LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44372.D

Acqg On : 27 Feb 2024 18:20
Operator : MA/JU

Sample : P1469-07

Misc :

ALS Vvial : 52 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-BM022324.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BM@44372.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.363 44 47 54 rVB 79869 94339 1.42% 0.136%
2 3.781 114 118 135 rBV 951002 1490387 22.43% 2.154%
3 4.104 170 173 178 rVB3 16345 22577 0.34% 0.033%
4 7.104 676 683 695 rBV 1155099 1858831 27.98% 2.687%
5 7.281 707 713 726 rBV 1007919 1563229 23.53% 2.259%

6 7.463 737 744 757 rBV 1148773 1813854 27.30%
7 7.940 817 825 832 rBV 720792 1151973 17.34%
8 8.651 938 946 957 rBV 1403557 2257875 33.99%
9 9.110 1014 1024 1034 rBV 1110066 1830266 27.55%

9.275 1047 1052 1056 rBV6 9666 14578 0.22%
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11  9.498 1087 1090 1096 rVB4 8390 13949 0.21%
12 9.828 1139 1146 1165 rBV 890685 1535351 23.11%
13 10.363 1229 1237 1250 rBV 1390911 2334562 35.14%
14 10.745 1294 1302 1313 rVB 998215 1689521 25.43%
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15 10.892 1313 1327 1351 rBV 1355507 2492570 37.52% 602%
16 12.333 1564 1572 1578 rBV2 27031 49359 0.74% 0.071%
17 13.192 1715 1718 1723 rVB7 3714 6895 0.10% ©0.010%
18 13.410 1752 1755 1760 rVB5 9043 12451 0.19% ©0.018%
19 13.486 1763 1768 1774 rBV2 52145 86171 1.30% 0.125%
20 13.557 1776 1780 1786 rVB7 8247 14853 0.22% 0.021%

21 14.004 1848 1856 1871 rBV 2560167 3560372 53.59%
22 14.274 1893 1902 1916 rBV 3049808 4515307 67.96%
23 14.486 1934 1938 1942 rVB6 5498 6707 0.10%
24 14.580 1946 1954 1963 rBV 1476670 2145046 32.29%
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25 14.786 1982 1989 2020 rBV 827707 1709792 25.74% 471%
26 14.998 2022 2025 2026 rBV3 7758 8005 0.12% 012%
27 15.439 2095 2100 2102 rBV5 6633 7368 0.11% 011%

28 15.574 2115 2123 2136 rBV 3842606 5529043 83.22%
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29 15.698 2138 2144 2157 rVV 1066064 1480174 22.28% 139%
30 15.810 2160 2163 2174 rVB4 19868 39569 0.60% 057%
31 16.298 2243 2246 2250 rBV5 7641 15285 0.23% 0.022%
32 16.363 2253 2257 2263 rVB6 12980 21515 0.32% 0.031%
33 16.733 2317 2320 2324 rBVv4 11733 16097 0.24% 0.023%
34 16.874 2341 2344 2351 rBV7 7423 12148 ©.18% ©0.018%
35 17.004 2361 2366 2371 rVB9S 8726 12877 ©.19% 0.019%
36 17.098 2377 2382 2386 rBv4 11718 20276 0.31% 0.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44372.D

Acqg On : 27 Feb 2024 18:20
Operator : MA/JU

Sample : P1469-07

Misc :

ALS Vvial : 52 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-BM022324.MA.M
Title : SVOA CALIBRATION
37 17.145 2386 2390 2395 rVB5 10759 18990 0.29% 0.027%
38 17.333 2415 2422 2428 rBV 1632576 2433097 36.62% 3.516%
39 17.427 2432 2438 2449 rVV 3854363 5680510 85.50% 8.210%
40 17.533 2449 2456 2461 rVV7 28916 67770 1.02% 0.098%
41 17.692 2481 2483 2485 rBV3 5640 6733 0.10% 0.010%
42 17.845 2505 2509 2513 rBV6 11078 15790 0.24% 0.023%
43 18.021 2536 2539 2544 rVB5 10493 13027 0.20% 0.019%
44 18.109 2551 2554 2558 rBV6 5956 7194 0.11% 0.010%
45 18.245 2571 2577 2588 rBV 504489 780888 11.75% 1.129%
46 18.539 2623 2627 2629 rBV4 16905 23627 0.36% 0.034%
47 18.568 2629 2632 2635 rVB3 17565 24847 0.37% 0.036%
48 18.674 2647 2650 2655 rVB6 15488 15501 0.23% 0.022%
49 18.721 2655 2658 2664 rVB6 10102 16485 0.25% 0.024%
50 18.909 2686 2690 2694 rBV7 11816 16890 0.25% 0.024%
51 19.109 2720 2724 2727 rBV3 18981 30155 0.45% 0.044%
52 19.168 2732 2734 2739 rVB4 15710 21154 0.32% 0.031%
53 19.292 2750 2755 2760 rBV 57170 77320 1.16% 0.112%
54 19.362 2763 2767 2771 rW 50491 75583 1.14% 0.109%
55 19.403 2771 2774 2778 rVB5 16646 21356 0.32% 0.031%
56 19.521 2790 2794 2801 rBV 155841 212366 3.20% 0.307%
57 19.680 2818 2821 2823 rBV4 17620 17187 ©0.26% 0.025%
58 19.727 2823 2829 2837 rVV 4873054 6643685 100.00% 9.602%
59 19.792 2838 2840 2844 rVB5 15899 16355 0.25% 0.024%
60 20.292 2923 2925 2930 rVB3 33613 39151 ©.59% 0.057%
61 20.792 3007 3010 3014 rBV 46339 49336 0.74% 0.071%
62 21.256 3085 3089 3099 rBV 581083 920454 13.85% 1.330%
63 21.527 3130 3135 3143 rBV2 1848612 2500941 37.64% 3.615%
64 21.709 3164 3166 3171 rVB2 72435 84321 1.27% ©0.122%
65 22.180 3244 3246 3260 rVB3 87638 163988 2.47% 0.237%
66 22.692 3330 3333 3340 rVB 105519 144733  2.18%  0.209%
67 23.256 3426 3429 3435 rVB 138893 195799 2.95% 0.283%
68 23.791 3512 3520 3533 rBV2 3234277 6497810 97.80% 9.391%
69 23.950 3541 3547 3556 rVB 1190462 2540277 38.24% 3.671%
70 24.650 3661 3666 3675 rVB3 177000 384826 5.79% 0.556%

Sum of corrected areas: 69191318
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Feb 2024 18:20
: MA/JU
. P1469-07

: 52

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022624\
BM044372.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM022324 .MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BM044372.D\data.ms
4000000
3000000
2000000
8.651 10.363 10.892
7.104,2.463 9.110
3.781 10.74
1000000 7 9 40 9.828
o @63 4.104 275498
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM044372.D\data.ms
19.727
4000000 15.574 17.427
14.274
3000000
14.004
2000000 383
14.580
15.698
1000000 4.786
18.245
12.333 13. 19801667 @4 6 4.99815.44 810 166296361 Lmzam 009l B 2 20.292
I R L T e e e T e e e e e e I e e S B e
Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 15.50 1600 1650 1700 1750 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM044372.D\data.ms
4000000
23.791
3000000
21.527
2000000
23.950
1000000 21.956
22.180 22.692 23.256 24.650
. A Y A U 4 e U U N
9.]92 1.709 oV X A N
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44372.D

Acqg On : 27 Feb 2024 18:20
Operator : MA/JU

Sample : P1469-07

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.245 6.42 ng/ul 780888  Phenanthrene-di10 17.333
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 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2577 (18.245 min): BM044372.D\data.ms (-2571) (- m/z 73.00 100.00%
3.0

7
5000
129.1
213.1
50

e
L 171.1 ‘ o561 18.00 18.50
Ay L LT 8880 s 6p.00  82.70%
miz—> 100 150 200 250 300 350

Abundance #143510: n-Hexadecanoic acid

60.0
5000 129.0 T LN
18.00 18.50
171.0 213.0 256.0 m/z 43.10 77 .22%
0 LI “ ‘\“h““i‘““\“} \““\ \‘\‘\“ \“\‘\\“‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
= —
18.00 18.50
5000 ITI/Z 57.10 64.15%
129.0
3.0 213.0
171.0 ‘
m/z--> 50 100 150 200 250 300 350

Abundance #143509: n-Hexadecanoic acid
43.0

0

N
18.00 18.50
m/z 55.05 61.41%

256.0
129.0
3.0 213.0
‘ 171.0
\\h“\ M llf il ‘ ‘ ‘ m L ‘

S ‘
m/z--> 50 100 150 200 250 300 350 18.00 18.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44372.D

Acqg On : 27 Feb 2024 18:20
Operator : MA/JU

Sample : P1469-07

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.256 7.36 ng/ul 920454  Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 Cyclotetracosane 336 C24H48 000297-03-0 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 2- Chloropropionic acid, pentade... 318 C18H35C102 1000292-44-1 91
Abundance Scan 3089 (21.256 min): BM044372.D\data.ms (-3085) (- | m/z 57.05 100.00%
57.0
5000 /iAA
5.1 = —
( I h 207.0 28 o 019 21.00 21.50
oy 28 A0S - M/z 43.10  83.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
5000 T —
21.00 21.50
5.0 m/z 55.00  82.17%
ol LU { H“ 1196.0 292.0364.0
TTT ‘\TH HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘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
— —
21.00 21.50
5000 m/z 83.05 82.00%
ol h,“ 2520 3600 648,
H"‘H‘_‘H‘H‘w‘H‘_H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #244232: Cyclotetracosane T T
43.0 21.00 21.50
m/z 97.05 71.41%
5000
1.0
o J [|[]}/,182.02500 3360
A e e e e e e e s —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44372.D

Acqg On : 27 Feb 2024 18:20
Operator : MA/JU

Sample : P1469-07

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.650 3.03 ng/ul 384826  Perylene-d12 23.950
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83

Abundance Scan 3666 (24.650 min): BM044372.D\data.ms (-3661) (- | m/z 57.05 100.00%

57.0
5000

—T
]113.0 207.0 24.50 25.00
I

281.0
0mu‘J‘“‘H‘}h“JJ“M"MH‘,‘mu“‘J“H%?(?"q““'l‘?}()‘ﬁ?‘eﬁ: m/z 71.e5 70.91%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0

5000 LN
24.50 25.00
m/z 43.05 55.24%

13.0
LT 2690 2250 2960
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane
57.0

7
24.50 25.00
5000 m/z 85.05 49.53%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —r
57.0 24.50 25.00
m/z 55.00 21.72%

h JN/J\/LW
113.0

‘lw l J Lo 183.0 239.0 296.0
o

7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 24.50 25.00

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44372.D

Acqg On : 27 Feb 2024 18:20
Operator : MA/JU

Sample : P1469-07

Misc

ALS Vvial : 52  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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|

n-Hexadecanoic ... 18.245 6.4 ng/ul 780888 4 17.333 2433100 20.0
(DEL) Alkane: S... 21.256 7.4 ng/ul 920454 5 21.527 2500940 20.0
(DEL) Alkane: S... 24.650 3.0 ng/ul 384826 6 23.950 2540280 20.0
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