LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample : P4213-01 2X

Misc :

ALS Vvial : 10 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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139578.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.057 495 504 512 rVB 21933 31807 3.68% 0.262%
2 5.475 569 575 583 rBvV 476653 606885 70.17% 4.999%
3 6.487 742 747 756 rBV 499982 643140 74.36% 5.298%
4 6.863 806 811 816 rBV 330638 396632 45.86% 3.267%
5 7.422 901 906 911 rBV 337823 410184 47.43%  3.379%
6 7.681 946 950 957 rVB 10069 12889 1.49% 0.106%
7 8.145 1024 1029 1034 rBV 417263 498214 57.61% 4.104%
8 9.216 1206 1211 1216 rBV 588997 699596 80.89% 5.763%
9 9.292 1220 1224 1228 rBV 9266 12182 1.41% 0.100%
10 9.557 1262 1269 1271 rBv4 6421 10314 1.19% 0.085%
11 9.610 1275 1278 1282 rBV3 5910 8736 1.01% 0.072%
12 9.822 1307 1314 1318 rVWV 14973 22746 2.63% 0.187%
13 9.898 1321 1327 1330 rVV 422496 538362 62.25% 4.435%
14  9.928 1330 1332 1336 rVB 39353 41715 4.82% 0.344%
15 10.098 1356 1361 1365 rVV 20742 32327 3.74% 0.266%
16 10.139 1365 1368 1373 rVVe6 7548 11720 1.36% ©0.097%
17 10.322 1392 1399 1403 rBV 21390 29923  3.46% 0.247%
18 10.439 1415 1419 1425 rBV 29237 41129 4.76% ©.339%
19 10.510 1427 1431 1432 rVV3 9914 13148 1.52% 0.108%
20 10.539 1433 1436 1441 rW 15146 27578 3.19% 0.227%
21 10.604 1442 1447 1454 rVWW 120794 156424 18.09%  1.289%
22 10.681 1455 1460 1471 rVV 201236 262149 30.31% 2.160%
23 10.798 1475 1480 1488 rVB 29262 50421 5.83% 0.415%
24 10.916 1497 1500 1505 rVB 7969 9468 1.09% 0.078%
25 10.986 1508 1512 1515 rBV4 8318 11665 1.35% 0.096%
26 11.122 1530 1535 1537 rBV5 5972 10340 1.20% ©0.085%
27 11.186 1542 1546 1550 rVVv 11274 14798 1.71% 0.122%
28 11.239 1550 1555 1558 rVW2 23614 35323 4.08% 0.291%
29 11.275 1558 1561 1567 rVB2 24973 33816 3.91% 0.279%
30 11.380 1574 1579 1581 rBV 381586 501926 58.04% 4.135%
31 11.404 1581 1583 1587 rVV 238294 257003 29.72% 2.117%
32 11.451 1587 1591 1595 rvwVv 56071 75942 8.78% 0.626%
33 11.610 1611 1618 1624 rBV2 26953 50210 5.81% 0.414%
34 11.669 1624 1628 1632 rVV2 21998 31950 3.69% 0.263%
35 11.710 1632 1635 1641 rVB4 9271 14041 1.62% 0.116%

36 11.904 1660 1668 1674 rBV2 214326 374849 43.34%  3.088%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample : P4213-01 2X

Misc :

ALS Vvial : 10 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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.992 1679 1683 1691 rvV 70453 126796 14.66%  1.045%
38 12.075 1693 1697 1701 rVvv2 18580 26580 3.07% 0.219%
39 12.175 1711 1714 1716 rBV 17850 22393 2.59% 0.184%
40 12.198 1716 1718 1725 rVB3 23425 29502 3.41% 0.243%
41 12.351 1742 1744 1747 rBV 9835 12966 1.50% ©.107%
42 12.427 1753 1757 1760 rBV 21532 30995 3.58% 0.255%
43 12.463 1760 1763 1768 rVv2 32175 47189 5.46% 0.389%
44 12.516 1768 1772 1775 rVB 18119 24283 2.81% ©.200%
45 12.592 1780 1785 1790 rBV 503595 632804 73.17% 5.213%
46 12.692 1797 1802 1817 rBV 471772 864852 100.00% 7.125%
47 12.822 1817 1824 1829 rVB 428088 655062 75.74%  5.396%
48 12.957 1841 1847 1855 rVB 387844 564913 65.32% 4.654%
49 13.033 1856 1860 1864 rBV2 28121 50549 5.84% 0.416%
50 13.145 1872 1879 1883 rVB 61683 108601 12.56% ©.895%
51 13.192 1883 1887 1888 rBV3 22856 30748 3.56% ©0.253%
52 13.210 1888 1890 1893 rVB 29402 30525 3.53% 0.251%
53 13.251 1893 1897 1899 rBV2 33352 43078 4.98% 0.355%
54 13.339 1910 1912 1915 rBV 12704 13436 1.55% ©0.111%
55 13.374 1915 1918 1921 rBV 16302 18468 2.14% ©.152%
56 13.533 1941 1945 1948 rBV3 28755 46246 5.35% 0.381%
57 13.651 1963 1965 19790 rVB 29221 35800 4.14% ©.295%
58 13.763 1980 1984 1987 rBV3 41159 64062 7.41% ©.528%
59 13.857 1997 2000 2009 rVB 66636 106777 12.35% 0.880%
60 14.010 2020 2026 2030 rBV2 458925 812470 93.94% 6.693%
61 14.121 2042 2045 2048 rVB 39572 44512 5.15% ©0.367%
62 14.480 2103 2106 2110 rBV3 38630 55255 6.39% 0.455%
63 14.786 2155 2158 2161 rBV 38822 46513 5.38% ©0.383%
64 15.051 2198 2203 2211 rBV 193068 425881 49.24%  3.508%
65 15.351 2251 2254 2260 rVB 102757 161748 18.70% 1.332%
66 15.415 2261 2265 2271 rVWV 142638 228512 26.42% 1.882%
67 15.480 2271 2276 2291 rVB2 196464 432437 50.00% 3.562%
68 16.180 2391 2395 2409 rVB2 73051 151541 17.52% 1.248%
69 16.933 2519 2523 2532 rVB2 56195 119804 13.85% 0.987%
70 17.374 2594 2598 2607 rVB 45344 94154 10.89% 0.776%
Sum of corrected areas: 12139004
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139578.D\data.ms

500000 5.475 6.487

400000
6.863 7.422

300000

200000

100000

5.057 7'62

0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF139578.D\data.ms
9.216

500000

8.145 9.898
400000 11.380

300000

11404 11.904

10.681

200000
100000 | ”
J A’Mjé{zg{g%mg %Eﬁcf{%& Wgbi8a* &%M%\kfﬁ?o i

L T N ‘ — ——
Time--> 8.00 8.50 9.00 9.50 10.00 1050 11,00 11550 12.00 12.50 13.00

Abundance TIC: BF139578.D\data.ms

500000

400000
15.051 15.480

15.415
15.3

300000

16.180

M& M?i\/\z/s\m
A

200000 14.480 14.786

6
100000|3%3 5 5

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 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\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.604 5.81 ng 156424  Acenaphthene-die 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 60
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 53
4 N-cyanobenzamide 146 C8H6N20 015150-25-1 49
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1447 (10.604 min): BF139578.D\data.ms (-1442) (-] ' m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.1
— —
10.50 11.00
1521
Ol bl 1 1260 R miz 77.05  71.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — ——
10.50 11.00
510 m/z 182.10  56.22%
270 | | 1260 1520 |
O ‘\\\\"\\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester

105.0
77.0 10.50 11.00
5000 ITI/Z 51.10 34.13%
51.0
ol 20l o
T B R A B e B L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone popty e
105.0 10.50 11.00
183.0 m/z 181.10 13.26%
77.0 '
5000 51.0
0 ‘\ m‘ ‘ 127.0 154.0 \‘ L /\/\ A/\"’\/
R B A B o o B e R A e
m/z--> 200 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\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00

Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 2 Tridecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.798 2.01 ng 50421 Phenanthrene-d10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Docosane 310 C22H46 000629-97-0 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Octadecane 254 C18H38 000593-45-3 74

Abundance Scan 1480 (10.798 min): BF139578.D\data.ms (-1475) (- m/z 57.05 100.00%
57.0
2000 ﬂ\VJJ\mAAJ\vAJﬂMAka
—— —
‘ 99.1 1691 10.50 11.00
ok ‘WLNMW‘WHw‘”NMWpW‘WMM I A A e m/z 43.10 81.26%
m/z--> 50 100 150 200 250 300
Abundance #59028: Tridecane
57.
5000 —r ——
10.50 11.00
m/z 71.10 58.26%
99.0
184.
01\6.\0‘\ ‘\“ ’“”‘\ ‘!‘ \“‘\ ‘“‘ \H T %4\‘]-.‘0\ \8\‘ \O‘ T T T T ’ T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #107216: Hexadecane
57.
—— —
10.50 11.00
5000 ITI/Z 41.10 34.20%
99.0
0180 dpddy 2410 1830 2260 W
miz--> 50 100 150 200 250 300
Abundance #212281: Docosane T ——
57. 10.50 11.00
m/z 85.10 33.07%
5000
99.0
0 \‘ ‘\‘ ‘H “\ Il h‘ u‘ %4%9 ;8‘30‘ 225.0 267.0 310.(C
R B B L AR LR RS —— —
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.904 14.94 ng 374849  Phenanthrene-d10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 70
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 59
Abundance Scan 1668 (11.904 min): BF139578.D\data.ms (-1660) (- m/z 43.05 100.00%
43.0 73.1
192.1
5000
——
‘ 12.00
0“W‘HWJm m/z 73.10 89.93%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 1
129.0 12.00
213.0 m/z 59.95 88.32%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\H““HH‘”‘M‘\H\‘H‘HH‘H‘H‘\‘Hw“HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
—
12.00
5000 129.0 m/z 41.10 80.83%
171.0
214.0
015&?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 55.10 79.14%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W o
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00

8270-BF091324.M Tue Oct 01 13:29:28 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00

Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.992 5.05 ng 126796  Phenanthrene-di10 11.381
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 Methyl diselenide 190 C2H6Se2 007101-31-7 46
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40
51,2,3,4,5,6,7,8,9,10-Decahydro-5... 198 C13H180 1000497-99-5 27

Abundance Scan 1683 (11.992 min): BF139578.D\data.ms (-1679) (- m/z 189.05 100.00%
189.1
94.6 AR
12.00
0l 300 i e b FLSO SRS Sl m/z 190.05  97.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000
940 1200
4 m/z 191.10  32.89%
0., 300 630 | | 11501370 1630 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\ \\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
1200
5000 m/z 192.10 32.047
94.0
‘ 163.0 M
) SRS H AN —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64929: Methyl diselenide
93.0 190.0 1200
m/z 94.60 23.25%
5000
‘ 160.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.692 34.46 ng 864852  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Isopropyl palmitate 298 C19H3802 000142-91-6 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 1802 (12.692 min): BF139578.D\data.ms (-1797) (- m/z 43.10 100.00%

43.1
5000
129.0

185.2 241.3 T — T

H‘ ‘ ‘ 284.3 12.50 13.00
0““‘ ” Whﬂm ‘p‘J““‘J‘qu ‘ﬂ“““““ m/z 73.05 79.48%
mi/z--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
5000 — ==
129.0 12.50 13.00
1850 541 o 284.0 m/z 60.00 76.32%
O' L “M‘ m \‘ ‘ ‘\ \‘ \‘\ ‘ T ‘\ \‘ ‘ T \‘\ ‘ T T T ‘ 1T
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
—— —
12.50 13.00
5000 129.0 m/Z 57.10 75.86%

H 171.0 213.0 256.0

oL~ ‘ H‘m\h”\ \u‘\ u \ “ ““‘\““\H“\HH‘HH“H
m/z--> 5 100 150 200 250 300 350
Abundance i i

#281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T —T
43.0 12.50 13.00

m/z 55.10  75.75%

5000 284.0
3.0 129 0
1850 2410
H\‘ “ uhH M\ gl ‘ Pl | 372.

0b— iyl I T I A . ——
miz--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Fluoranthene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.145 2.67 ng 108601  Chrysene-di12 14.016
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[a]fluorene 216 C17H12 000238-84-6 93
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 81
Abundance Scan 1879 (13.145 min): BF139578.D\data.ms (-1872) (-} | m/z 216.10 100.00%
216.1
5000 j\
e =
63.0 107.8 1631 o541 ’ 13.00 13.50
ob P20 1631 L. 5412880 515.10  79.54%
miz-> 50 100 150 200 250
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 — —
13.00 13.50
m/z 213.10  22.63%
108.0
0 39.0 ‘74"0‘ L \“ 1630 I \“
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
— —
13.00 13.50
5000 m/z 217.10 17.50%
95.0
0270 630 | | 1630 | |
T
miz--> 50 100 150 200 250
Abundance #94575: 11H-Benzol[a]fluorene “’w§4‘ T —
216.0 13.00 13.50
m/z 107.80  12.26%
5000
108.0
ol 630 1630 o oM W e
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 7H-Benz[de]anthracen-7-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.857 2.63 ng 106777  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 83
2 m-Terphenyl 230 C18H14 000092-06-8 43
3 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 38
4 1,1'-Biphenyl, 5-hydroxy-3,4'-di... 230 C14H1403 119101-26-7 35
5 p-Terphenyl 230 C18H14 000092-94-4 35

Abundance Scan 2000 (13.857 min): BF139578.D\data.ms (-1997) (- m/z 230.10 100.00%
230.1

=

57.1
5000
‘ 200.1 - SIS
101.1 13.50 14.00
152.0 ‘
o‘,Hm‘“u“wwwl‘w‘}w‘mHwlw_wwHupmw‘“emﬁ?ﬁnlu m/z 57.10 59.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
5000 202.0 r

“ ‘
13.50 14.00
m/z 43.10 41.80%

500 1010 1500 |

O\’\\H“\\‘H“\\\”\‘\W\\‘\\\\‘\\\\‘\\‘\\‘\\\‘i‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111848: m-Terphenyl
230.0
T I —
13.50 14.00
5000 m/z 71.10 34.41%
115.0
390 760 00 1520 2020 m
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #111819: 11H-Benzo[a]fluoren-11-one “ —
230.0 13.50 14.00
m/z 202.10 25.25%
5000
101.0 200.0
630, | H 150.0 M |
) MU S N EW NS S S E— — —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample ¢ P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Eicosane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.786 2.15 ng 46513  Perylene-d12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
2 Docosane 310 C22H46 000629-97-0 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Octadecane 254 C18H38 000593-45-3 68
Abundance Scan 2158 (14.786 min): BF139578.D\data.ms (-2155) (- m/z 57.10 100.00%
57.1
5000 m
1272 —— ‘
214.0 14.50 15.00
0 zb16913102 m/z 43.10 70.44%
m/z--> 0 50 100 150 200 250 300
Abundance #194594: Eicosane, 2-methyl-
57.0
5000 —r —
14.50 15.00
m/z 71.10 60.17%
99.0 mr 253.0
0 2‘0‘ , h“ \“\ ‘\ . uh\ ‘\h\‘ ‘\“ ‘h‘ ‘u“ ‘\ .‘ L :!‘.8‘:‘3‘(‘)‘ P ‘\‘\‘ . ‘2?6‘0‘ —
miz--> 0 50 100 150 200 250 300
Abundance #212282: Docosane
57.0
—— —
14.50 15.00
5000 ITI/Z 85.10 46.28%
99.0
L 10830 20 100
ol e e e
m/z--> 0 50 100 150 200 250 300
Abundance #194588: Heneicosane T —
57.0 14.50 15.00
m/z 55.10 32.29%
5000 M
99.0
0 15.0‘ L\l 14101830 2250 2960
A e e T e —— —
m/z--> 0 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00

Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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@ Benzo[e]pyrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.351 7.48 ng 161748  Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2254 (15.351 min): BF139578.D\data.ms (-2251) (- m/z 252.10 100.00%
252.1
w M
= I
125.0 15.00 15.50
0 501 870 ) | 16111981, | 29313382 .. 559 10  29.15%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
52.0
5000 T —=
15.00 15.50
m/z 253.10 22.97%
125.0
0\39\.(‘)\ \8:\)’\0‘ \H\‘H\ T ‘\\\\‘.\ o L B e
m/z--> 50 100 150 200 250 300 350
Abundance #138552: Perylene
252.0
— T
15.00 15.50
5000 m/z 125.00 12.75%
126.0
0 50.0 87.0 Md‘ 16201980 |
T T L S e e o B A
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00 10.39%
5000
126.0
0 39.0 870 MM 16302000‘ |
A R R o e e e e I — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 28-Nor-17.alpha.(H)-hopane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.180 7.01 ng 151541  Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 70
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 64
3 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 45
4 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 35

5 (3-Cyano-6-ethyl-5-methyl-pyridi... 264 C13H16N202S 1000300-45-4 35

Abundance Scan 2395 (16.180 min): BF139578.D\data.ms (-2391) (- m/z 191.15 100.00%
191.2
5000 95.1
65,1 P P
ﬂ " ﬁ 11 | su1 %834 Cie 507
ol— “ ‘M\‘ \\‘HH\‘H\H\ \h‘m\‘ “ ikl “u‘m - “‘ — o ™ b \‘ : m/z 95.10 509.75%
miz--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 123.0 — —
16.00 16.50
‘ 398.( m/z 81.10 46.18%
0 = ‘ ‘ Wy h “H\ “H \“H‘\‘H‘H \“\ “h‘ I i 2‘3‘2‘0‘2‘7‘3‘9‘ SR, L ‘\‘ :
m/z--> 100 150 200 250 300 350 400
Abundance #301378: 28-Nor-17.beta.(H)-hopane
191.0
P e
16.00 16.50
5000 m/z 177.15  41.45%
109.0
398.(
| “ Jﬁ).o‘ 260.0 350
) S S0 O P i Sl S
m/z--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone —— —
191.0 16.00 16.50
m/z 123.10 36.74%
500028.0
135.0
)
om‘HH“‘M‘MH‘M‘m”_m_m_m_ — —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93024\
Data File : BF139578.D

Acqg On : 30 Sep 2024 15:00
Operator : RC/JU

Sample : P4213-01 2X

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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|
Benzophenone 10.604 5.8 ng 156424 3 9.898 538362 20.0
Tridecane 10.798 2.0 ng 50421 4 11.381 501926 20.0
n-Hexadecanoic ... 11.904 14.9 ng 374849 4 11.381 501926 20.0
4H-Cyclopenta[d... 11.992 5.0 ng 126796 4 11.381 501926 20.0
Octadecanoic acid 12.692 34.5 ng 864852 4 11.381 501926 20.0
Fluoranthene, 2... 13.145 2.7 ng 108601 5 14.016 812470 20.0
7H-Benz[de]anth... 13.857 2.6 ng 106777 5 14.016 812470 20.0
Eicosane, 2-met... 14.786 2.1 ng 46513 6 15.480 432437 20.0
Benzo[e]pyrene 15.351 7.5 ng 161748 6 15.480 432437 20.0
28-Nor-17.alpha... 16.180 7.0 ng 151541 6 15.480 432437 20.0
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