LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15792.D

Acqg On : 28 Jun 2023 22:54
Operator : MA/JU

Sample : 03142-02

Misc :

ALS Vvial : 26 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@15792.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.381 29 33 44 rVB 67524 107360 ©0.31% 0.122%
2 3.840 108 111 123 rBV 183675 314093 0.91% 0.357%
3 3.928 123 126 135 rVB 65120 102270 ©0.30% 0.116%
4 4,046 142 146 150 rBV 39117 55937 0.16% 0.064%
5 4.152 160 164 173 rVB 21844 37014 0.11% 0.042%
6 7.234 681 688 707 rBV 487793 1204331 3.50% 1.369%
7 7.381 707 713 737 rVB 616939 1138108 3.31% 1.293%
8 7.587 742 748 770 rBV 753016 1383243 4.02% 1.572%
9 8.058 821 828 842 rBV 930765 1698965 4.94% 1.931%
10 8.793 946 953 972 rBV 388212 1019479 2.96% 1.158%
11  9.246 1023 1030 1046 rBV 601353 1264981 3.68% 1.437%
12 9.975 1146 1154 1175 rBV 418543 1035129 3.01% 1.176%
13 10.552 1244 1252 1277 rBV 383675 1348300 3.92% 1.532%
14 10.887 1301 1309 1328 rBV 1160451 2265788 6.59% 2.575%
15 11.081 1334 1342 1367 rBV3 103840 428812 1.25% 0.487%
16 13.587 1760 1768 1778 rVV4 19734 41573 0.12% 0.047%
17 14.116 1852 1858 1871 rBV 1095972 1863334 5.42% 2.117%
18 14.404 1897 1907 1921 rBV 1397456 2326577 6.76% 2.644%
19 14.704 1951 1958 1974 rBV 1483034 2421009 7.04% 2.751%
20 15.704 2121 2128 2142 rBV 1502871 2644082 7.69% 3.005%
21 15.875 2151 2157 2177 rVB 193495 530696 1.54% 0.603%
22 16.075 2185 2191 2207 rBV 478418 852060 2.48% 0.968%
23 16.404 2241 2247 2252 rBV5 20797 53543 0.16% 0.061%
24 16.634 2282 2286 2294 rVB 36374 65039 0.19% 0.074%
25 17.340 2402 2406 2413 rBV2 47444 80195 0.23% 0.091%
26 17.410 2414 2418 2422 rBV5 29978 44574 0.13% 0.051%
27 17.469 2422 2428 2433 rBV 1516372 2312152 6.72% 2.627%
28 17.569 2440 2445 2466 rVB2 1272129 2335530 6.79% 2.654%
29 18.263 2557 2563 2568 rBV2 347352 594545 1.73% 0.676%
30 18.322 2568 2573 2582 rVV 1661173 2164785 6.29% 2.460%
31 19.410 2754 2758 2759 rBV 91702 103213 ©0.30% 0.117%
32 19.469 2763 2768 2777 rVV 385740 720830 2.10% 0.819%
33 19.545 2777 2781 2799 rVWV 543113 920107 2.67% 1.046%
34 19.792 2818 2823 2836 rVB2 2066704 3386848 9.84% 3.849%
35 20.269 2902 2904 2908 rvB2 117041 118724 ©.35% 0.135%

36 20.757 2984 2987 2992 rBV3 105709 139012 ©0.40% 0.158%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15792.D

Acqg On : 28 Jun 2023 22:54
Operator : MA/JU

Sample : 03142-02

Misc

ALS Vvial : 26 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 21.222 3061 3066 3073 rBV4 572746 1008594 2.93% 1.146%
38 21.416 3097 3099 3104 rVB 184673 190441 0.55% 0.216%
39 21.557 3118 3123 3127 rBV 1697373 2502980 7.28% 2.844%
40 23.239 3405 3409 3416 rVB 1034664 1667761 4.85% 1.895%
41 23.927 3521 3526 3534 rVB2 1405225 2984945 8.68% 3.392%
42 24.098 3549 3555 3571 rVB 1346202 3176969 9.23% 3.610%
43 24.674 3648 3653 3663 rVB 1230103 2712213 7.88% 3.082%
44 26.645 3982 3988 3997 rBV 842623 2232750 6.49% 2.537%
45 28.798 4341 4354 4368 rVB3 7848201 34402979 100.00% 39.093%
Sum of corrected areas: 88001870
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 28 Jun 2023 22:54
: MA/JU
: 03142-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
BP915792.D

: 26 Sample Multiplier: 1

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

TIC Library
TIC Integration Parameters: LSCINT.P

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

Abundance TIC: BP015792.D\data.ms
8000000
6000000
4000000
2000000
10.887
8.058
587
7 381 9.246
3381 384ms) 8.793 9.975 10552 |\ 1o,
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘7\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP015792.D\data.ms
8000000
6000000
4000000
2000000
.704 15.704 17.
14,1840 7%
75
o 13.587 fL 5879 o amess 113
e L I e L T e e e e e e L A e e e e o e
Time--> 12.00 1250 13.00 1350 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: BP015792.D\data.ms
28.798
8000000
6000000
4000000
2392
21.557 .098
23.239 24.674 26.645
0\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 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@15792.D

Acqg On : 28 Jun 2023 22:54
Operator : MA/JU

Sample : 03142-02

Misc

ALS Vvial : 26 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 8
R.T. EstConc Area Relative to ISTD R.T.
16.075 7.04 ng/ul 852060  Acenaphthene-di10 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2191 (16.075 min): BP015792.D\data.ms (-2185) (- m/z 105.00 100.00%
105.0
5000 181.9 }\¥
T T
16.00
op 0P b . 2810342.1401.0 472.3532.1 /7 76,95  70.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 T
182.0 1600
m/z 181.95 49.16%
27‘0 11 A ‘
O \\‘\1[‘!\\!‘\\\\’\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
T \
182.0 16.00
5000 m/z 51.00 27.35%
27.0‘ |
Ot e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0 1600
m/z 49.95 9.07%
182.0
5000
0 w“m‘_H‘,u‘Jw‘ww"Hww_wwww
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@15792.D

Acqg On : 28 Jun 2023 22:54

Operator : MA/JU

Sample : 03142-02

Misc

ALS vial : 26

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: 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 2 cis-Vaccenic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.263 5.14 ng/ul 594545  Phenanthrene-d10 17.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 87
2 Oxacycloheptadecan-2-one 254 C16H3002 000109-29-5 86
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 83
4 9-octadecenoic acid, 2,2,2-trifl... 364 C20H35F302 1000376-54-3 81
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 80

Abundance Scan 2563 (18.263 min): BP015792.D\data.ms (-2557) (- m/z 55.00 100.00%

54.0
5000 dﬁ/\j\\ﬂ
\ | 1009

ﬁ o2z 2L 1800 1850
N 3390 L8991 47515424 0 41 .00 56.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
55.0

5000 — —
18.00 18.50

m/z 69.00 51.81%

}‘ f 264.0
O‘\\\! ‘Ji\‘\h\‘l\\Jh‘\h\‘“\l}1‘.f{f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #140814: Oxacycloheptadecan-2-one

55.0

T
18.00 18.50

o

U_Igﬁ

5000 m/z 83.00 34.74%
“% 4.0 236.0
R Y ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176229: trans-13-Octadecenoic acid =5 —
55.0 18.00 18.50

m/z 43.00 29.01%

5000 ’Ak
0 M uFlﬁh.n,.. o 2049 s —=

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15792.D

Acqg On : 28 Jun 2023 22:54
Operator : MA/JU

Sample : 03142-02

Misc

ALS vial : 26

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 3 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.322 18.73 ng/ul 2164790  Phenanthrene-d10 17.469
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 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2573 (18.322 min): BP015792.D\data.ms (-2568) (- m/z 73.00 100.00%

73.0
5000
2132 T 1
M} 18.00 18.50
Ol WM ‘*_HM“““28‘1‘9‘?’43“1‘” 429.9489.2548.. ./, 43.00 89.15%
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 T
18.00 18.50
“ 213.0 m/z 60.00 89.15%
0‘\\\ ‘H \1\";““}\\ er\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
— T
18.00 18.50
5000 ITI/Z 41.00 69.61%
129.0
ANl
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
m/z 57.00 68.73%
5000 256.0
129.0
AR T L
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:\
Data File : BP@

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

ALS vial : 26

Quant Method
Quant Title

TIC Library
TIC Integration

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP062823\
15792.D

Jun 2023 22:54

Ju

42-02

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

Parameters: LSCINT.P

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

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

Octadecanoic acid

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.545 7.35 ng/ul 920107  Chrysene-di12 21.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2781 (19.545 min): BP015792.D\data.ms (-2777) (- | m/z 43.00 100.00%
5000
129.0
2412 T T
sk,
ol LA %“MMH_H“m?lﬁ‘1‘_”“““‘4‘4?‘59%%‘ m/z 73.00  98.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — :
19.50
“ 1850  284.0 m/z 60.00 82.21%
O‘\\"\HH ‘1"\'[““!“1\‘\f\\%\\\f‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
— 1 i
19.50
5000 129.0 m/z 57.80 77.39%
284.0
o Ll e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid —— ‘
73.0 19.50
m/z 55.00 71.39%
5000 284.0
185.0
olil,‘h“m\“* —
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@15792.D

Acqg On : 28 Jun 2023 22:54
Operator : MA/JU

Sample : 03142-02

Misc

ALS Vvial : 26 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 6
R.T. EstConc Area Relative to ISTD R.T.
21.222 8.06 ng/ul 1008590  Chrysene-d12 21.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 1-Tricosene 322 C23H46 018835-32-0 94

Abundance Scan 3066 (21.222 min): BP015792.D\data.ms (-3061) (- m/z 57.00 100.00%
i

.0
5000

125.1 1 ]
| h 228.1 3410 431.1491.1549. 21.00 2150
0 ity Hﬁﬂhépauqmi‘_‘h‘u“@‘u‘u‘(_‘uyu“g m/z 43.00 94.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231:; 1-Tetracosene JkVJMVJAWV/\ﬂMMKJﬂMwA\
43.0

111.0

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0

— —
21.00 21.50
5000 m/z 83.00 91.49%
0191 ‘. I h ‘l]liP‘ISnO 222.0280.0
P s e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T ——
57.0 21.00 21.50

5000
5.0
| M

\} | ‘\ |, 196.0 292.0 364.0
O e e e e T e T —

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
BP915792.D

: 28 Jun 2023 22:54
: MA/JU
: 03142-02

: 26 Sample Multiplier: 1

TIC Library

¢ 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.239 10.50 ng/ul 1667760  Perylene-d12 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 9-Methylheneicosane 310 C22H46 070475-51-3 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3409 (23.239 min): BP015792.D\data.ms (-3405) (- m/z 57.00 100.00%

57.0
5000

127.1 :
0bem J A M‘ £h A2 2811  S8S1 4760 548.  n/z 71.00  70.44%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 S ——
23.00 23.50
m/z 43.00 60.61%
ok il 27.0 1970 281.0  394.0
‘\\1\‘\1\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

57.0 ﬂmeJLij\Avvm,“m

Abundance #194590: Heneicosane
—— —
23.00 23.50
5000 ITI/Z 85.05 49,22%
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212285: 9-Methylheneicosane — 7
57.0 23.00 23.50
m/z 55.00 22.86%
5000
140.0
ool o 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BP062623.MA.M Thu Jun 29 11:39:06 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15792.D

Acqg On : 28 Jun 2023 22:54
Operator : MA/JU

Sample : 03142-02

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.674 17.07 ng/ul 2712210 Perylene-di12 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 3653 (24.674 min): BP015792.D\data.ms (-3648) (- m/z 57.00 100.00%

57.0
5000

——
‘ ’}F 7.1 197 266.1 24.50 25.00
ol b, 1972 2°0.0325.1 398246115232 m/z 71.18  72.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246480: Tetracosane
57.0
5000 R —
24.50 25.00

m/z 43.00 59.91%

J | 1270 197.0 267.0 3380
‘\\\l\’WIT‘#\[1'1‘\{‘[‘\%!‘\“1\\‘\%“\l\\‘\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

T
24.50 25.00

o

5000 ITI/Z 85.10 50.83%
o ML ssm0ameo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #206617: Sulfurous acid, butyl dodecyl ester — —
57.0 24.50 25.00
m/z 55.00 23.30%
h J\‘AJ\M
0 \‘ J ‘m .\‘ J i .16?.0 233.0
e e e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15792.D

Acqg On : 28 Jun 2023 22:54
Operator : MA/JU

Sample : 03142-02

Misc

ALS Vvial : 26 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.645 14.06 ng/ul 2232750  Perylene-d12 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3988 (26.645 min): BP015792.D\data.ms (-3982) (- m/z 57.00 100.00%

57.0
5000

J JP f 711971 295.1356.1 444.2504.0 2650 27.00
0‘HH‘HH‘HH‘HH’\H‘HH‘.\H\‘\.\H‘\H\‘.HH‘\.\H‘\ m/Z 71.00 70.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane \erg/\\Jﬂ\/\\
57.0

5000 — =
26.50 27.00

m/z 43.00 58.55%

[1 1L A270 1970 2810  394.0
‘\\\\‘\\\\‘\1\f‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0

T
26.50 27.00

o

5000 ITI/Z 85.05 52.66%
o \‘ JHMW 197.0 267.0  367.0
A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl- S —T
57.0 26.50 27.00
m/z 55.00 23.03%
5000
295.0
oH‘JﬁFT‘?.,-O‘%SO B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15792.D

Acqg On : 28 Jun 2023 22:54
Operator : MA/JU

Sample : 03142-02

Misc

ALS Vvial : 26 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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

28.798 216.58 ng/ul 34403668 Perylene-di2 24.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Amino-.alpha.-[2-chlorophenyl]... 273 C15H12CINO2 1000254-08-5 25

2 8-Trifluoromethylcinchoninic acid 241 C11H6F3NO2 031009-01-5 25
3 2-(1H-Indol-3-ylmethylene)-1H-in... 273 C18H11NO2 031060-64-7 15
4 Adamantane, 1-(4-methylphenylami... 241 C17H23N 019984-39-5 15
5 Tolcapone 273 C14H11NO5 134308-13-7 15

Abundance Scan 4354 (28.798 min): BP015792.D\data.ms (-4341) (- m/z 241.20 100.00%

241.2
95.0
425.4
5000
59.1

S W—
28. 4028 6028.8029.00
89, ..JM\\M.M WiPHPeerd | stz 509 503 00 ga.3uw

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164710: 2-Amino- alpha -[2-chlorophenyl]cinnamic acid
73.0
5000 [T T T[T o]

28.4028.6028.8029.00
m/z 95.05 72.88%

a um\‘"\lh“‘ﬂ\1|‘\“|\!‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #124448: 8-Trifluoromethylcinchoninic acid
241.0

28. 4028 6028. 8029 00
5000 m/z 71.00 65.67%

176T
H AH Ll n H\ MH

il el A e e
mlz--> 50 100 150 200 250 300 350 400 450 500 550 JL
Abundance #164991: 2-(1H-Indol-3-yImethylene)-1H-indene-1,3(2H)-

273.0

96.0 165.0

o

O

28. 4028 6028.8029.00
m/z 425.40 56.12%

5000
76.0 216.0
0 L I\ Ml ‘|| H il \‘l \ Ih L

m/z--> 50 100 150 200 250 300 350 400 450 500 550 28. 4028 6028. 8029 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062823\
Data File : BP@15792.D

Acqg On : 28 Jun 2023 22:54
Operator : MA/JU

Sample : 03142-02

Misc

ALS Vvial : 26 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 16.075 7.0 ng/ul 852060 3 14.704 2421010 20.0
cis-Vaccenic acid 18.263 5.1 ng/ul 594545 4 17.469 2312150 20.0
n-Hexadecanoic ... 18.322 18.7 ng/ul 2164790 4 17.469 2312150 20.0
Octadecanoic acid  19.545 7.3 ng/ul 920107 5 21.557 2502980 20.0
(DEL) Alkane: S... 21.222 8.1 ng/ul 1008590 5 21.557 2502980 20.0
(DEL) Alkane: S... 23.239 10.5 ng/ul 1667760 6 24.098 3176970 20.0
(DEL) Alkane: S... 24.674 17.1 ng/ul 2712210 6 24.098 3176970 20.0
(DEL) Alkane: S... 26.645 14.1 ng/ul 2232750 6 24.098 3176970 20.0
unknown-01 28.798 216.6 ng/ul 34403000 6 24.098 3176970 20.0
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