LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc :

ALS vial : 6 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-BP062623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15772.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.858 112 114 124 rBV 36758 67596 0.19% 0.092%
2 3.934 124 127 134 rVB 28165 41276 0.12% 0.056%
3 4.158 160 165 170 rVB 35829 50079 0.14% 0.068%
4 7.234 682 688 705 rBV 258780 674351 1.88% 0.921%
5 7.387 708 714 730 rW 307505 566934 1.58% 0.774%
6 7.593 742 749 773 rVB 394216 787959 2.20% 1.076%
7 8.058 822 828 844 rBV 660130 1291593 3.60% 1.764%
8 8.799 947 954 972 rBV 257719 685333 1.91% 0.936%
9 9.252 1024 1031 1052 rBV 303338 702879 1.96% 0.960%
10 9.981 1148 1155 1177 rBV 211810 575401 1.60% 0.786%
11 10.557 1245 1253 1288 rBV 206585 805898 2.25% 1.100%
12 10.893 1300 1310 1329 rBV 787460 1648876 4.60% 2.252%
13 11.087 1336 1343 1369 rBV3 74503 320434 0.89% 0.438%
14 14.122 1851 1859 1873 rVV 602023 1091915 3.05% 1.491%
15 14.410 1901 1908 1926 rBV2 759323 1332987 3.72% 1.820%
16 14.710 1953 1959 1979 rVB 1107849 1757515 4.90% 2.400%
17 15.022 2005 2012 2029 rBV6 31348 168046 ©.47% 0.229%
18 15.710 2122 2129 2147 rBV 826334 1530595 4.27%  2.090%
19 15.881 2152 2158 2178 rvv2 95005 300771 0.84% 0.411%
20 16.081 2186 2192 2202 rBV 257493 452850 1.26% 0.618%
21 16.639 2280 2287 2295 rVB 29867 53804 0.15% 0.073%
22 17.475 2423 2429 2441 rBV 1093901 1788237 4.99% 2.442%
23 17.575 2441 2446 2460 rVB 739348 1370189 3.82% 1.871%
24 18.269 2560 2564 2568 rBV2 38487 51968 ©0.14% 0.071%
25 18.328 2569 2574 2582 rBV 389775 597869 1.67% 0.816%
26 19.304 2737 2740 2745 rVB6 66107 79997 0.22% 0.109%
27 19.416 2756 2759 2761 rBV4 45995 57905 0.16% 0.079%
28 19.551 2778 2782 2787 rBV2 220349 330513 ©.92% 0.451%
29 19.598 2787 2790 2795 rVB2 199331 245622 0.69% 0.335%
30 19.757 2813 2817 2818 rBV4 119289 148882 0.42% 0.203%
31 19.798 2818 2824 2836 rVB 1203168 2071458 5.78%  2.829%
32 19.933 2844 2847 2852 rVB2 141944 157546 0.44% 0.215%
33 20.498 2941 2943 2948 rVB4 107921 114607 0.32% 0.156%
34 21.233 3066 3068 3075 rVB 336929 469877 1.31% 0.642%
35 21.563 3119 3124 3134 rVB 1318660 2037831 5.68% 2.783%
36 23.251 3408 3411 3418 rVB 411517 621963 1.73% 0.849%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc

ALS vial : 6 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-BP062623.MA.M
Title : SVOA CALIBRATION

37 23.939 3522 3528 3546 rVB2 972726 2421029 6.75% 3.306%
38 24.104 3551 3556 3570 rVB 1001681 2286204 6.38% 3.122%
39 24.692 3650 3656 3669 rVB 772068 1696538 4.73% 2.317%
40 26.662 3985 3991 3999 rBV 616687 1623465 4.53% @ 2.217%
41 27.768 4171 4179 4195 rVB2 1044249 4302019 12.00% 5.874%

42 28.827 4344 4359 4379 rVB3 8365831 35853636 100.00% 48.957%

Sum of corrected areas: 73234447
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Jun 2023 11:00
: MA/JU
: 03142-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
BPO15772.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP015772.D\data.ms
8000000
6000000
4000000
2000000
g3 8058 10.893
0 3R98U158 7.?333§75 /k 8-739 9./2\52 9.981 10.557 /il',o\87
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\7\‘7\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\r\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP015772.D\data.ms
8000000
6000000
4000000
2000000
14.710 15710 17.475 19.798
14.13%-410 : 081 1551 18.328 199 933 204
0 }\ ﬂ¥ 15.022 5§§5¥ 16.639 18269  14¢ AW RSP
L I e e L e e T i e e i T
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP015772.D\data.ms
28.827
8000000
6000000
4000000
2000000 21.563 2328404 o, o900 26,662 27.768
0\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.081 5.15 ng/ul 452850  Acenaphthene-d10 14.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 96
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 78
Abundance Scan 2192 (16.081 min): BP015772.D\data.ms (-2186) (- | m/z 104.95 100.00%
105.0
5000 182.1 j\¥
T \
39 16.00
Of oo A 291.3356.2 4292 5093 n/z 76.95  71.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 — :
16.00
m/z 182.05 50.27%
O \\\\‘\\”\\‘\\\\‘h\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
T T
182.0 16.00
5000 m/z 50.95 27.37%
27.0‘ I
Ot e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone S ‘
105.0 16.00
m/z 49.95 9.35%
5000 182.0
0 27‘0“ il i I
e e e e e e e e ety
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.328 6.69 ng/ul 597869  Phenanthrene-d10 17.475
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 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80

Abundance Scan 2574 (18.328 min): BP015772.D\data.ms (-2569) (- m/z 73.00 100.00%

73.0
5000
2132 e —
m \ 18.00 18.50
—r HHA: A_H J‘m“u??‘zﬁw“4‘1‘4‘3‘47‘5‘??‘367 m/z 43.00  84.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 = T
129.0 18.00 18.50
m/z 60.00 77 .96%
0 .\‘M Jm Jh .M Ul \}?ﬂb\ l
‘\\\‘ \\‘f\\1‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143509: n-Hexadecanoic acid
43.0
— ==
18.00 18.50
5000 256.0 m/Z 41.00 68.22%
129.0
AR et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid = —
73.0 18.00 18.50
m/z 57.05 64.52%
256.0
5000
“ 57.0
0“‘¢\Wh JiLMM‘\\\*,\\ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP062823\

Data File : BP@15772.D

Acqg On : 28
Operator : MA/
Sample : 031
Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Jun 2023 11:00
Ju
42-05

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 3 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.551 3.24 ng/ul 330513  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 83

Abundance Scan 2782 (19.551 min): BP015772.D\data.ms (-2778) (-

3

m/z 73.00 100.00%

%

5000
372.8
\ ‘ HH\ t‘ b \HJ 439.2 516.3 1999
(o R L L thww‘m‘w Al T m/z 43.00 82.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — |
19.50
’ M 1850  284.0 m/z 60.00 76.49%
O‘\\‘\‘H ‘r‘\'[‘l{“\hl\\“\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

—

Abundance #179091: Octadecanoic acid
43.0
19.50
5000 129.0 m/z 57.10 71.54%
284.0
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T

Abundance #179092: Octadecanoic acid
43.0 19.50
m/z 55.00 64.55%
5000
129.0 284.0
OIWMH“\x\\Jx —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 +trans-Chlordane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.598 2.41 ng/ul 245622  Chrysene-di12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Chlordane 406 C10H6C18 005103-74-2 99
2 trans-Chlordane 406 C10H6C18 005103-74-2 99
3 Chlordane 406 C10H6C18 000057-74-9 98
4 cis-Chlordane 406 C10H6C18 005103-71-9 96
5 cis-Chlordane 406 C10H6C18 005103-71-9 94
Abundance Scan 2790 (19.598 min): BP015772.D\data.ms (-2787) (- m/z 372.80 100.00%
372.8
5000 236.8 XJU
65.0 i P
135.0 00.8 19.50 20.00
o Mﬁ%sﬁ’?% m/z 374.80  99.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #305490: trans-Chlordane
373.0
5000 el —t
237.0 19.50 20.00
m/z 376.80  46.21%
65.0
143-0 01.0
O,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #305493: trans-Chlordane
373.0
—r e
19.50 20.00
5000 ITI/Z 370.85 41.39%
272.0
65.0 133.0196.0
0,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #305485: Chlordane Ty =
373.0 19.50 20.00
m/z 236.85 38.70%
5000
272.0
75.0
o 35.0196.0 \ ‘
] e s ;
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.233 4.61 ng/ul 469877  Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
2 Heptacos-1-ene 378 C27H54 015306-27-1 90
3 Cyclopentadecane 210 C15H30 000295-48-7 89
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 80
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 78
Abundance Scan 3068 (21.233 min): BP015772.D\data.ms (-3066) (- m/z 83.00 100.00%
83.0
2100 2150
191.0 2811 3551417.1 ' ' '
Ol b L g S PR B S 4884848 /7 s5.00  99.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173730: 9-Eicosene, (E)-
57.0
5000 —r— ——
21.00 21.50
m/z 97.10 90.11%
5.0
ol |[]} 1820 2800
\\\‘\1\‘!!\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene
57.0
—— —
21.00 21.50
5000 m/z 69.00 87.94%
5.0
ok} “ o 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane T —
55.0 21.00 21.50
m/z 43.00 64.23%
- /\JJ\//%
U= =
ou\‘_H“‘M‘H"‘MH"‘H"‘m‘mwwm_m_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.251 5.44 ng/ul 621963  Perylene-di2 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 90
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 87

Abundance Scan 3411 (23.251 min): BP015772.D\data.ms (-3408) (- m/z 57.00 100.00%

57.0
5000

——
127.2 23.00 23.50
197.1
0HM.“‘281-‘1371-04?1-1549“ m/z 71.e5 68.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0

5000 ]
23.00 23.50

m/z 43.05 64.88%

127.0
\\J\‘\‘\‘\‘\"\h\I‘\J\TI“‘\“WJ-\QTI\O\\\‘\\\\‘\:3\3\§;(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0

o

7 —
23.00 23.50
5000 m/z 85.10 49,93%
oML FATS om0 2680
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T ——
57.0 23.00 23.50
m/z 41.00  23.48%
5000

-

ol H || 1270 197.0 267.0 338.0
L 2970 2670 3380

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.692 14.84 ng/ul 1696540  Perylene-d12 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 96
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3656 (24.692 min): BP015772.D\data.ms (-3650) (- m/z 57.00 100.00%

57.0
5000

T
24.50 25.00

1
oL AL 'PT es2 2601 354 4339 51 77105 8.7
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 = _—
24.50 25.00

m/z 43.00 60.29%

LTS 021 0
\\‘\\\\‘\\\T‘\T\\‘f\\\’\\f\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158610: Octadecane, 2-methyl-

43.0

T
24.50 25.00

5000 m/z 85.10 49,50%
| 11 f-o 225.0
0ty P e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T -
43.0 24.50 25.00

m/z 55.00  23.76%

- N\MJ\L\
196.0

0“\‘L‘ﬁmhU”H‘LL?ﬁqg‘rw‘w“www“w‘ww‘w‘w T -

m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\

BP015772.D
: 28 Jun 2023 11:00
: MA/JU
: 03142-05
: 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

¢ 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26.662 14.20 ng/ul 1623470  Perylene-di12 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 2-Methylheptacosane 394 C28H58 001561-00-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3991 (26.662 min): BP015772.D\data.ms (-3985) (- m/z 57.10 100.00%

57.1
5000

‘ ‘ ”1 1072 30823673 4444 26.50 27.00
om‘ L2202 30823673 4444 5349 ./, 71.10

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0

5000 T —
26.50 27.00
m/z 43.00 62.29%
{770 1830 2950
O\\‘1‘\\‘\J\‘Jff‘\\\\‘\\\1‘\\\\“‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298432: 2-Methylheptacosane
57.0
—— —
26.50 27.00
5000 m/z 85.10 54.96%
‘ 351.0
197.0
0‘\)“‘ | ‘JHwmzm‘u"‘Hmwwww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance

#275537: Hexacosane T —T—
57.0 26.50 27.00

m/z 55.00

- M

\‘ | | 1770 197.0 2670 3670

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 9 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.768 37.63 ng/ul 4302020 Perylene-di2 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 83
4 Isocholesteryl methyl ether 400 C28H480 029944-53-4 49
5 Campesterol 400 C28H480 000474-62-4 49

Abundance Scan 4179 (27.768 min): BP015772.D\data.ms (-4171) (- m/z 43.05 100.00%

43.0
107.0
5000
213.2
’ T ‘ T
27.50 28.00

0k *mmlh 4899549 nm/z 55.00  57.58%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0

5000 — e
414.0 27.50 28.00

213.0 303.0 m/z 57.00  55.49%

0 ‘J‘T ”J ‘{“““A”M“m\mmluIIJ..‘l} R RRRRRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0

7
27.50 28.00

5000 ITI/Z 107 .00 52.23%
107.0 414.0
‘ ‘ ‘ 2130 303.0
ob Ll m\l}.w\h\’\mﬂ\ IO Y ¥
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310598: .gamma.-Sitosterol —— —
43.0 27.50 28.00

m/z 105.00  49.32%

5000
07.0
414.0
WHM\MMMMM

0l \‘\HH‘ um” |l \4‘01 L U

m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 10 D:C-Friedo-B':A'-neogammace... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.827 313.65 ng/ul 35853600 Perylene-di12 24.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 50
2 9,19-Cyclolanost-25-en-3-0l1, 24-... 440 C31H520 000511-61-5 47
3 Undec-10-ynoic acid, 2,7-dimethy... 316 C21H3202 1000406-96-7 22
4 Lupeol 426 C30H500 000545-47-1 14
5 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 14
Abundance Scan 4359 (28.827 min): BP015772.D\data.ms (-4344) (- m/z 241.20 100.00%
241.2
95.1
425.4
5000
59.1
R A REaEEEE A
Hl “ 28.6028.8029.00
11.3
ol2 M Ui \‘m‘\h& J WA TT3884 Ll 8349 u7 273,15 84.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322351: D:C-Friedo-B":A-neogammacer-9(11)-ene, 3-m
278.0 425.0
109.0
5000 L L L B L B BB R
28.6028.8029.00
r89 0 m/z 95.10  73.09%
O' \‘M“ ‘UH\H\“H\\ M\u“\ “1' \ ‘u\ \\\“ f‘ \‘\3\5“":-\).\()\ \“ L ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322350: 9,19-Cyclolanost-25-en-3-ol, 24-methyl-, (3.bet
69.0
R EEE e
28.6028.8029.00
m/z 71.00 68.16%
5000 175.0 2070 /
300.0 '
A1 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220101: Undec-10-ynoic acid, 2,7-dimethyloct-1-en-3-y T T T
119.0 273.0 28.6028.8029.00
5.0 m/z 425.35  59.22%
5000 /\
OHH‘ \“thﬁ.w“ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.6028.8029.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15772.D

Acqg On : 28 Jun 2023 11:00
Operator : MA/JU

Sample : 03142-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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|
Benzophenone 16.081 5.2 ng/ul 452850 3 14.710 1757520 20.0
n-Hexadecanoic ... 18.328 6.7 ng/ul 597869 4 17.475 1788240 20.0
Octadecanoic acid 19.551 3.2 ng/ul 330513 5 21.563 2037830 20.0
trans-Chlordane 19.598 2.4 ng/ul 245622 5 21.563 2037830 20.0
(DEL) Alkane: S... 21.233 4.6 ng/ul 469877 5 21.563 2037830 20.0
(DEL) Alkane: S... 23.251 5.4 ng/ul 621963 6 24.104 2286200 20.0
(DEL) Alkane: S... 24.692 14.8 ng/ul 1696540 6 24.104 2286200 20.0
(DEL) Alkane: S... 26.662 14.2 ng/ul 1623470 6 24.104 2286200 20.90
.gamma.-Sitosterol 27.768 37.6 ng/ul 4302020 6 24.104 2286200 20.0
D:C-Friedo-B':A... 28.827 313.6 ng/ul 35853600 6 24.104 2286200 20.0
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