LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135459.D

Acqg On : 26 Sep 2023 18:27
Operator : CG\JU

Sample : 04531-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135459.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.387 557 561 578 rBV 3132128 3382114 99.60% 13.434%
2 6.398 729 733 752 rBV 3244487 3395747 100.00% 13.489%
3 6.598 762 767 779 rBV2 31902 88454  2.60% 0.351%
4 6.751 790 793 804 rVB 1062665 896563 26.40% 3.561%
5 7.316 885 889 901 rBV 2145484 2160300 63.62% 8.581%
6 8.034 1007 1011 1014 rBV 1261741 1083355 31.90% 4.303%
7 9.110 1189 1194 1197 rBV 3619948 3174866 93.50% 12.611%
8 9.228 1210 1214 1219 rVB 49522 48357 1.42% 0.192%
9 9.786 1303 1309 1313 rBV 1204057 1051889 30.98% 4.178%
10 10.581 1440 1444 1457 rBV 1575386 1483950 43.70% 5.895%
11 10.704 1461 1465 1473 rVB4 31691 51176 1.51% ©0.203%
12 11.175 1542 1545 1550 rVB 37822 46734 1.38% 0.186%
13 11.280 1559 1563 1565 rBV 1039257 864971 25.47%  3.436%
14 11.304 1565 1567 1571 rVV 318325 265921 7.83% 1.056%
15 11.357 1573 1576 1579 rVB 60287 62888 1.85% 0.250%
16 11.786 1646 1649 1651 rBV 48358 43548 1.28% 0.173%
17 11.816 1651 1654 1661 rVVW 416714 455764 13.42% 1.810%
18 11.898 1665 1668 1670 rVV 76683 84356  2.48% 0.335%
19 11.922 1670 1672 1676 rVB 45450 39557 1.16% 0.157%
20 12.339 1740 1743 1745 rBV 40451 39767 1.17% 0.158%
21 12.427 1755 1758 1763 rBV3 28190 37670  1.11% 150%

22 12.498 1767 1770 1774 rBV 410906 385723 11.36%
23 12.604 1785 1788 1792 rBV2 82920 117461 3.46%
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24 12.727 1804 1809 1816 rBV 395488 451991 13.31% 795%
25 12.780 1816 1818 1823 rVB3 32113 44108 1.30% 175%
26 12.874 1830 1834 1838 rBV 2418088 2326025 68.50% 9.239%
27 13.045 1859 1863 1864 rBV2 36456 48004 1.41% 0.191%
28 13.169 1881 1884 1888 rVB2 42216 42729 1.26% ©.170%
29 13.580 1951 1954 1961 rVB 55524 54983 1.62% 0.218%
30 13.686 1970 1972 1974 rBV 37283 34663 1.02% 0.138%
31 13.786 1987 1989 1995 rVvB2 78167 77797  2.29% 309%
32 13.874 1998 2004 2009 rVW6 77226 223298 6.58% 887%

33 13.939 2010 2015 2018 rVVv2 952092 1079694 31.80%
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34 13.963 2018 2019 2022 rVB 201841 139451  4.11% 554%
35 14.104 2041 2043 2046 rVB 45321 36314 1.07% 144%
36 14.410 2093 2095 2099 rVB3 48361 46993 1.38% ©.187%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135459.D

Acqg On : 26 Sep 2023 18:27
Operator : CG\JU

Sample : 04531-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.698 2142 2144 2146 rBV 53177 54446 1.60% 0.216%
38 14.980 2189 2192 2200 rVB 141066 247272  7.28% 0.982%
39 15.280 2240 2243 2247 rBV 74038 92542  2.73% ©0.368%
40 15.345 2250 2254 2259 rVB 122054 148456 4.37% 0.590%

41 15.404 2260 2264 2276 rVB 547189 764979 22.53%  3.039%

Sum of corrected areas: 25174876
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 26 Sep 2023 18:27
¢ CG\JU
. 04531-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
BF135459.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135459.D

Acqg On : 26 Sep 2023 18:27
Operator : CG\JU

Sample : 04531-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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.
11.816 10.54 ng 455764  Phenanthrene-d10 11.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1654 (11.816 min): BF135459.D\data.ms (-1651) (- m/z 43.05 100.00%
43.0 73.0
5000 192.1
— —
‘ 11.50 12.00
[ m/z 73.00 91.71%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 N T
11.50 12.00
157.01g5 02130  256.0 m/z 59.95 89.07%
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 57.10  79.64%
185.0
228.0
150\‘ L HH’\ [157.0 \
o0 Ul il ll i uhwpm S S N U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid T —
73.0 11.50 12.00
m/z 41.05 71.65%
43.0
5000
129.0
1710 2140
101.0 ‘
oitsol L1 ICR - e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135459.D

Acqg On : 26 Sep 2023 18:27
Operator : CG\JU

Sample : 04531-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.604 2.72 ng 117461  Phenanthrene-die 11.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Dodecanoic acid 200 C12H2402 000143-07-7 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 80
Abundance Scan 1788 (12 604 min): BF135459.D\data.ms (-1785) (- m/z 43.10 100.00%
43.1 .0
5000 WW”J\WW
— —
12.50 13.00
0! m/z 59.95 99.85%
miz-> 50 100 150 200 250
Abundance #179092: Octadecanoic acid
430 730
5000 e s
1290 284.C 12.50 13.00
m/z 72.95 96.34%
M ‘ 185.0  241.0
ol h‘ H‘M‘ il ‘ ‘u‘\‘\‘ ‘\‘H‘\‘M} - | ““ b ‘L ““ L
miz--> 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— —
12.50 13.00
5000 129.0 m/z 41.05 90.69%
‘ 199.0 2420
oL “\‘ H‘H‘M h!\ \m\ HMH\ M‘\ u\ ‘ leﬂo‘ ‘ S — “\‘ ——
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid T ——
3 3
43.0 73.0 256.0 12.50 13.00
m/z 55.10 84.19%
5000
129.0
213.0
‘ 1710 ‘
o) - “\ \H‘H\ HM‘\H\ al , “ “‘u\‘ T “‘ - —— . ,
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135459.D

Acqg On : 26 Sep 2023 18:27
Operator : CG\JU

Sample : 04531-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 13-Tetradecen-1-ol acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 4.14 ng 223298  Chrysene-di2 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Tetradecen-1-o0l acetate 254 C16H3002 056221-91-1 91
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 83
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 83
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 80
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 68
Abundance Scan 2004 (13.874 min): BF135459.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1
5000
— ——
154.1 191.1 13.50 14.00
- m/z 83.10 81.27%
miz--> 50 100 150 200 250 300
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
5000 — ——
13.50 14.00
250 m/z 55.00 76.67%
L LTS 0 mmo 2
T L ‘ ‘ T \ T \ T T \ ’ L L ‘ T L
m/z--> 50 100 200 250 300
Abundance #275003: chhloroacetlc acid, heptadecy! ester
57.0
97.0 — ——
13.50 14.00
5000 m/z 97.10 71.08%
9.0
ozs‘J‘qW‘\\Hm‘ “‘\ |15 21800 2380 2050
m/iz--> 50 100 150 200 250 300
Abundance #326113: Heptadecy! heptafluorobutyrate — ——
57.0 13.50 14.00
m/z 43.10 67.53%
97.0
5000
1690 238.0
0250l | \h l1310 7" 000 " 830
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135459.D

Acqg On : 26 Sep 2023 18:27
Operator : CG\JU

Sample : 04531-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.280 2.42 ng 92542  Perylene-di12 15.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[a]pyrene 252 C20H12 000050-32-8 94
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2243 (15.280 min): BF135459.D\data.ms (-2240) (- m/z 252.10 100.00%
25p.1
w M
= o
571 12?(’ 2070 15.00 1550
Ol b ey b L 167.0207.0, f 81113520 /5 ose.e5  30.65%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 el e
15.00 15.50
m/z 253.10 21.48%
125.0
0390 830 | 2000 |
\\\‘\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #138552: Perylene
252.0
— —
15.00 15.50
5000 ITI/Z 125.00 14.51%
126.0
0,390 87.0 \H 1980, ||
R e LA B o e
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene T —
252.0 15.00 15.50
m/z 126.05 13.72%
5000
126.0
0l39.0 87.0 | 2000 |
R e R BB oo F o
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135459.D

Acqg On : 26 Sep 2023 18:27
Operator : CG\JU

Sample : 04531-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 ... 11.816 10.5 ng 455764 4 11.281 864971 20.0
Octadecanoic acid 12.604 2.7 ng 117461 4 11.281 864971 20.0
13-Tetradecen-1... 13.874 4.1 ng 223298 5 13.939 1079690 20.0
Benzo[e]pyrene 15.280 2.4 ng 92542 6 15.404 764979 20.0
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