LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133281.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.922 477 482 495 rVB 669950 855143 19.76%  1.991%
2 5.345 549 554 557 rBV 4195005 4177336 96.50% 9.727%
3  6.369 723 728 731 rBV 4028163 4328665 100.00% 10.079%
4 6.722 785 788 792 rBV 1400859 1154435 26.67% 2.688%
5 7.292 880 885 888 rBV 3088960 2784763 64.33% 6.484%
6 8.010 1003 1007 1010 rBV 1920834 1555753 35.94% 3.623%
7 9.086 1185 1190 1193 rBV 4993065 4131017 95.43% 9.619%
8 9.345 1227 1234 1238 rBvV2 38252 52152 1.20% 0.121%
9 9.416 1242 1246 1249 rBV 65838 66870 1.54% 0.156%
10 9.757 1301 1304 1307 rBV 2128465 1726415 39.88% 4.020%
11 9.786 1307 1309 1313 rVB 103770 89383 2.06% 0.208%
12 9.963 1335 1339 1343 rBV 106506 93383 2.16% 0.217%
13 10.304 1394 1397 1399 rBV 130180 107365 2.48% 0.250%
14 10.474 1421 1426 1429 rVB 612898 588040 13.58% 1.369%
15 10.551 1434 1439 1442 rBV 2929494 2944544 68.02% 6.856%
16 10.669 1455 1459 1466 rVB4 52653 60857 1.41% 0.142%
17 10.851 1484 1490 1493 rBV2 46306 55779 1.29% 0.130%
18 11.133 1536 1538 1547 rVB 81646 82032 1.90% 0.191%
19 11.239 1552 1556 1558 rVV 2088005 1744928 40.31% 4.063%
20 11.263 1558 1560 1563 rVV 1311928 967293 22.35%  2.252%
21 11.316 1563 1569 1572 rVB 217680 204814  4.73% 0.477%
22 11.568 1609 1612 1617 rVB 69229 63677 1.47% 0.148%
23 11.739 1637 1641 1644 rBV 219336 205324 4.74% 0.478%
24 11.780 1644 1648 1651 rVV2 611862 734913 16.98% 1.711%
25 11.816 1651 1654 1656 rVV2 103856 126288 2.92% 0.294%
26 11.851 1656 1660 1662 rVV2 289181 313781 7.25% 0.731%
27 11.874 1662 1664 1669 rVB 159350 136580 3.16% 0.318%
28 12.033 1688 1691 1693 rBV 85412 80358 1.86% 0.187%
29 12.057 1693 1695 1702 rVB2 101226 106567 2.46% 0.248%
30 12.215 1719 1722 1724 rBV 71095 55300 1.28% 0.129%
31 12.292 1731 1735 1738 rBV 171467 182764  4.22%  0.426%
32 12.321 1738 1740 1743 rVV2 79332 100625 2.32% 0.234%
33 12.374 1746 1749 1753 rVV2 85444 96416 2.23% 0.225%
34 12.451 1758 1762 1765 rBV 1370525 1118157 25.83% 2.604%
35 12.563 1777 1781 1785 rBV4 99656 142047 3.28% 0.331%
36 12.598 1785 1787 1791 rVV2 54332 66890 1.55% 0.156%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.674 1795 1800 1803 rVV 1094672 1118365 25.84% 2.604%
38 12.739 1807 1811 1814 rVB3 67826 97791 2.26% 0.228%
39 12.798 1817 1821 1822 rBV2 54605 49239 1.14% 0.115%
49 12.827 1822 1826 1829 rVV 3805965 3406511 78.70% 7.932%
41 12.898 1833 1838 1841 rBV2 91090 132957 3.07% 0.310%
42 12.986 1849 1853 1854 rBV2 65225 76722 1.77% 0.179%
43 13.004 1854 1856 1860 rVB2 121988 117097 2.71% 0.273%
44 13.068 1860 1867 1870 rBV2 87405 131052 3.03% 0.305%
45 13.110 1870 1874 1877 rBV2 151922 149790 3.46% 0.349%
46 13.198 1886 1889 1892 rBV 89184 82302 1.90% 0.192%
47 13.233 1892 1895 1899 rVB 84592 76465 1.77% 0.178%
48 13.510 1939 1942 1947 rVB 87372 88224 2.04% 0.205%
49 13.621 1956 1961 1964 rBV3 92632 140539 3.25% 0.327%
50 13.727 1975 1979 1987 rBv4 300378 450332 10.40% 1.049%
51 13.874 1999 2004 2006 rBV2 1457594 1557923 35.99% 3.628%
52 13.898 2006 2008 2014 rVB 354048 305534 7.06% 0.711%
53 13.968 2014 2020 2026 rBV 990110 1130380 26.11% 2.632%
54 14.051 2032 2034 2038 rVB3 56347 52250 1.21% 0.122%
55 14.257 2066 2069 2073 rVB 84848 92884 2.15% 0.216%
56 14.357 2083 2086 2088 rBV2 66060 58872 1.36% 0.137%
57 14.651 2134 2136 2144 rVB2 57893 80172 1.85% 0.187%
58 14.886 2172 2176 2183 rBV 250567 432404 9.99% 1.007%
59 14.986 2188 2193 2198 rVB2 57341 104234 2.41% 0.243%
60 15.168 2221 2224 2231 rVB 132889 164066 3.79% 0.382%
61 15.227 2231 2234 2240 rVB 192455 216425 5.00% 0.504%
62 15.292 2240 2245 2248 rBV 890631 1008822 23.31% 2.349%
63 15.745 2318 2322 2326 rBV 46560 65313 1.51% 0.152%
64 16.656 2473 2477 2483 rVB3 74651 138666 3.20% 0.323%
65 17.068 2543 2547 2556 rVB 62257 119327 2.76% 0.278%
Sum of corrected areas: 42945312
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF133281.D\data.ms
5.345
4000000 6.369
7.292
3000000
2000000
6.722
1000000
4.922
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF133281.D\data.ms
9.086
4000000 12.827
3000000 10.551
9.757 11.239

2000000 8.010

11)263
1000000
10.474 11.780
08486 9|/86.963 10.304 19.}69).85111.1 115?5%1@%@

O ——— — e i A e e e e ‘ = ‘
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50 13.00
Abundance TIC: BF133281.D\data.ms

4000000
3000000
2000000
13.874
3.968
1000000 15.292
13.7238 886
135382 oam15357146 483837 16.656  17.068

0 T ‘ T T T T ‘ T T T T T T ‘ T T T T T T T ‘ T

Time--> 13.50 1400 14'50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.922 14.81 ng 855143  1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 482 (4.922 min): BF133281.D\data.ms (-477) (-) m/z 43.00 100.00%

43.0
59.1
5000
o 460480500520
1l \‘ 83.0 : : . : 9
it m/z 59.10 53.24%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN B I B R
59.0 4.60 4.80 5.00 5.20
m/z 101.10  18.93%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR mmEREE S
4.60 4.80 5.00 5.20
5000 410 m/z 58.10 14.82%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate AR AREEEREES
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.57%
5000
15.0 | 7%-0 100.0
O v N R BRERRRERasEIa
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.474 6.81 ng 588040  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C10 000936-59-4 47
3 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
4 N-Methylbenzamide, N-heptafluoro... 331 C12H8F7NO2 1000446-97-2 47
5 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
Abundance Scan 1426 (10.474 min): BF133281.D\data.ms (-1421) (-} | m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0 A
10.50
152.1
Ol e 228 T b miz 77.00 62.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 U
10.50
510 m/z 182.10  55.80%
oL 210 1260 1520 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl-
105.0
L
10.50
5000 77.0 m/z 51.80 25.57%
51.0
27.0
0 ol 133.0 168.0
A L A B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24905: Benzenepropanenitrile, .beta.-oxo- —
105.0 10.50
m/z 181.10 8.42%
77.0
5000
51.0
0 27.0 \ ul | 14'\5'0 A oM
i B e B o e b
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.739 2.35 ng 205324  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 94
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
Abundance Scan 1641 (11.739 min): BF133281.D\data.ms (-1637) (- m/z 192.10 100.00%
1921
5000 M}\M
631 16‘5-1 H 1150 12.00
0 m_mwH_Hw“1_ﬁﬁ‘?:‘l_ww”:_w 2280 m/z 191.10  59.27%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 L
11.50 1200
m/z 189.05 32.89%
165.0
0l.270 630 960 160 | |
\H‘\\H‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67038: Phenanthrene, 2-methyl-
192.0
— A
11.50 12.00
5000 m/z 190.1 16.23%
165.0
ol 270 630 960 1960 " | |
AR L e e e o
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #67024: Anthracene, 2-methyl- \ T
192.0 11.50 1200
m/z 193.1 15.80%
5000
165.0
ol 390 830 1150 1 ‘H
P R e e e e
m/z--> 20 40 60 80 100120 140160 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@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.780 8.42 ng 734913  Phenanthrene-di10 11.239
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1648 (11.780 min): BF133281.D\data.ms (-1644) (- m/z 43.10 100.00%

43.1 73.0
5000 129.0
213.2 —t =S
| H‘ 157.2185.2 ‘ 256.3 11.50 12.00
0 WWW AL Hw“u “v‘: g Ll b w2 73,00 98.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T CTT
11.50 12.00
151018502130 256.0 m/z 60.00 90.41%
O,
m/z--> 20 40 60 80 100120140 160180200 220240260
Abundance #92069: Tridecanoic acid
73.0
P —
43.0 11.50 12.00
5000 129.0 m/Z 57.05 74.97%
171.0
‘ 214.0
0 m_‘mU‘ A ? P N R A
m/z--> 20 40 60 80 lOO 120 140 160 180200 220 240 260
Abundance #109279: Tetradecanoic acid s P
73.0 11.50 12.00
43.0 m/z 55.00 71.43%
5000 129.0
185.0
H 228.0
0%?9W“MNJW“NM%LWMMM‘HHMAW‘HWHH_!HMHWH == =
m/z--> 20 40 60 80 100120140160 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@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.851 3.60 ng 313781  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 40
4 2-Amino-4,6-dichloropyrimidine-5... 191 C5H3C12N30 005604-46-6 38
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 20

Abundance Scan 1660 (11.851 min): BF133281.D\data.ms (-1656) (- m/z 190.10 100.00%
19p.1
5000 N\J
94.6 o tin S
65.1 1150 1200
63.0 139.0
0b 2 b 20 L2240 7 189,10 99.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000
1150 1200
95.0 m/z 192.10 56.67%
. 39,0 630 “‘ 137 0 163.0
\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0
1150 1200
5000 m/z 191.10 45, 29%
290 630 970 1330 162.0 mmzqo
1) R v HUT NP T it (| AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 UV\/\J\/\A
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
89.0 1150 1200
m/z 94.60 25.44%
5000
94.0
163.0
owwwmw“H“_‘H_Ww“w_m‘_m_mw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 50 12 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.292 2.09 ng 182764  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 97
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
3 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 90
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 90
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 81

Abundance Scan 1735 (12.292 min): BF133281.D\data.ms (-1731) (- m/z 206.10 100.00%

206.1
5000
55.0 89.0 ]M EI.Z‘Od EI.Z‘Sd
178. : :
0“W‘H‘N‘w‘NHNMMWW&%E?%MHMp%m%ijmu‘wu‘%$%ﬁ m/z 191.10  49.62%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 el S
12.00 12.50
101.0 m/z 189.05 25.63%
O \\\2‘\7\\()\‘H\6\‘3\9‘1’\1‘\‘\‘h‘\\\\]-‘2\\\9\\\]\-‘65\0\‘\\M\“H‘\\\‘H\\‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #82932: 9,10-Dimethylanthracene
— A
12.00 12.50
5000 m/z 205.15 22.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #82943: Phenanthrene, 2,3-dimethyl- A ——
206.0 12.00 12.50
m/z 190.05 15.52%
5000
89.0
Oy S0 L 100 390 L L e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.727 5.78 ng 450332  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1979 (13.727 min): BF133281.D\data.ms (-1975) (- m/z 57.05 100.00%

57.0
97.1
5000
230.1 e S
139, 1350 14.00
- | L J‘h LA A80L, g, 281 mjz 43.05  91.47%
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 —r —
13.50 14.00
m/z 55.05 83.42%
O ]\-Q\.Q ‘\“ “ ‘ T \‘ ‘H‘ % ‘h ‘h T “\8\‘]- \0 222\0\ ‘26\4\()\ \3?8\ \o\ T
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
—— —
13.50 14.00
5000 m/Z 83.05 71.87%

019¢\\ 1l ‘

. ‘ H‘ “ :} \h i 182 0 224 0 266.0
Ty R R e R B B A
m/z--> 50 100 150 200 250 300
Abundance : Tri i i

#292190: Trichloroacetic acid, hexadecyl ester =T T
43.0 13.50 14.00
83.0 m/z 97.10  67.98%
5000
Il
AN S U O™~ NN PR | VS
m/z--> 0 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 9 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.968 14.51 ng 1130380 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 64
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 43
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 32

Abundance Scan 2020 (13.968 min): BF133281.D\data.ms (-2014) (- m/z 277.10 100.00%
277.1

T
100 150 200 250 300 14.00

5000 JL‘
o 199.1 au.
‘ 152.1 ‘ ‘ 1400
o308 ) M5h “‘”w L “ 2431 | m/z 278.10  33.36%
m/z--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 =
152.0 14.00
m/z 76.95 27.68%
18.0 95.0
oLk \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H : 23‘3-‘0‘ T T
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0
=
14.00
5000 ITI/Z 199.05 23.37%
77.
0 183.0
e ]
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5- o
277.0 14.00
m/z 183.10 22.01%
5000
.0 183.0
0 39# L | ‘Z‘LZ‘?‘O ‘\‘H“ | “\“ H\ 228.0 :
50

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\
Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT 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 10 Perylene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.086  2.07ng 104234  Perylene-diz 15.292
Hit# of 5 Tentative ID MW MolForm CASH#
1 Benzo[k]fluoranthene 252 coeM12 000207-08-9 97

2 Benzo[a]pyrene 252 C20H12 000050-32-8 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 2193 (14.986 min): BF133281.D\data.ms (-2188) (- m/z 252.10 100.00%
252.1
- }\J\JU\L
57.0 126.1 1
‘ H 2011 15.00
obdddias Ll 16302001, | 3269 L oc0 10 28.47%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolK]fluoranthene
252.0
5000 L
15.00
126.0 m/z 253.10 21.83%
04— T \8\7\0‘1 \‘“\‘“\ L \2\0?.\0\‘”\ \M‘\ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #138560: Benzo[a]pyrene
252.0
=
15.00
5000 m/z 126.05 18.77%
126.0
pi10. 80 | a0y
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene —
252.0 15.00
m/z 57.05 15.76%
5000
126.0
039.0 87.0 | ‘\‘ 161.0200.0 |
L B e B e e e e A A —
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF042123.M Mon May 08 12:12:53 2023

Page: 12



Data Path :

Data File : BF133281.D

Acqg On : 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50523\

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT 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 11 Benzo[e]pyrene

R.T. EstConc
15.168 3.25 ng

Hit# of 5 Tentative ID

164066

Concentration Rank 7

Relative to ISTD R.T.

Perylene-di2

1 Perylene

2 Benzo[e]pyrene

3 Benzo[b]fluoranthene
4 Benzo[a]pyrene

5 Benzo[k]fluoranthene

252 C20H12
252 C20H12
252 C20H12
252 C20H12
252 C20H12

000198-55-0 99
000192-97-2 98
000205-99-2 96
000050-32-8 94
000207-08-9 93

Abundance Scan 2224 (15.168 min): BF133281.D\data.ms (-2221) (-} | m/z 252.05 100.00%
252.1
w MA
125.1 i o
H 200.1 15.00 15.50
ol 830 al 2L, 2921 356 7 2se.10  27.12%
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene
252.0
5000 = =
15.00 15.50
125.0 m/z 253.10 20.86%
017.0 83.0 “\H 163.0200.0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
T 7=
15.00 15.50
5000 ITI/Z 125.05 17.79%
125.0
0 39.0 83.0 , | 2000
I B e A A L B B e
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzo[b]fluoranthene — 7
252.0 15.00 15.50
m/z 126.00  14.29%
5000
126.0
0 830‘H\w 2000, |
A B S L LI e o e = P
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\BF@50523\
Data File : BF133281.D

Acqg On . 06 May 2023 00:28
Operator : CG\JU

Sample : 02608-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.922 14.8 ng 855143 1  6.722 1154440 20.0
Benzophenone 10.474 6.8 ng 588040 3 9.757 1726420 20.0
Phenanthrene, 1... 11.739 2.4 ng 205324 4 11.239 1744930 20.0
n-Hexadecanoic ... 11.780 8.4 ng 734913 4 11.239 1744930 20.0
4H-Cyclopenta[d... 11.851 3.6 ng 313781 4 11.239 1744930 20.0
Phenanthrene, 2... 12.292 2.1 ng 182764 4 11.239 1744930 20.0
n-Tetracosanol-1 13.727 5.8 ng 450332 5 13.874 1557920 20.0
Triphenylphosph... 13.968 14.5 ng 1130380 5 13.874 1557920 20.0
Perylene 14.986 2.1 ng 104234 6 15.292 1008820 20.0
Benzo[e]pyrene 15.168 3.3 ng 164066 6 15.292 1008820 20.0
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