LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P4401-01

Misc :

ALS vial : 9 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-BF101524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139829.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.057 496 504 515 rVB 68410 102586 6.60% 0.618%
2 5.469 568 574 596 rVB 1124697 1453617 93.58% 8.758%
3 6.487 741 747 761 rBV 1086207 1477960 95.15% 8.905%
4 6.851 804 809 814 rVB 441100 529585 34.09%  3.191%
5 7.416 894 905 914 rBV 715741 966404 62.22% 5.823%
6 7.669 942 948 954 rVB3 30107 50171 3.23% 0.302%
7 8.134 1014 1027 1034 rBV 541319 733441 47.22% 4.419%
8 8.422 1071 1076 1080 rBV6 10770 16190 1.04% 0.098%
9 8.634 1108 1112 1116 rBV2 19401 23669 1.52% 0.143%
10 8.716 1122 1126 1130 rBV 29768 39277 2.53% 0.237%
11 8.786 1135 1138 1146 rVB6 11684 23972 1.54% 0.144%
12 8.951 1162 1166 1171 rBV3 20273 29333 1.89% 0.177%
13 9.081 1184 1188 1193 rVB4 11784 18170 1.17% 0.109%
14  9.145 1196 1199 1204 rVV3 14984 20186 1.30% 0.122%
15 9.204 1204 1209 1214 rVV 1245663 1553288 100.00% 9.359%
16 9.281 1218 1222 1226 rBV 49404 64731 4.17% 0.390%
17 9.357 1231 1235 1238 rVB 14152 17983 1.16% ©0.108%
18 9.539 1260 1266 1268 rVV5 17650 33301 2.14% 0.201%
19 9.598 1272 1276 1280 rVV4 32194 58842 3.79% 0.355%
20 9.663 1284 1287 1292 rVB5 15861 20502 1.32% 0.124%
21  9.751 1297 1302 1306 rBV 33342 49516 3.19% ©0.298%
22 9.810 1308 1312 1317 rVB 55915 69401 4.47% 0.418%
23 9.886 1320 1325 1329 rBV 517278 632022 40.69%  3.808%
24 10.133 1363 1367 1371 rBV5 15585 20039 1.29% 0.121%
25 10.204 1375 1379 1385 rBV7 13482 28028 1.80% 0.169%
26 10.310 1391 1397 1401 rBV 65855 87516 5.63% ©.527%
27 10.433 1414 1418 1424 rBV2 15172 25103 1.62% 0.151%
28 10.528 1430 1434 1441 rVB 22766 41340 2.66% ©0.249%
29 10.598 1441 1446 1452 rVV 83364 116397 7.49% 0.701%
30 10.675 1453 1459 1470 rVB 552568 723217 46.56%  4.357%
31 10.786 1473 1478 1486 rVB 65698 114084 7.34% 0.687%
32 11.233 1549 1554 1556 rBV 36948 52461 3.38% 0.316%
33 11.263 1556 1559 1565 rvB2 28848 43329 2.79% 0.261%
34 11.369 1572 1577 1586 rBV2 432379 757932 48.80% 4.567%
35 11.445 1586 1590 1594 rVB 44755 56551 3.64% 0.341%
36 11.604 1613 1617 1622 rVB 21007 28233 1.82% 0.170%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P4401-01

Misc :

ALS vial : 9 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-BF101524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.657 1623 1626 1631 rVB2 25948 31752 2.04% 0.191%
38 11.898 1659 1667 1672 rBV2 136865 237669 15.30% 1.432%
39 11.986 1678 1682 1690 rVB 71759 127689 8.22% 0.769%
40 12.063 1691 1695 1700 rBV2 27379 41803 2.69% 0.252%
41 12.169 171 1713 1715 rBV 16177 18594 1.20% 0.112%
42 12.422 1752 1756 1759 rBV 30866 48524 3.12% 0.292%
43 12.457 1759 1762 1767 rVWV2 32267 49192 3.17% 0.296%
44 12.510 1768 1771 1776 rVWV 29168 37025 2.38% 0.223%
45 12.586 1779 1784 1789 rBV 545779 678404 43.68% 4.087%
46 12.680 1796 1800 1805 rBvV2 38834 56241 3.62% 0.339%
47 12.816 1816 1823 1828 rBV 507029 741022 47.71%  4.465%
48 12.863 1829 1831 1836 rVB2 24048 32351 2.08% 0.195%
49 12.957 1840 1847 1854 rVB 956953 1284767 82.71% 7.741%
50 13.033 1855 1860 1864 rBV3 37541 69693 4.49% 0.420%
51 13.139 1871 1878 1882 rVB 77114 133209 8.58% 0.803%
52 13.210 1887 1890 1892 rVvV 41663 51211 3.30% 0.309%
53 13.245 1893 1896 1903 rVB2 46112 65478 4.22% 0.395%
54 13.757 1981 1983 1986 rBV3 29984 36614 2.36% 0.221%
55 13.857 1997 2000 2009 rVB4 66063 109869 7.07% 0.662%
56 14.010 2020 2026 2029 rBV2 544453 929693 59.85% 5.601%
57 15.051 2198 2203 2211 rBV 238896 517950 33.35%  3.121%
58 15.351 2251 2254 2260 rVB 121661 189154 12.18% 1.140%
59 15.415 2261 2265 2271 rVV 191595 293654 18.91% 1.769%
60 15.480 2271 2276 2288 rVB2 209507 423815 27.29% 2.554%
61 16.939 2520 2524 2533 rVB2 87944 178312 11.48% 1.074%

62 17.386 2596 2600 2608 rVB 70326 135311 8.71% 0.815%

Sum of corrected areas: 16597373
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 16 Oct 2024 14:907
: RC/JU
: P4401-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
BF139829.D

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

o

TIC: BF139829.D\data.ms
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7.416
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.057 3.87 ng 102586 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 10
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9
Abundance Scan 504 (5.057 min): BF139829.D\data.ms (-496) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
831 4.80 5.00 5.20 5.40
) S Y .+ SN m/z 59.10  54.46%
miz-> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L LA BN L
4.80 5.00 5.20 5.40
59.0 m/z 101.18  16.95%
101.
210 83.0 0‘ 0
O \\\’\“1”\1“‘}\\w‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A AREERREE
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 15.33%
byl L 128020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate A AREEaREE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.09%
5000
58.0
15.0 100.0
L
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF101524.M Thu Oct 17 11:56:27 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.281 2.05 ng 64731  Acenaphthene-die 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Nonadecane 268 C19H40 000629-92-5 80
4 Tridecane 184 C13H28 000629-50-5 80
5 10-Methylnonadecane 282 C20H42 056862-62-5 80
Abundance Scan 1222 (9.281 min): BF139829.D\data.ms (-1218) (-) m/z 57.10 100.00%
57.1
5000
85.0
R RAREE e e
9.00 9.20 9.40 9.60
126.1 159.1 193.1
0‘,HHNMNHWMNMwmumwmHVHH‘HH‘HH‘HH‘HH‘HH‘HH m/z 43.10 77 .27%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #74006: Tetradecane
57.0
5000 L L B BN LR
85.0 9.00 9.20 9.40 9.60
29.0 m/z 71.10 48.39%
\’HH‘H\ ‘\H\‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #107218: Hexadecane
57.0
AR AR RRa
9.00 9.20 9.40 9.60
5000 m/z 41.05 41.15%
85.0
29.0
0 \ ‘ | ) 113.0141.0169.0197.0 226.0
e e e e e e T e e e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158598: Nonadecane A ARRR RS
57.0 9.00 9.20 9.40 9.60
m/z 85.05 33.11%
85.0
5000
29.0
ot MB0otm0ter0 oz
m/z--> 20 40 60 80 100120140160 180 200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.810 2.20 ng 69401  Acenaphthene-die 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 83
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 83
4 Pentadecane 212 C15H32 000629-62-9 72
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 1312 (9.810 min): BF139829.D\data.ms (-1308) (-) m/z 57.10 100.00%
57.1
5000
85.1
— ——
e 1131 1451 1741 9.50 1000
Ot s o RS m/z 43.10 77.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 — —
9.50 10.00
290 85.0 m/z 71.10  51.30%
0 ‘\ “ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
— ——
9.50 10.00
5000 85.0 m/z 41.10 35.17%
29.0
0 |l 1301410 1690 1980
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59103: Decane, 6-ethyl-2-methyl- — —
57.0 9.50 10.00
m/z 85.10 31.93%
5000
85.0
D Y N AL S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.310 2.77 ng 87516  Acenaphthene-dile 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 83
Abundance Scan 1397 (10.310 min): BF139829.D\data.ms (-1391) (- m/z 57.10 100.00%
57.1
. L/WM
99.1 00 10
H | | 155.1 10.00 10.50 ;
0"_Hw;wﬁHJWMHNHuwm‘_HMH‘WHHM‘HMHW‘HWHH,H‘ m/z 43.10 74.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90190: Pentadecane
57.0
5000 — —
10.00 10.50
m/z 71.10 50.88%
99.0
L2 LT, 1410 18202120
\\‘\H\‘\\\\‘\H\‘\\\\‘\H\’\\H‘H\\‘\H\‘HH‘HH’HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107216: Hexadecane
57.0
— ——
10.00 10.50
5000 m/z 85.10 36.08%
99.0
ol 200 | | T, 1410 1830 2260
H_H‘_H‘_Hw‘Hw‘HWH‘WH‘WHH‘HH‘HH“‘H_‘H_H‘“H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane “ —
57.0 10.00 10.50
m/z 41.10 33.28%
o W\
99.0
o 270, h |7 1410 1830 2250  282(
H_HW‘HwHH‘HH_H‘MHWH‘WHH_‘HMHW‘HWHH‘HHMH — —
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.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 5 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.598 3.68 ng 116397  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzoylformic acid 150 C8H603 000611-73-4 55
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 53
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 1446 (10.598 min): BF139829.D\data.ms (-1441) (- m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.0
= —
10.50 11.00
152.1
Ol 4 228 S0 N w2 77.05 66.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000
182.0 1050 11,00
51.0 m/z 182.16  54.14%
o 210 | it 1260 1520 |
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid
105.0
77.0 SNRIAY, W
10.50 11.00
5000 m/z 51.05 29.30%
51.0
0 270\ \‘ uyll | 150.0
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0 1050 1100
183.0 m/z 181.10 11.76%
77.0 '
5000 51.0
127.0 154.0
o‘H‘m‘,‘m‘mw“HH_m_‘wm‘_‘w - Wit f\ﬂﬁﬂﬂm
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.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 6 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.786 3.01 ng 114084  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Eicosane 282 C20H42 000112-95-8 87
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
Abundance Scan 1478 (10.786 min): BF139829.D\data.ms (-1473) (| m/z 57.10 100.00%
57.1
200 MU
90 AT
: 39.1169.1 : :
R ‘whh b g 3R, 2102 m/z 43.10 71.61%
miz-> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 — —
10.50 11.00
m/z 71.10 57.29%
2100 | | 1%, a0 1800
O T T ‘\ ‘\‘ ‘H ‘\ ‘\‘ \“‘\ ‘H‘ \H T H\ \‘ .’ T T \‘\ ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
—— —
10.50 11.00
5000 m/z 85.05 35.30%
99.0
L2700 %0 1m0 1m0 220 em
— el e e
miz--> 50 100 150 200 250
Abundance #158602: Tridecane, 7-hexyl- —— —
57.0 10.50 11.00
m/z 41.10 32.07%
5000
182.0
99.0 h
ol Ll aee | 2120 2660 AN
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.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 7 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.898 6.27 ng 237669  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 92
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 78
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 78
Abundance Scan 1667 (11.898 min): BF139829[ndMarns(1659)( m/z 192.10 100.00%
431 731 P.1
5000 M
— —=
‘ 11.50 12.00
Y — m/z 43.10  95.49%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 — ——
129.0 11.50 12.00
213.0 m/z 73.10 91.78%
‘ H (ﬂ 157 0185.0 ‘
O ]\-ﬁl‘o\\‘l\ T \H\H \M\‘\ ‘HH\ T \““\ \H‘”h “\H\‘\ T ‘ T ‘ T \‘\ T ‘ \‘\ \‘H‘ TTTT ‘ \‘\ T ‘ TTT \“ T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0
— — =
11.50 12.00
5000 m/z 60.00 87.55%
165.0
0 27.0 63.0 | M 1260 h‘ | H
e e o R e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #67024: Anthracene, 2-methyl- — —
192.0 11.50 12.00
m/z 55.10 74.58%
- “/i/L/\
165.0
ol 390 830 1150 1 ‘H
T e e e e e P —
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\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.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 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.986 3.37 ng 127689  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 87
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 49
4 Megastigmatrienone 190 C13H180 038818-55-2 25
5 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 25

Abundance Scan 1682 (11.986 min): BF139829.D\data.ms (-1678) (- m/z 190.10 100.00%
19p.1
5000
94.5 RS
12.00
0200830, | | 1390 | 21812432 .. 18510  96.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
940 12.00
4 m/z 192.10  34.18%
ol 200630 | 13701630 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
Fe
12.00
5000 m/z 191.10 33.93%
94.0
163.0
o_wwww“‘_mwww‘w_mwwW_H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde —
39.0 190.0 12.00
m/z 94.45 21.58%
91.0
5000 65.0 1150 1610
0 ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07

Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.M
: 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 9 Fluoranthene, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.139 2.87 ng 133209  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 94
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91

Abundance Scan 1878 (13.139 min): BF139829.D\data.ms (-1871) (- m/z 216.10 100.00%
216.1
e =
o5 1 107.8 631 Jea 1 13.00 13.50
ol SSL Ll 1631, 2531 3084 . o15.10  se.se%
miz-> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 Y =~
13.00 13.50
m/z 213.10 22.56%
108.0
39.0 ‘74"0‘ L \“ 1630 i \H‘
L T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T L ‘ T
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
— —
13.00 13.50
5000 m/z 217.15 17.92%
95.0
0 \%79\‘6%9\ W‘W — ‘%ng‘ﬂi wk — T
miz--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzol[b]fluorene T —
216.0 13.00 13.50
m/z 107.80  13.21%
5000
108.0
I T N R R 1 (N
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07

Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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@ 11H-Benzo[a]fluoren-11-one Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.857 2.36 ng 109869  Chrysene-di2 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 87
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 76
3 1-Pyrenecarboxaldehyde 230 C17H1e00 003029-19-4 64
4 m-Terphenyl 230 C18H14 000092-06-8 50
5 2-Chloro-9-xanthenone 230 C13H7Cl02 013210-15-6 47

Abundance Scan 2000 (13.857 min): BF139829.D\data.ms (-1997) (- m/z 230.10 100.00%
230.1
5000
57.1
— T
13.50 14.00
0 ‘ HM M bl 152019# ‘ L 2IBL306.  57.18 30.89%
miz--> 50 100 150 200 250 300
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 — —
13.50 14.00
101.0 m/z 43.10 25.60%
05— ‘6\3\0‘ “ “H ‘\13\4\0‘ \17rﬂ\o\ M JNL N B B
miz--> 50 100 150 200 250 300
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
— ——
13.50 14.00
5000 m/z 202.10 23.77%
o 500 1900 1500 10 50
e A T
m/iz--> 50 100 150 200 250 300
Abundance #111816: 1-Pyrenecarboxaldehyde “ —
230.0 13.50 14.00
m/z 231.10 21.60%
5000 100.0 M
198.0
olzso o | w0 PP T
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\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.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 11 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.351 8.93 ng 189154  Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[a]pyrene 252 C20H12 000050-32-8 97
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
Abundance Scan 2254 (15.351 min): BF139829.D\data.ms (-2251) (| m/z 252.10 100.00%
252.1
o M
I ——
12‘5-1 L06.1 | 15.00 15.50
oL STyl 1981, | 306.1351.3398. ., 359.19 27.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 = AT
15.00 15.50
m/z 253.10 20.67%
125.0
0..39.0 830 | 2000, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0
— —T
15.00 15.50
5000 m/z 125.10 13.46%
126.0
0 740 | 2000,
-t
m/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene “ —
252.0 15.00 15.50
m/z 126.10  11.82%
5000
125.0
ol7.0 830 \H 200.0, ||
T B e e o e i B P e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101624\
Data File : BF139829.D

Acqg On : 16 Oct 2024 14:07
Operator : RC/JU

Sample : P44e1-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101524.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|
2-Pentanone, 4-... 5.057 3.9 ng 102586 1 6.851 529585 20.0
Tetradecane 9.281 2.0 ng 64731 3 9.886 632022 20.0
Hexadecane 9.810 2.2 ng 69401 3 9.886 632022 20.0
Pentadecane 10.310 2.8 ng 87516 3 9.886 632022 20.0
Benzophenone 10.598 3.7 ng 116397 3 9.886 632022 20.0
Tridecane 10.786 3.0 ng 114084 4 11.369 757932 20.0
n-Hexadecanoic ... 11.898 6.3 ng 237669 4 11.369 757932 20.0
4H-Cyclopenta[d... 11.986 3.4 ng 127689 4 11.369 757932 20.0
Fluoranthene, 2... 13.139 2.9 ng 133209 5 14.010 929693 20.0
11H-Benzo[a]flu... 13.857 2.4 ng 109869 5 14.010 929693 20.0
Benzo[e]pyrene 15.351 8.9 ng 189154 6 15.480 423815 20.0
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