LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45285.D

Acqg On : 16 Apr 2024 17:34
Operator : MA/JU

Sample : P2032-13

Misc :

ALS Vvial : 45 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-BM040524 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@45285.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.181 12 16 22 rVB 9945 13726 0.75% 0.095%
2 3.457 60 63 69 rBv 7887 13376 0.73% 0.092%
3 3.599 84 87 93 rBV3 11040 20540 1.12% 0.142%
4 3.869 130 133 136 rBV4 3624 5185 0.28% 0.036%
5 4.181 184 186 189 rBvV3 2522 2844 0.16% 0.020%
6 4.646 261 265 268 rBv4 2122 2501 0.14% 0.017%
7 5.322 376 380 383 rBv4 1288 2047 0.11% 0.014%
8 5.393 390 392 397 rVB6 2010 2114 0.12% 0.015%
9 5.557 416 420 423 rBvV3 1954 2481 0.14% 0.017%
10  6.022 497 499 502 rBV3 1384 1866 ©0.10% ©.013%
11  6.198 527 529 531 rBV3 1790 2129 0.12% 0.015%
12 6.769 620 626 637 rBv 35773 75328 4.11% 0.520%
13 6.863 640 642 645 rVB4 1952 2075 0.11% 0.014%
14 6.940 649 655 669 rBV 172786 292790 15.98% 2.021%
15 7.116 678 685 694 rBV 163722 277712 15.16% 1.917%
16 7.581 757 764 773 rBV 224937 373934 20.41% 2.581%
17 7.722 783 788 789 rBv4 1653 2065 0.11% 0.014%
18 8.292 879 885 904 rVB2 109462 200765 10.96%  1.386%
19 8.739 955 961 977 rBV 193468 350900 19.15% 2.422%
20 9.098 1019 1022 1027 rVB3 4182 5502 ©0.30% 0.038%
21  9.345 1058 1064 1068 rBV6 2744 5237 0.29% 0.036%
22 9.457 1076 1083 1095 rVB 154135 265050 14.47% 1.829%
23 9.986 1166 1173 1192 rBV 187356 383923 20.96% 2.650%
24 10.133 1196 1198 1202 rVB3 1894 2187 0.12% 0.015%
25 10.210 1206 1211 1216 rBV6 4295 8460 ©0.46% 0.058%
26 10.351 1228 1235 1243 rBV 293524 487367 26.60% 3.364%
27 10.516 1257 1263 1280 rBV 91036 222222 12.13% 1.534%
28 11.157 1367 1372 1383 rBV6 7380 22162 1.21% 0.153%
29 11.980 1506 1512 1514 rBV4 2888 4111 0.22% 0.028%
30 12.563 1608 1611 1616 rVB6 1248 1932 0.11% 0.013%
31 13.039 1689 1692 1696 rBvV3 2389 3644 0.20% 0.025%
32 13.127 1703 1707 1712 rBv4 2789 4711 0.26% 0.033%
33 13.345 1740 1744 1748 rBV5 1330 2473 0.13% 0.017%
34 13.663 1791 1798 1810 rBV 449099 658536 35.95%  4.545%
35 13.921 1835 1842 1855 rBV 546880 803962 43.89% 5.549%

36 14.233 1888 1895 1905 rBV 432175 640932 34.99%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45285.D

Acqg On : 16 Apr 2024 17:34
Operator : MA/JU

Sample : P2032-13

Misc :

ALS Vvial : 45 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-BM040524 .MA.M
Title : SVOA CALIBRATION
37 14.521 1937 1944 1949 rBV5 8361 21381 1.17% 0.148%
38 14.680 1967 1971 1977 rVB6 2769 5045 0.28% 0.035%
39 14.963 2014 2019 2022 rVB5 1182 2238 0.12% 0.015%
40 15.045 2030 2033 2036 rBV3 1830 2176 0.12% 0.015%
41 15.233 2059 2065 2080 rVB 706042 1041857 56.87% 7.191%
42 15.380 2085 2090 2100 rBV 194763 290332 15.85% 2.004%
43 15.480 2105 2107 2112 rVB4 2758 3721 0.20% 0.026%
44 15.804 2161 2162 2168 rVB5 1606 2288 0.12% 0.016%
45 16.033 2196 2201 2204 rVB4 1477 2026 0.11% 0.014%
46 16.421 2263 2267 2271 rBVS5 4855 6608 0.36% 0.046%
47 16.762 2322 2325 2327 rBV3 2777 2901 0.16% ©0.020%
48 16.933 2349 2354 2357 rBV3 9653 11774 0.64% 0.081%
49 16.992 2357 2364 2372 rVWV 563463 753278 41.12% 5.199%
50 17.092 2375 2381 2394 rVV 818196 1179079 64.36% 8.139%
51 17.192 2394 2398 2403 rVB4 5211 7502 0.41% 0.052%
52 17.398 2429 2433 2439 rVB5 5886 8872 0.48% 0.061%
53 17.515 2451 2453 2455 rVV2 2422 2160 0.12% 0.015%
54 17.686 2478 2482 2485 rVB6 2942 3742 0.20% 0.026%
55 17.774 2493 2497 2502 rBV5 8724 12575 0.69% 0.087%
56 17.904 2515 2519 2529 rBV 88971 132754 7.25% 0.916%
57 18.198 2567 2569 2574 rVB6 1797 2534 0.14% 0.017%
58 18.333 2589 2592 2595 rBV4 3523 3776 0.21% 0.026%
59 18.451 2611 2612 2615 rBv2 1762 1885 0.10% 0.013%
60 18.480 2615 2617 2620 rVB4 1959 2188 0.12% 0.015%
61 18.592 2632 2636 2640 rVB6 1792 2942 0.16% 0.020%
62 18.698 2652 2654 2656 rBV3 2055 2143 0.12% 0.015%
63 18.780 2662 2668 2676 rBV7 14993 32031 1.75% 0.221%
64 18.968 2695 2700 2705 rVB5 7634 11240 0.61% 0.078%
65 19.039 2708 2712 2715 rBV 8374 13665 ©0.75% 0.094%
66 19.074 2716 2718 2727 rVB8 7968 18266 1.00% 0.126%
67 19.203 2736 2740 2747 rBV4 24335 35271 1.93% 0.243%
68 19.298 2754 2756 2758 rVB2 3439 2311  0.13% 0.016%
69 19.398 2767 2773 2782 rBV 992661 1416906 77.35% 9.780%
70 19.939 2862 2865 2866 rBV3 3643 2989 0.16% 0.021%
71 19.968 2868 2870 2872 rVV2 4830 4383 0.24% 0.030%
72 20.933 3030 3034 3043 rBV3 85201 150411 8.21% 1.038%
73 21.209 3075 3081 3090 rBV 701073 971809 53.05% 6.708%
74 22.386 3277 3281 3287 rVB 126754 158107 8.63% 1.091%
75 23.268 3424 3431 3437 rBV2 1029512 1831902 100.00% 12.645%

76 23.409 3448 3455 3466 rVB 622748 1163801 63.53% 8.033%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45285.D

Acqg On : 16 Apr 2024 17:34
Operator : MA/JU

Sample : P2032-13

Misc

ALS Vvial : 45 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:
Stop Thrs : © Peak Location:

5

0.1 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.MA.M
Title : SVOA CALIBRATION
Sum of corrected areas: 14487658
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 16 Apr 2024 17:34
: MA/JU
: P2032-13

. 45

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
BM045285.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: BM045285.D\data.ms
1000000
800000
600000
400000
10.351
7.581
200000 6.94016 8.739 9457 9986
8.292 0516
0;%?_@@53694.181 4.646 53357 6.02298 6&% 3 722 J\ 90933 3 11.157
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ ‘ \\‘\\\‘\\\’\\\\’\\\\‘\\ \\\‘\\\\‘\\\\‘\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 1ooo 1050 11.00 11.50
Abundance TIC: BM045285.D\data.ms
1000000 19.398
17.092
800000
15.233
600000 13.921 16.992
13.663 | 14.233
400000
200000 15.380
17.904
01 980 12563 133133;7345 14:54233@5;93$1 48135 03316 421612@3 mmgdhlm 19 I8B
= e e o e e e e e e e e T ““ Ees -
Time--> 1200 12,50 13.00 1350 14.00 1450 1500 1550 1600 16.50 1700 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM045285.D\data.ms
23.068
1000000
800000 21.209 28.409
600000
400000
22.386
200000
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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@41524\
Data File : BM@45285.D

Acqg On : 16 Apr 2024 17:34
Operator : MA/JU

Sample : P2032-13

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 1
R.T. EstConc Area Relative to ISTD R.T.
17.904 3.52 ng/ul 132754  Phenanthrene-di10 16.992
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 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
Abundance Scan 2519 (17.904 min): BM045285.D\data.ms (-2515) (- | m/z 72.95 100.00%
73.0
43.0
5000 129.0
—
‘ h»“m h 171.1 21‘3'1 o561 18.00
0~ ‘LM HW‘MW‘#W“\¢\‘N\‘N\‘ — m/z 60.00 89.71%
miz-> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 . i
129.0 18.00
m/z 43.00 75.02%
i

213.0
LA
ob— “‘ H‘Mu “‘ L uh“‘ i‘”“\”l m ‘ “ “ “‘m‘ N ‘ \‘ ——
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0 M by JV\’\M L

18.00
5000 ITI/Z 41.00 65.28%
129.0
213.0
171.0
oL nt ‘H‘H M“ \M \}‘H‘\ Lol | “ “ “‘u\‘ “\ T ‘ “ h
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid pRuseess A“‘ :
60.0 18.00

m/z 55.00 62.45%

5000 129.0

Mgm 1710 2130 256.0
L,

miz--> 50 100 150 200 250 18.00

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45285.D

Acqg On : 16 Apr 2024 17:34
Operator : MA/JU

Sample : P2032-13

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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: Cyclic20.933 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.933 3.10 ng/ul 150411  Chrysene-di12 21.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 1-Docosene 308 C22H44 001599-67-3 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 1-Hexadecanol 242 C16H340 036653-82-4 87
5 1-Octadecanol 270 C18H380 000112-92-5 87

Abundance Scan 3034 (20.933 min): BM045285.D\data.ms (-3030) (- | m/z 43.05 100.00%
43.0
83.0
5000
250 207.0 RN
0 ““W“ ‘W WWW‘Nﬁ““thﬂ‘\\‘u R m/z 57.05 97.75%
miz-> 50 150 200 250 300
Abundance #87654:Cydopentadecane
55.0
5000 970 e £ T,
21.00
m/z 55.00 88.37%
210.0
O T \h‘\ ‘\ “\“\ ‘L :‘h‘“.“\ T \‘\ ‘ 1 LI ‘ L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
¥ —
7.0 21.00
5000 ITI/Z 83.00 82.02%
ERITEN ‘ 0110 380
miz--> 50 100 150 200 250 300
Abundance #264238: n-Tetracosanol-1
43.0 21.00
m/z 97.05 73.22%
5000 83.0
oL \\H 1220 168.0 2100 252.0 294.0 336
—— T R
m/z--> 50 100 150 200 250 300 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45285.D

Acqg On : 16 Apr 2024 17:34
Operator : MA/JU

Sample : P2032-13

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.386 2.72 ng/ul 158107 Perylene-di2 23.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
3 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 64
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64

Abundance Scan 3281 (22.386 min): BM045285.D\data.ms (-3277) (- | m/z 69.10 100.00%
69.1
5000
22‘06 éZ‘Sd
137.0 . .
208 0
ol it dibaidy, 2080 2810 3410 4148 4781 /0 g1 05  40.07%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #308259: Supraene
69.0
5000 = =
22.00 22.50
m/z 41.05 22.26%
137.0
ol b d Ly |, 191.0 273.0 3410 410.0
\\f‘\ \\‘\\\\‘\f\\[\1\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0
Y F
22.00 22.50
5000 m/z 95.00  11.65%
136.0
oLl ] asoze0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #112863: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl-
69.0 22.00 22.50
m/z 66.95 11.55%
5000
136.0
0 WWHW”@M‘Lwh‘H“‘??%?“‘W“““H““‘W“‘ o] st
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41524\
Data File : BM@45285.D

Acqg On : 16 Apr 2024 17:34
Operator : MA/JU

Sample : P2032-13

Misc

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 ... 17.904 3.5 ng/ul 132754 4 16.992 753278 20.0
(DEL) Alkane: C... 20.933 3.1 ng/ul 150411 5 21.209 971809 20.0
Supraene 22.386 2.7 ng/ul 158107 6 23.409 1163800 20.0

SFAM-EPA-BM@40524.MA.M Wed Apr 17 18:15:18 2024 8



