LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29814.D

Acqg On : 15 Feb 2024 19:04
Operator : MA/JU

Sample : P1329-21

Misc :

ALS Vvial : 94 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©20724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@29814.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.317 36 39 46 rBV 44069 59214 1.81% 0.148%
2 3.611 86 89 92 rBvV2 7048 9244 0.28% 0.023%
3 3.728 106 109 127 rBV 418287 678511 20.72% 1.700%
4 4.052 160 164 168 rBV 10341 14682 0.45% 0.037%
5 4.746 280 282 287 rVB6 2848 3858 0.12% 0.010%
6 5.975 488 491 494 rVB5 2874 3851 0.12% 0.010%
7 6.875 637 644 646 rBv8 3814 8978 0.27% 0.022%
8 7.034 665 671 685 rBV 695154 1122448 34.28% 2.813%
9 7.211 695 701 715 rVB 559864 864328 26.39% 2.166%
10 7.393 725 732 744 rBV 698382 1122524 34.28% 2.813%
11 7.487 744 748 756 rBvV2 26640 51323 1.57% 0.129%
12 7.863 805 812 819 rvv 610686 1006932 30.75% 2.523%
13 7.928 819 823 830 rVB 32869 53583 1.64% 0.134%
14 8.581 927 934 946 rBV 788866 1282834 39.17%  3.215%
15 9.034 1003 1011 1020 rBV 660307 1070142 32.68% 2.682%
16 9.140 1026 1029 1032 rVB5 3066 3523 0.11% 0.009%
17 9.199 1036 1039 1043 rVB4 7318 9864 0.30% 0.025%
18 9.422 1072 1077 1082 rBV6 6562 12124 0.37% 0.030%
19 9.752 1124 1133 1145 rBV 519875 874683 26.71% 2.192%
20 10.287 1214 1224 1239 rBV 785390 1327920 40.55% 3.328%
21 10.663 1280 1288 1297 rBV 832451 1405011 42.90%  3.521%
22 10.810 1305 1313 1329 rBV 750983 1344942 41.07% 3.370%
23 11.469 1421 1425 1431 rBV7 2596 3774 0.12% 0.009%
24 12.257 1553 1559 1566 rVB2 12372 21842 0.67% 0.055%
25 12.593 1611 1616 1619 rBV6 2948 5577 0.17% 0.014%
26 13.122 1705 1706 1711 rVB5 3699 4536 0.14% 0.011%
27 13.340 1738 1743 1748 rBV4 10249 15153 0.46% 0.038%
28 13.416 1750 1756 1763 rVWV 59491 98182 3.00%  0.246%
29 13.481 1763 1767 1771 rVB7 2841 5203 0.16% 0.013%
30 13.740 1806 1811 1818 rBV2 21086 35526 1.08% ©0.089%

31 13.934 1834 1844 1852 rBV 1296157 1813914 55.39%
32 14.204 1879 1890 1905 rBV 1485285 2181306 66.61%
33 14.510 1936 1942 1950 rBV 1157425 1670737 51.02%
34 14.616 1957 1960 1965 rVB6 2929 4380 0.13%
35 14.722 1971 1978 1995 rBV 498827 851398 26.00%

N P~u b
=
o]
~N
3R

36 14.940 2011 2015 2021 rVB7 7223 14122 0.43% 0.035%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29814.D

Acqg On : 15 Feb 2024 19:04
Operator : MA/JU

Sample : P1329-21

Misc :

ALS Vvial : 94 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©20724.MA.M
Title : SVOA CALIBRATION
37 15.316 2074 2079 2082 rBV4 3650 4543  0.14% 0.011%
38 15.504 2105 2111 2118 rBV 1759253 2598460 79.35% 6.512%
39 15.634 2126 2133 2148 rBV 463706 663891 20.27% 1.664%
40 15.745 2148 2152 2157 rVB7 8367 11569 0.35% 0.029%
41 15.975 2189 2191 2196 rVB6 3244 4200 0.13% 0.011%
42 16.069 2203 2207 2211 rBvV7 3613 5598 0.17% 0.014%
43 16.298 2240 2246 2250 rBVS 6075 8890 0.27% 0.022%
44 16.416 2258 2266 2267 rBV7 2297 5005 ©0.15% 0.013%
45 16.669 2307 2309 2316 rVB6 5541 6560 ©0.20% 0.016%
46 16.810 2330 2333 2339 rVB6 2702 4230 0.13% 0.011%
47 16.869 2339 2343 2345 rBV5 3104 3976 0.12% 0.010%
48 17.039 2368 2372 2376 rBV5 5025 9111 ©0.28% 0.023%
49 17.198 2397 2399 2403 rVB4 4363 4467 0.14% 0.011%
50 17.263 2404 2410 2417 rVV 1400462 1950497 59.56% 4.888%
51 17.363 2420 2427 2438 rVV2 1953416 2818384 86.06% 7.063%
52 17.469 2442 2445 2451 rVB6 13690 19566 0.60% 0.049%
53 17.669 2475 2479 2487 rVB6 7132 13510 0.41% 0.034%
54 17.957 2523 2528 2532 rBV 23306 32401 0.99% 0.081%
55 18.045 2540 2543 2546 rBV4 4339 5405 0.17% 0.014%
56 18.175 2559 2565 2575 rBV 281634 410131 12.52% 1.028%
57 18.481 2612 2617 2619 rBV6 4110 6746 0.21% 0.017%
58 18.610 2636 2639 2643 rVB6 8765 9988 0.30% 0.025%
59 18.769 2665 2666 2670 rBvV3 3455 3696 0.11% 0.009%
60 18.845 2676 2679 2685 rVB7 4963 7824 0.24% 0.020%
61 19.110 2721 2724 2725 rBV3 5699 6115 ©0.19% 0.015%
62 19.133 2725 2728 2731 rVB4 9954 12666 0.39% 0.032%
63 19.228 2739 2744 2748 rBV4 26879 38170 1.17% 0.096%
64 19.298 2752 2756 2760 rVV 20230 29768 0.91% 0.075%
65 19.339 2760 2763 2765 rVB4 7345 8180 ©.25% 0.020%
66 19.457 2779 2783 2788 rBV 85942 116984 3.57% 0.293%
67 19.604 2804 2808 2812 rBV2 34196 45413 1.39% 0.114%
68 19.663 2812 2818 2826 rVV 2410991 3274757 100.00%  8.207%
69 19.928 2859 2863 2866 rvVB2 29267 34076 1.04% 0.085%
70 20.198 2906 2909 2912 rBV5S 11699 17751 0.54% 0.044%
71 20.610 2976 2979 2982 rVB4 20294 21992 0.67% 0.055%
72 21.198 3074 3079 3087 rBV 359792 529589 16.17% 1.327%
73 21.463 3119 3124 3134 rBV2 1541532 2070570 63.23% 5.189%
74 21.592 3143 3146 3151 rVB4 30396 37302 1.14% 0.093%
75 21.645 3153 3155 3161 rVB5 29832 35706 1.09% ©.089%
76 21.898 3195 3198 3203 rVB3 43552 48013 1.47% 0.120%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29814.D

Acqg On : 15 Feb 2024 19:04
Operator : MA/JU

Sample : P1329-21

Misc

ALS Vvial : 94 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©20724.MA.M
Title : SVOA CALIBRATION

77 23.157 3409 3412 3418 rVB2 71105 100870 3.08% ©.253%
78 23.680 3494 3501 3512 rBV2 1619559 3222700 98.41% 8.076%
79 23.833 3521 3527 3538 rVB 1067857 2152565 65.73% 5.394%
80 24.510 3637 3642 3649 rVB 94559 189074 5.77% 0.474%

81 24.598 3653 3657 3670 rVB7 92539 247338 7.55% ©.620%

Sum of corrected areas: 39904416

SFAM-EPA-BN©20724 .MA.M Fri Feb 16 01:37:23 2024 3



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integra

: 15 Feb 2024 19:04
: MA/JU
: P1329-21

94

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21424\
BN©29814.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.M
: SVOA CALIBRATION

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

Abundance TIC: BN029814.D\data.ms
2000000
1500000
1000000 10566
8.581 .
7.0347.393 9.034 10287048810
7.863 :
7.21 9.752
500000 3.728
0¥§§}§g§ 4052 4746 5.975 6.875 || 71487 71928 422 ) 11.469
T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ’ T T T T ‘ T T T 1 ‘ T T T T ‘ T T T T ‘ T T T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BN029814.D\data.ms
19.563
2000000 17.363
15.504
1500000 14.204 17.263
13.934
14.510
1000000
500000 4.122 15.634
18.175
12.2572.503 13. _ﬁ&) 1 6164.94015.316(1 .m.magad%i%asmg 18187R 6% JMEEY"0019.920.10820 €
e
Time-> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN029814.D\data.ms
2000000
23.680
21.463
1500000
23.833
1000000
500000 21.198
224508
898 28157 e o
0 T T T ‘ T T T T ‘ T T T T ’ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 2650 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29814.D

Acqg On : 15 Feb 2024 19:04
Operator : MA/JU

Sample : P1329-21

Misc

ALS Vvial : 94 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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.
18.175 4.21 ng/ul 410131  Phenanthrene-d10 17.263
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 96
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2565 (18.175 min): BN029814.D\data.ms (-2559) (- | m/z 73.00 100.00%

73.0
43.0
5000
129.1

H 213.2
— ‘\‘ ‘H‘H‘ \‘H‘\““uhw‘ ‘M\ ol

‘17.?..1 ‘ ’ 256.1 18.00 18.50
Lo
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

N e A T M m/z 43.00 74.95%

5000 256.0 T DU
129.0 18.00 18.50
m/z 60.00 73.93%
LR ], 3
— “‘ ‘; \‘ ‘M Il ‘H‘H‘ uh‘L i‘““\”l m ‘ “ “ “‘M‘ R ‘ \‘ ——
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
18f00 18f50
5000 m/z 54.95 58.67%
129.0
213.0
171.0
. ‘\ H\‘ ‘HH ‘M Ll | “ “ . “u\‘ “\ S | “
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid e —
73.0 18.00 18.50

m/z 40.95 58.14%

43.0 129.0 256.0
5000 213.0
171.0
| ‘ ‘ ‘ b |
\

‘ ‘
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29814.D

Acqg On : 15 Feb 2024 19:04
Operator : MA/JU

Sample : P1329-21

Misc

ALS Vvial : 94 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .MA.M
: SVOA CALIBRATION

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.
21.198 5.12 ng/ul 529589  Chrysene-d12 21.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94

5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93

Abundance Scan 3079 (21.198 min): BN029814.D\data.ms (-3074) (- | m/z 57.00 100.00%

57.0
5000 111.1
——

21.00 21.50
168.2
UL 16822281 2610 5420 007 a7 T s ea 53y

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #138523: 5-Octadecene, (E)-
55.0
——

5000 1
21.00 21.50
' 11.0 m/Z 43.05 85.79%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
— ]
21.00 21.50
5000 11.0 m/z 55.00 84.70%
210.0
UL, 200 seo
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester = T
57.0 21.00 21.50

m/z 69.00 82.98%

5000 11.0
‘ 169.0
[ T 2550 406.0 ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29814.D

Acqg On : 15 Feb 2024 19:04
Operator : MA/JU

Sample : P1329-21

Misc

ALS Vvial : 94 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24.598 2.30 ng/ul 247338  Perylene-di2 23.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 Octacosanol 410 C28H580 000557-61-9 90
5 Methyl tetratriacontyl ether 509 C35H720 1000406-30-1 90

Abundance Scan 3657 (24.598 min): BN029814.D\data.ms (-3653) (- | m/z 57.05 100.00%

57.0
5000 111

I
205.8 283.0 24.50 25.00
\‘“1 \“u“m\\“w‘\uﬂ ml\nh b \Iml - = I H\ - ‘\‘3?‘\0“9‘ — ‘4‘39‘(‘)“}%9" m/z 43.00 97.64%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
111.0

5000 —— ‘
24.50 25.00

m/z 83.00 96.34%

\h il ‘\ | 1\ b 7.0 222.0 308.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0

RASRE
1o 24.50 25.00
5000 ' m/z 97.00 90.69%

iy 9?022202780 378.0
“H““w“ Pt P
mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosanol —

I
55.0 24.50 25.00
m/z 55.00 76.37%

5000 111.0 MMJ\/L
h | l ‘\ “ 1\167 0 266 0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@21424\
Data File : BN©29814.D

Acqg On : 15 Feb 2024 19:04
Operator : MA/JU

Sample ¢ P1329-21

Misc

ALS Vvial : 94 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@20724.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 ... 18.175 4.2 ng/ul 410131 4 17.263 1950500 20.0
(DEL) Alkane: S... 21.198 5.1 ng/ul 529589 5 21.463 2070570 20.0
n-Tetracosanol-1 24.598 2.3 ng/ul 247338 6 23.833 2152570 20.0
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