LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40724\
Data File : BN@30744.D

Acqg On : 07 Apr 2024 16:43
Operator : MA/JU

Sample : P1987-05

Misc :

ALS vial : 8 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_ N\Methods\SFAM-EPA-BN©32824.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BN@30744.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.187 31 34 39 rBV 26047 33350 0.44% 0.059%
2 3.599 102 104 125 rBV 132640 240756 3.15% 0.428%
3 6.858 652 658 671 rVB 130464 221043  2.89% 0.393%
4 7.028 680 687 697 rVB 629885 1011059 13.21% 1.796%
5 7.216 712 719 731 rBV 557456 879868 11.50% 1.563%

6 7.687 790 799 806 rBV 486586 773858 10.11%
7 8.387 911 918 929 rBV 449897 714740  9.34%
8 8.840 988 995 1010 rBV 799674 1279860 16.72%
9 9.246 1057 1064 1068 rVB6 7132 12462 0.16%

9.410 1086 1092 1097 rBV2 10909 18360 0.24%
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11 9.557 1109 1117 1129 rBV 561801 920857 12.03%
12 10.087 1200 1207 1221 rBV 877063 1472701 19.24%
13 10.252 1229 1235 1241 rBV7 8535 15071 0.20%
14 10.469 1264 1272 1282 rBV 795742 1341763 17.53%
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15 10.610 1287 1296 1314 rBV 873213 1511321 19.75% 684%
16 11.216 1393 1399 1404 rBV3 16176 31837 0.42% 0.057%
17 11.410 1427 1432 1437 rBV8 6509 14174 ©.19% 0.025%
18 12.057 1537 1542 1547 rBV2 18262 29411 0.38% ©0.052%
19 13.746 1822 1829 1839 rBV 2144591 2973220 38.85% 5.280%
20 14.022 1865 1876 1889 rBV 2402671 3619772 47.30% 6.429%

21 14.328 1921 1928 1937 rVV 1449194 2063376 26.96%
22 14.534 1957 1963 1971 rBV 118602 215060 2.81%
23 14.745 1994 1999 2004 rBV7 10116 17101 0.22%
24 15.322 2091 2097 2111 rBV 3253192 4676567 61.11%
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25 15.440 2111 2117 2129 rBV 871213 1177615 15.39% 091%
26 15.563 2134 2138 2143 rVB2 15953 23931 ©0.31% 0.043%
27 15.887 2188 2193 2197 rVB7 7552 11695 ©.15% ©0.021%
28 16.110 2227 2231 2235 rVB4 12172 15371 ©0.20% 0.027%
29 16.481 2291 2294 2298 rBv4 10142 13574 0.18% 0.024%
30 16.845 2352 2356 2358 rBV3 5703 8886 0.12% 0.016%
31 17.010 2380 2384 2386 rBV5 7254 8237 0.11% 0.015%

32 17.075 2389 2395 2405 rVV 1804139 2623466 34.28% 4.659%
33 17.175 2405 2412 2422 rBV2 4011501 5865823 76.65% 10.418%

34 17.475 2457 2463 2468 rBV9 8323 16945 0.22% 0.030%
35 17.757 2507 2511 2516 rVB2 22666 30472 0.40% 0.054%
36 17.851 2523 2527 2533 rBV7 8997 12487 0.16% 0.022%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40724\
Data File : BN@30744.D

Acqg On : 07 Apr 2024 16:43
Operator : MA/JU

Sample : P1987-05

Misc

ALS vial : 8 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_ N\Methods\SFAM-EPA-BN©32824.MA.M
Title : SVOA CALIBRATION
37 17.975 2543 2548 2556 rBV 206636 318517 4.16% 0.566%
38 18.275 2596 2599 2604 rBV7 7801 10934 0.14% 0.019%
39 18.410 2619 2622 2627 rVV2 23238 26175 ©.34% 0.046%
40 18.457 2628 2630 2636 rVB6 7021 9433  0.12% 0.017%
41 19.039 2724 2729 2734 rBV2 60583 87822 1.15% 0.156%
42 19.110 2737 2741 2744 rBV 54770 77321 1.01% 0.137%
43 19.145 2744 2747 2750 rVB4 14575 18614 0.24% 0.033%
44 19.263 2763 2767 2773 rBV 171705 225942  2.95% 0.401%
45 19.416 2791 2793 2797 rVB5 16789 17561 0.23% 0.031%

46 19.475 2797 2803 2811 rBV 4963961 7120617 93.04% 12.646%

47 21.004 3060 3063 3071 rVB3 65029 94357 1.23% 0.168%
48 21.310 3110 3115 3128 rBV2 2020946 3080198 40.25% 5.470%
49 22.874 3377 3381 3388 rVB 223941 349200 4.56% 0.620%

50 24.057 3572 3582 3595 rVB2 3124993 7653133 100.00% 13.592%

51 24.251 3607 3615 3629 rVB 1308604 3320410 43.39% 5.897%

Sum of corrected areas: 56306323
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40724\
BNO30744.D

: 07 Apr 2024 16:43

: MA/JU

: P1987-05

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance :
e TIC: BN030744.D\data.ms
4000000
3000000
2000000
1000000 8.840 10.087¢L, 0
707816 7687  gag7 9.557
011373'589 Gﬁsﬁfﬂ A JL 9.34@}[ 25 1121@10 12.057
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN030744.D\data.ms
5000000 19.475
4000000 17.175
15.322
3000000
14.022
13.746 21.310
2000000 17.075
14.328
1000000 15.440
17.975 21.004
o 4-34% 45 ﬂ.sa:s.asmnmmm &7.4%7/.8 1 SRy 1@@ 6
T e e e e TR e R e T T T T T T
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 :
o TIC: BN030744.D\data.ms
4000000
24.057
3000000
2000000
R4.251
1000000
2.874
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ 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_N\Data\BN@40724\
Data File : BN@30744.D

Acqg On : 07 Apr 2024 16:43

Operator : MA/JU

Sample : P1987-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824 .MA.M
: 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.
17.975 2.43 ng/ul 318517 Phenanthrene-d10 17.075
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2548 (17.975 min): BN030744.D\data.ms (-2543) (- | m/z 73.00 100.00%
’2
5000
129.1
171.1 213 18100
| 1 ‘ 256.1 354.
0 “‘H oo A L 9% m/z 42,95 82.13%
m/z--> 150 200 250 300 350
Abundance #143510 n-Hexadecanoic acid
5000 129.0 T
18.00
‘ 1710 213.0 256.0 m/z 60.00 79.49%
ob— ‘ \\‘H\‘H‘\m \ ‘\\\\“ \“\‘\\“‘\\\\‘\\\\‘\
m/z--> 50 150 200 250 300 350
Abundance #143509.n—Hexadecanok:add
A
18.00
5000 256.0 ITI/Z 55.00 67.52%
129.0
3.0 213.0
‘ 1710
0 “\\‘H ‘H‘\ lig ‘\‘ _— “‘m‘ ‘\‘\‘ . “‘ R
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid R
73.0 18.00
m/z 57.05 65.49%
129.0 256.0
5000 213.0
b9, ‘ ‘ 17 1.0
0 01590 1 T A [ ORI
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40724\
Data File : BN@30744.D

Acqg On : 07 Apr 2024 16:43
Operator : MA/JU

Sample : P1987-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.874 2.10 ng/ul 349200 Perylene-d12 24.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Squalene 410 C30H50 000111-02-4 90
4 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
5 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80

Abundance Scan 3381 (22.874 min): BN030744.D\data.ms (-3377) (-  m/z 69.00 100.00%
69.0

-

5000
‘ ‘
‘ ‘ 2000 22.50 23.00
N Y Hu‘ e 2781 3L 43LU n/z 81.ee  53.25%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 T IS
22.50 23.00
m/z 41.00 23.69%
121.0
ol il 11750 2310 2850 3410 4100
‘\\\\‘\ \‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— ——
22.50 23.00
5000 ITI/Z 95.10 13.93%
137.0
0 ‘wwwwwﬂ\ 191.0 273.0 341.0 410.0
T iy
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene o =
69.0 22.50 23.00
m/z 68.00 12.72%
5000
137.0
0 17 OM \‘\ ‘ b \H H U uﬂ \‘ L ];9} \0 273 0 341 0 410 O
I A o B B e L A S == s
m/z--> 0 50 100 150 200 250 300 350 400 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@40724\
Data File : BN@30744.D

Acqg On : @7 Apr 2024 16:43
Operator : MA/JU

Sample : P1987-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@32824.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 ... 17.975 2.4 ng/ul 318517 4 17.075 2623470 20.0
Squalene 22.874 2.1 ng/ul 349200 6 24.251 3320410 20.0
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