LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134323.D

Acqg On : 17 Jul 2023 19:15
Operator : CG\JU

Sample : 03597-19

Misc :

ALS Vvial : 11 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134323.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.075 504 508 516 rVB 20924 27470  1.73% 0.203%
2 5.475 572 576 591 rBv 1311200 1325587 83.26% 9.776%
3  6.475 742 746 760 rBV 1363328 1370465 86.08% 10.107%
4 6.675 776 780 792 rVB2 10868 20896 1.31% 0.154%
5 6.834 804 807 818 rBV 486536 440812 27.69%  3.251%

6 7.398 899 903 906 rBV 1051876 862822 54.19% 6.363%
7 8.116 1021 1025 1028 rBV 703946 561048 35.24% 4.138%
8 9.192 1204 1208 1211 rBV 2099201 1592126 100.00% 11.742%
9 9.304 1223 1227 1231 rVB2 20987 20794 1.31% 0.153%

9.733 1297 13600 1305 rBV 39117 31578 1.98% 0.233%

11 9.875 1320 1324 1327 rBV 666216 559551 35.14%
12 10.075 1354 1358 1363 rBV 19276 22031 1.38%
13 10.669 1455 1459 1469 rBV 1000608 949413 59.63%
14 11.369 1573 1578 1580 rBV 636934 529679 33.27%
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15 11.392 1580 1582 1585 rVV 225356 179516 11.28% 324%
16 11.445 1588 1591 1593 rVB 32608 28058 1.76% ©.207%
17 11.604 1614 1618 1622 rBV 28745 35541 2.23% 0.262%
18 11.827 1652 1656 1659 rBv4 19339 22086 1.39% ©0.163%
19 11.869 1659 1663 1665 rBV2 38573 43660 2.74% 0.322%
20 11.898 1665 1668 1672 rVV2 295791 260600 16.37%  1.922%
21 11.980 1679 1682 1685 rBv2 44595 50591 3.18% ©.373%
22 12.004 1685 1686 1693 rVB 27018 24550 1.54% 0.181%
23 12.074 1693 1698 1702 rBV6 17132 36439 2.29% 0.269%
24 12.169 1711 1714 1717 rVB 29106 22889 1.44% ©.169%
25 12.198 1717 1719 1722 rVB 40670 33775 2.12%  ©.249%
26 12.321 1734 1740 1743 rBV7 13905 21844 1.37% 0.161%
27 12.421 1752 1757 1760 rBV 28852 37046 2.33% 0.273%
28 12.463 1760 1764 1766 rBv4 18161 22557 1.42% ©.166%
29 12.516 1770 1773 1779 rVB3 29889 34793 2.19% 0.257%
30 12.586 1782 1785 1789 rBV 395905 401219 25.20%  2.959%
31 12.686 1799 1802 1805 rBV 87282 83317 5.23% ©0.614%
32 12.821 1819 1825 1831 rBV 374584 387250 24.32%  2.856%
33 12.868 1831 1833 1839 rVB2 20009 27481 1.73% 0.203%
34 12.963 1845 1849 1852 rBV 1498577 1237109 77.70%  9.124%
35 13.033 1858 1861 1866 rBV3 30041 48204 3.03% 0©.356%
36 13.127 1874 1877 1879 rBV3 29885 39009 2.45%  ©0.288%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134323.D

Acqg On : 17 Jul 2023 19:15
Operator : CG\JU

Sample : 03597-19

Misc :

ALS Vvial : 11 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.151 1879 1881 1885 rVB 46195 38546  2.42% 0.284%
38 13.192 1885 1888 1890 rBV3 24705 28629 1.80% 0.211%
39 13.257 1895 1899 1901 rVwv2 40244 42712 2.68% 0.315%
40 13.351 1912 1915 1917 rBV 31061 29317 1.84% 0.216%
41 13.380 1917 1920 1923 rVB2 24176 25090 1.58% 0.185%
42 13.445 1928 1931 1933 rBvV3 22855 25044 1.57% 0.185%
43 13.533 1943 1946 1949 rBV3 19530 26226 1.65% 0.193%
44 13.663 1965 1968 1975 rVB3 39709 54779 3.44% 0.404%
45 13.774 1984 1987 1990 rBV 37547 40764 2.56% 0.301%
46 13.804 1990 1992 1994 rVV 30615 22473 1.41% 0.166%
47 13.880 2001 2005 2011 rBV5 84741 154695 9.72% 1.141%
48 14.027 2023 2030 2033 rBvV2 490691 626671 39.36% 4.622%
49 14.051 2033 2034 2040 rVB 152982 133946 8.41% 0.988%
50 14.186 2054 2057 2060 rBV5 30248 44784 2.81% ©0.330%
51 14.492 2107 2109 2112 rBV2 38235 36801 2.31% 0.271%
52 15.092 2207 2211 2214 rBV 111061 168896 10.61% 1.246%
53 15.157 2219 2222 2226 rVB2 64192 72072 4.53% 0.532%
54 15.404 2260 2264 2271 rW 72413 115570 7.26% ©.852%
55 15.468 2271 2275 2281 rVB 103183 136061 8.55% 1.003%

56 15.533 2281 2286 2297 rVB 220443 344442 21.63% 2.540%

Sum of corrected areas: 13559324
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@071723\
Data File : BF134323.D

Acqg On : 17 Jul 2023 19:15
Operator : CG\JU

Sample : 03597-19

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF134323.D\data.ms
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Abundance TIC: BF134323.D\data.ms
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Abundance TIC: BF134323.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134323.D

Acqg On : 17 Jul 2023 19:15
Operator : CG\JU

Sample : 03597-19

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
11.898 9.84 ng 260600  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1668 (11.898 min): BF134323.D\data.ms (-1665) (- m/z 73.00 100.00%
43.0 73.0
5000
129.0 192.1
— =
| ‘ 157.1 ‘ ‘227_2256-1 11.50 12.00
oWw‘_‘”‘w"W‘m‘m‘w“ ekt L 07 L s, a3.05 96.74%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5,02130  256.0 m/z 60.00 90.06%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
1
43.0 730
— ==
11.50 12.00
5000 129.0 m/z 41.05 77 .69%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid = —
43.0 73.0 11.50 12.00
m/z 55.05 77 .44%
5000 129.0
199.0
s ) s T
O??Rhuhkﬂ”Wﬁ”wmuum‘WH‘HH‘HM‘LH‘HH‘HH‘HH“ = e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134323.D

Acqg On : 17 Jul 2023 19:15
Operator : CG\JU

Sample : 03597-19

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 11H-Benzo[a]fluoren-11-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.880 4.94 ng 154695  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 55
2 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 46
3 7H-Benz[de]anthracen-7-one 230 C17H1e00 000082-05-3 43
4 2-(N-(2,3-Dimethyl-5-oxo-1-pheny... 302 C16H22N402 1000242-38-0 38
5 m-Terphenyl 230 C18H14 000092-06-8 35
Abundance Scan 2005 (13.880 min): BF134323.D\data.ms (-2001) (- m/z 230.05 100.00%
2301
3021 T 1
150.1 13.50 14.00
19411 . 343.2
0 2092  'm/z 43.18 50.95%
m/z--> 50 100 150 200 250 300
Abundance #111819: 11H-Benzol[a]fluoren-11-one
230.0
5000 — —
13.50 14.00
101.0 m/z 57.00 48.99%
Ob— F?-\O“\“‘\ “U \‘\1:\37\?’\]7\ﬂ-\0\ T “ L L B B
m/z--> 50 100 150 200 250 300
Abundance #111821: 6H-Benz[de]anthracen-6-one
230.0
— ——
13.50 14.00
5000 m/z 55.00 48.50%
101.0
0770 29 | \‘1\ REZ 300 B
m/z--> 50 100 150 200 250 300
Abundance #111824: 7H-Benz[de]anthracen-7-one “ T
230.0 13.50 14.00
m/z 69.10 44.69%
o W
101.0
O28.0 P&O d” ‘13191740lh ‘ | |
e e e S P P
mlz--> 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\BF@71723\
Data File : BF134323.D

Acqg On : 17 Jul 2023 19:15
Operator : CG\JU

Sample : 03597-19

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.404 6.71 ng 115570  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
3 Perylene 252 C20H12 000198-55-0 90
4 Benzo[a]pyrene 252 C20H12 000050-32-8 90
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 89
Abundance Scan 2264 (15.404 min): BF134323.D\data.ms (-2260) (- m/z 252.05 100.00%
2521
125.0 1550
57.0 ' 207. 302.1 :
ol L0 il 16622079 | TP 3850 .y 2se.e5  29.74%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzole]pyrene
252.0
5000 R
15.50
m/z 253.10 23.56%
125.0
0390 83.0 , | 2000, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[k]fluoranthene
252.0
15.50
5000 m/z 125.00  11.35%
126.0
o ol om0 |
m/z--> 50 100 150 200 250 300 350
Abundance #138552: Perylene —
252.0 15.50
m/z 251.10 10.21%
5000
126.0
0270 740 \H 198.0 . |
B e A o e B e
mlz--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134323.D

Acqg On : 17 Jul 2023 19:15
Operator : CG\JU

Sample : 03597-19

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 ... 11.898 9.8 ng 260600 4 11.369 529679 20.0
11H-Benzo[a]flu... 13.880 4.9 ng 154695 5 14.027 626671 20.0
Benzo[e]pyrene 15.404 6.7 ng 115570 6 15.533 344442 20.0
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