LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050823\
Data File : BP015001.D

Acqg On : 08 May 2023 19:34
Operator : CG/JU

Sample : 02589-25

Misc :

ALS Vvial : 13  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_ P\Methods\SFAM-EPA-BP950323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15001.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.457 9 12 22 rVB 38309 56544 1.11% 0.105%
2 3.946 92 95 99 rBVvV2 7019 11685 0.23% 0.022%
3 4.010 103 106 113 rVB2 26502 40168 0.79% ©0.075%
4 4.146 125 129 133 rVB 14330 24054 0.47%  0.045%
5 4.240 141 145 152 rVB 25254 40432 0.80% 0.075%
6 5.199 304 308 314 rVB 11517 17596 ©0.35% 0.033%
7 5.810 408 412 418 rVB5 4731 9483 0.19% ©0.018%
8 7.304 657 666 681 rBV 550007 908992 17.91% 1.691%
9 7.481 689 696 707 rBvV 504470 813078 16.02% 1.513%
10 7.687 723 731 742 rBV 597106 964648 19.01% 1.794%
11 7.769 742 745 748 rVB4 7263 10497 0.21% 0.020%
12 8.163 804 812 831 rVB 1225383 1963950 38.70% 3.653%
13 8.869 924 932 944 rBvV 717819 1215406 23.95% 2.261%
14 8.998 948 954 961 rVB 34555 59036 1.16% 0.110%
15 9.340 1005 1012 1021 rBV 588154 958035 18.88% 1.782%
16 9.498 1035 1039 1043 rVB6 4675 7385 0.15% 014%
17 9.739 1073 1080 1084 rBV2 9817 15641 0.31% 029%

18 10.069 1126 1136 1144 rBV 464561 784852 15.46%
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19 10.610 1221 1228 1244 rBV 739775 1288202 25.38% 396%
20 10.998 1286 1294 1302 rBV 1921005 3138982 61.85% 839%
21 11.134 1309 1317 1331 rBV 510574 949737 18.71% 1.767%
22 11.528 1378 1384 1389 rBV8 7401 13914 0.27% 0.026%
23 12.392 1526 1531 1536 rBvV4 6397 10513 0.21% 0.020%
24 12.575 1556 1562 1570 rVB3 12967 24548 0.48% 0.046%
25 13.616 1734 1739 1744 rVB4 12955 19741 0.39% 0.037%
26 13.692 1746 1752 1757 rBV 15169 25414 0.50% 0.047%
27 14.204 1833 1839 1854 rBV 1449372 2036696 40.13% 3.789%
28 14.327 1854 1860 1866 rVB 6973 14917 ©.29% ©.028%
29 14.498 1883 1889 1905 rBV2 1650324 2554737 50.34% 4.752%
30 14.686 1917 1921 1925 rVB4 8710 11405 0.22% 0.021%
31 14.757 1929 1933 1935 rBV 3506 5273 0.10% 010%

32 14.810 1935 1942 1949 rBV 2905134 4366201 86.03%
33 14.992 1966 1973 1989 rBV 315268 588324 11.59%
34 15.216 2006 2011 2015 rVB8 11355 17904  0.35%
35 15.304 2023 2026 2031 rVB7 3729 6133 0.12%
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36 15.798 2102 2110 2117 rBV 1976900 2832260 55.80% 5.269%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050823\
Data File : BP015001.D

Acqg On : 08 May 2023 19:34
Operator : CG/JU

Sample : 02589-25

Misc :

ALS Vvial : 13  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_ P\Methods\SFAM-EPA-BP950323.MA.M
Title : SVOA CALIBRATION
37 15.916 2123 2130 2139 rBV 524283 743263 14.64%  1.383%
38 16.039 2146 2151 2156 rVB4 10764 15630 0.31% 0.029%
39 16.163 2162 2172 2180 rBV 218072 317863 6.26% 0.591%
40 16.298 2191 2195 2199 rVB7 3967 6008 0.12% 0.011%
41 16.657 2251 2256 2258 rBV6 6493 11669 0.23% 0.022%
42 16.939 2300 2304 2308 rBV5 9228 14222 0.28% 0.026%
43 17.298 2361 2365 2368 rBV6 5759 9209 0.18% 0.017%
44 17.351 2369 2374 2380 rVB4 9562 18954 0.37% 0.035%
45 17.439 2385 2389 2396 rBvVie 12616 24430 0.48% 0.045%
46 17.510 2397 2401 2404 rBV6 5970 10328 0.20% 0.019%
47 17.563 2404 2410 2420 rBV 3492201 5075334 100.00%  9.441%
48 17.663 2421 2427 2434 rBV 2383650 3319288 65.40% 6.175%
49 17.845 2455 2458 2464 rVB6 15725 24863 0.49% 0.046%
50 18.198 2515 2518 2522 rVB5 10058 16108 0.32% 0.030%
51 18.304 2532 2536 2541 rVB6 27131 42623 0.84% 0.079%
52 18.363 2542 2546 2550 rBv2 33333 47584 0.94% 0.089%
53 18.416 2551 2555 2565 rVW 496438 727266 14.33%  1.353%
54 18.492 2565 2568 2572 rVB 31976 44660 0.88% 0.083%
55 19.457 2729 2732 2737 rVB2 35297 47095 ©.93% 0.088%
56 19.527 2737 2744 2747 rBvV3 58496 123992 2.44% 0.231%
57 19.639 2759 2763 2771 rBV3 101070 163631 3.22% 0.304%
58 19.780 2785 2787 2791 rVB3 25346 27488 0.54% 0.051%
59 19.880 2798 2804 2811 rBV 2919568 3868973 76.23% 7.197%
60 20.374 2886 2888 2893 rVB3 51272 52659 1.04% ©0.098%
61 20.857 2967 2970 2974 rBV2 82957 94699 1.87% 0.176%
62 21.315 3044 3048 3058 rBV 676428 939701 18.52% 1.748%
63 21.645 3099 3104 3113 rBV 3243519 4346768 85.64%  8.086%
64 22.962 3324 3328 3335 rVB 323358 493872 9.73% 0.919%
65 23.080 3344 3348 3356 rVB2 291561 455139 8.97% 0.847%
66 23.474 3411 3415 3427 rVB2 353046 761123 15.00% 1.416%
67 24.074 3511 3517 3530 rVB2 1150913 2617777 51.58% 4.870%

68 24.245 3539 3546 3559 rVB2 1589707 3487754 68.72%  6.488%

Sum of corrected areas: 53756356
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 May 2023 19:34
: CG/IU
: 02589-25

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050823\
BP015001.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050823\
Data File : BP015001.D

Acqg On : 08 May 2023 19:34
Operator : CG/JU

Sample : 02589-25

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 1 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.416 2.87 ng/ul 727266  Phenanthrene-di10 17.563
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 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 95

Abundance Scan 2555 (18.416 min): BP015001.D\data.ms (-2551) (- m/z 73.00 100.00%
73.0
5000 M%AAA\MwJ
2131 R
| pre 1650
oL IJ‘MIM,N“‘*“2“‘3‘1‘?‘3“‘9‘9”‘ 44435069 n/z 60.00  84.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
“ 213.0 m/z 43.05 78.57%
0‘\\\“‘ \thh\“}\l\1!\\]\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
—
18.50
5000 m/z 57.10 65.27%
129.0
RN TN N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T
43.0 18.50
m/z 41.00 64.04%
5000 256.0
129.0
IR O .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050823\
Data File : BP015001.D

Acqg On : 08 May 2023 19:34
Operator : CG/JU

Sample : 02589-25

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 2
R.T. EstConc Area Relative to ISTD R.T.
21.315 4.32 ng/ul 939701  Chrysene-di12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 98
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 96
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
5 Cyclopentadecane 210 C15H30 000295-48-7 91
Abundance Scan 3048 (21.315 min): BP015001.D\data.ms (-3044) (- m/z 57.10 100.00%
57.1
— ==
‘ | hr’l 207.0 280 1 3551 21.00 21.50
by 0 2801 355 48 e m/z 43.10  85.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #227233: 1-Tricosene
57.0
5000 == m—
21.00 21.50
5.0 m/z 55.05 72.61%
OH\‘I ‘JHJ‘\J‘\\\‘\\]\“l\%%?\.(\)\\‘\\\:?"\23.\0‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #248981: 1-Heneicosyl formate
57.0
— —
21.00 21.50
5000 m/z 83.10 67 .88%
5.0
J ‘ H\l ,196.0 296'0
Ol e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester m— .
57.0 21.00 21.50
m/z 69.05 62.84%
5000
5.0 252.0
ol L P77 360.0 648,
R A e e e e e — —
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_P\Data\BP050823\
Data File : BP015001.D

Acqg On : 08 May 2023 19:34
Operator : CG/JU

Sample : 02589-25

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 4
R.T. EstConc Area Relative to ISTD R.T.
22.962 2.83 ng/ul 493872  Perylene-di12 24.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 95
2 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 Squalene 410 C30H50 000111-02-4 62
Abundance Scan 3328 (22.962 min): BP015001.D\data.ms (-3324) (- m/z 69.05 100.00%
69.0
- JJMAMN
—
7.0 203 1 23.00
obrbudidy] Jf uﬁ {2031 28103411 4149 490.1548) /7 81.05  48.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 1
23.00
m/z 41.00 21.68%
137.0
obbiddl ] 2030 273.0 3410 410.0
\WT‘\ \\‘\\\\‘T\\\‘\1!\‘T\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0
—
23.00
5000 m/z 95.05 12.47%
136.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t T
69.0 23.00
m/z 68.00 11.77%
5000
136.0
o ikl 2080 zrsoeo U
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050823\
Data File : BP015001.D

Acqg On : 08 May 2023 19:34
Operator : CG/JU

Sample : 02589-25

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 4 Hexacosanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.080 2.61 ng/ul 455139  Perylene-di12 24.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 90
2 Tetradecanal 212 C14H280 000124-25-4 90
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
4 Dotriacontanal 464 C32H640 057878-00-9 86
5 Tetradecanal 212 C14H280 000124-25-4 81

Abundance Scan 3348 (23.080 min): BP015001.D\data.ms (-3344) (- m/z 57.10 100.00%
57.1

5000
207.0

3.1
,mfhm. ‘ 281.0 355.0414.0475.2536.6

-

—
23.00
m/z 43.10 87.85%

0—itd
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal

a1
~l
o

5000 —
23.00
% m/z 82.05 83.82%
r4.0 362.0
Ow‘w\MM‘W“AJW}Q%PH%§%9H\‘H”\H*W**H\‘H‘w“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90085: Tetradecanal
57.0
ZQOO |
5000 ITI/Z 55.05 62.88%
‘ 168.0
0““‘“‘\‘J‘\H\“’L'I‘“‘\‘Hﬂ‘ml"H“H"‘HH“‘H‘HH‘HH‘HH“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158580: Oxirane, hexadecyl- ——
82.0 23.00
m/z 83.10 59.52%
h WMMWﬁum/\JAﬂMMMM/J\M
ots oLl P 02102600 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050823\
Data File : BP015001.D

Acqg On : 08 May 2023 19:34
Operator : CG/JU

Sample : 02589-25

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.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 5 Heptacosyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

23.474 4.36 ng/ul 761123  Perylene-di2 24.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl acetate 438 C29H5802 1000351-78-2 94
2 1-Triacontanol 438 C30H620 000593-50-0 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 Cyclopentadecane 210 C15H30 000295-48-7 93

Abundance Scan 3415 (23.474 min): BP015001.D\data.ms (-3411) (-} | m/z 57.05 100.00%
57.

1p5.1 —
23.50
208.0 281.0 |
o bl J|‘ h“u i thr b 0214608 84812 83.05  91.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321407: Heptacosyl acetate
43.0
5000 U
23.50
m/z 43.05 88.47%
ot M‘ | 181.0 250.0308.0 378.0438.0
‘\\1 ’1!!\‘\\\\‘\\\\‘\\\\ \\\\‘ \\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321442: 1-Triacontano
57.0
——
23.50
5000 ITI/Z 55.00 85.32%
125.0
o L1520 200 3000 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol T
57.0 23.50
m/z 97.05 85.03%
5000
125.0
ol llli)i] 1950 2640 3780
R R e R N e AR AARAR RARRRRERE SRS ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050823\
Data File : BP015001.D

Acqg On : 08 May 2023 19:34
Operator : CG/JU

Sample : 02589-25

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@50323.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 ... 18.416 2.9 ng/ul 727266 4 17.563 5075330 20.0
(DEL) Alkane: S... 21.315 4.3 ng/ul 939701 5 21.645 4346770 20.0
Supraene 22.962 2.8 ng/ul 493872 6 24.245 3487750 20.0
Hexacosanal 23.080 2.6 ng/ul 455139 6 24.245 3487750 20.0
Heptacosyl acetate 23.474 4.4 ng/ul 761123 6 24.245 3487750 20.0
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