 2190
ol L] “““““‘1??‘9‘ et A nyz 43100 91.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 e—— :
11.0 21.00
m/z 83.10 77.83%
0 ‘H“N“ui\‘“ g4 ‘\‘ 13080 2% ‘0‘ 250
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
T \
21.00
5000 m/z 55.10 77 .03%
11.0
1690
0 h‘\ | ‘ ‘\ ‘\ y - 238 02830 434.(
A ““‘,‘ R A
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #308225: Octacosanol T
57.0 21.00
m/z 97.05 64.14%
5000
ol bt LL \u |ALAJT0 2220 2020 3020 | eyl
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102824\
Data File : BM@48276.D

Acqg On : 29 Oct 2024 05:04
Operator : RC/JU

Sample : P4529-18

Misc

ALS Vvial : 30 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 15.722 4.9 ng/ul 646931 3 14.363 2663910 20.0
n-Hexadecanoic ... 18.004 4.8 ng/ul 708770 4 17.104 2970210 20.0
Dichloroacetic ... 21.009 2.7 ng/ul 364435 5 21.327 2745000 20.0
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