LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc :

ALS Vvial : 17 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: BF133424.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.893 473 477 488 rVB 971347 1195314 30.57% 2.853%
2 5.322 546 550 560 rBvV 3743450 3842564 98.28% 9.170%
3 5.716 613 617 622 rVB 88151 83943  2.15% 0.200%
4 5.981 659 662 666 rvB 98040 81517 2.08% ©.195%
5 6.298 712 716 722 rBV 91616 93614 2.39% 0.223%
6 6.357 722 726 729 rBV 4191002 3909690 100.00%  9.330%
7 6.710 783 786 790 rBV 1702965 1369515 35.03% 3.268%
8 7.281 878 883 886 rBV 2035706 1921288 49.14% 4.585%
9 7.481 914 917 921 rBV 55416 48169 1.23% 0.115%
10 7.998 1001 1005 1008 rBV 1786506 1498551 38.33% 3.576%
11  9.075 1184 1188 1191 rBV 4422818 3543401 90.63%  8.456%
12 9.751 1299 1303 1306 rVV 1940523 1613610 41.27% 3.851%
13 9.781 1306 1308 1313 rVB 144618 122978 3.15% 0.293%
14  9.951 1334 1337 1342 rBV 71844 82952  2.12% ©.198%
15 10.157 1369 1372 1375 rBV 315895 244659 6.26% 0.584%
16 10.292 1392 1395 1402 rBV 194780 177582 4.54% 424%

17 10.463 1419 1424 1427 rVB2 311310 267400 6.84%
18 10.539 1433 1437 1440 rBV 2894935 2509287 64.18%

OOV
Xe]
(o]
(o]
R

19 10.663 1454 1458 1465 rBV8 39578 57127 1.46% 136%
20 10.845 1484 1489 1492 rBV2 58022 70664 1.81% 169%
21 11.e80 1526 1529 1532 rBV 47492 59291 1.52% 141%
22 11.127 1535 1537 1543 rVB 52044 60441 1.55% 144%

23 11.233 1551 1555 1557 rBV 2294437 1873411 47.92%
24 11.257 1557 1559 1563 rVWVW 767275 619715 15.85%

OrRr OO
I
~
=
B

25 11.304 1564 1567 1571 rVB 273111 260438 6.66% 622%
26 11.339 1571 1573 1580 rBV5 48546 79592  2.04% 0.190%
27 11.463 1589 1594 1596 rBvV2 75997 92953 2.38% ©0.222%
28 11.486 1596 1598 1603 rVB2 46482 53913 1.38% ©.129%
29 11.563 1608 1611 1617 rVB5 34023 64896 1.66% 0.155%
30 11.733 1636 1640 1643 rBV 139599 164159 4.20% 0.392%
31 11.774 1643 1647 1650 rVV2 506727 592424 15.15% 1.414%
32 11.810 1650 1653 1656 rVB2 141090 139479  3.57% 0.333%
33 11.845 1656 1659 1662 rBV2 307155 283248 7.24% 0.676%
34 11.939 1673 1675 1678 rVB2 86328 66305 1.70% ©.158%
35 11.998 1683 1685 1688 rBv4 40207 43517 1.11% 0.104%

36 12.027 1688 16960 1693 rVV 118041 100585 2.57% 0.240%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc :

ALS Vvial : 17 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 12.074 1697 1698 1701 rVB 69693 44038 1.13% ©0.105%
38 12.286 1730 1734 1739 rBV2 381916 560060 14.32% 1.337%
39 12.369 1745 1748 1752 rBV 291715 251338 6.43% 0.600%
40 12.445 1757 1761 1766 rVB 1678200 1399025 35.78% 3.339%
41 12.492 1766 1769 1770 rBV2 60179 49810 1.27% ©0.119%
42 12.557 1777 1780 1783 rBV 151964 168992 4.32% 0.403%
43 12.592 1784 1786 1791 rVB2 108371 114017 2.92% 0.272%
44 12.669 1793 1799 1802 rBV2 993502 1152352 29.47% 2.750%
45 12.721 1806 1808 1813 rVB2 72009 98141 2.51% 0.234%
46 12.792 1817 1820 1821 rBV 75117 63351 1.62% 0.151%
47 12.816 1821 1824 1828 rVV 2509134 2411334 61.68% 5.755%
48 12.892 1832 1837 1840 rBV2 105862 173503  4.44% 0.414%
49 12.980 1849 1852 1853 rBv3 113987 123082 3.15% 0.294%
50 12.998 1853 1855 1859 rVB 236351 237169 6.07% 0.566%
51 13.069 1863 1867 1869 rVB 234423 217717 5.57% ©.520%
52 13.104 1869 1873 1875 rBvV2 158642 157058 4.02% 0.375%
53 13.198 1886 1889 1892 rBV2 94632 77548 1.98% 0.185%
54 13.227 1892 1894 1898 rBV3 67866 61848 1.58% 0.148%
55 13.292 1902 1905 1908 rVB2 99084 88424  2.26% 0.211%
56 13.398 1921 1923 1926 rBV4 49886 48967 1.25% 0.117%
57 13.510 1940 1942 1946 rVB 84005 83403 2.13% 0.199%
58 13.616 1957 1960 1963 rBV2 109735 119085 3.05% 0.284%
59 13.645 1963 1965 1967 rvV 67502 59389 1.52% 0.142%
60 13.668 1967 1969 1975 rVB2 92772 87169 2.23% 0.208%
61 13.727 1975 1979 1983 rBV2 204558 320150 8.19% 0.764%
62 13.868 1998 2003 2006 rBV2 1314847 1728563 44.21% 4.125%
63 13.892 2006 2007 2011 rVB 512296 399046 10.21% 0.952%
64 13.974 2019 2021 2023 rBV 74714 56534 1.45% 0.135%
65 13.998 2023 2025 2027 rVB2 72914 49231 1.26% ©0.117%
66 14.257 2067 2069 2072 rVB2 113929 93386 2.39% 0.223%
67 14.292 2073 2075 2078 rVB2 55702 47487 1.21% ©0.113%
68 14.351 2082 2085 2088 rBv4 139947 162362 4.15% 0.387%
69 14.786 2156 2159 2167 rVB3 217674 275018 7.03% 0.656%
70 14.886 2172 2176 2179 rBV 480662 660049 16.88% 1.575%
71 14.968 2186 2190 2192 rBV2 173197 207118 5.30% 0.494%
72 14.998 2192 2195 2207 rVB2 180825 419938 10.74% 1.002%
73 15.174 2221 2225 2231 rVB 243382 305239 7.81% 0.728%
74 15.233 2231 2235 2240 rBV 284083 346037 8.85% 0.826%
75 15.292 2241 2245 2248 rBV 967209 1142082 29.21% 2.726%
76 15.733 2316 2320 2326 rVB 220529 313680 8.02% 0.749%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS Vvial : 17 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
77 16.474 2442 2446 2452 rBV7 46775 91779  2.35% 0.219%

78 16.662 2475 2478 2487 rVB2 74527 150127 3.84% ©.358%

Sum of corrected areas: 41902838
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 17 May 2023 20:53
¢ CG\JU
. 02807-01

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051723\
BF133424.D

Sample Multiplier: 1

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

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

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF133424.D\data.ms
6.357

5.322

7.281
6.710

4.893

5.716 5.981 6.298 7.481

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

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF133424.D\data.ms
9.075

10.539
12.816

11.233

9.751
7.998

10. 1157 94

51

9 8@9

0
Time-->

I T — — —
10 OO lO 50 11.00 11.50 12.00 12.50 13.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

0

500000

TIC: BF133424.D\data.ms

13.868

16.4746.662

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53

Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.893 17.46 ng 1195316 1,4-Dichlorobenzene-d4 6.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 477 (4.893 min): BF133424.D\data.ms (-473) (-) m/z 43.00 100.00%
43.0
5000 A¥
101.1 AR A R
‘ ‘ 4.60 4.80 5.00 5.20
O 2089 %2 /7 59.10  55.18%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B A LR
4.60 4.80 5.00 5.20
m/z 101.05 20.16%
“ 101.0
O‘\\‘h\‘l\“\\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
D
4.60 4.80 5.00 5.20
5000 m/z 58.05 15.31%
101.0
o_h“&"uw‘mwm‘HHWH_WWHWH
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- ‘H““W““‘H“,‘H‘
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.46%
5000
obr ““““ ﬁ—\lvh—,év
m/z--> 0 50 100 150 200 250 300 350 400 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@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.157 3.03 ng 244659  Acenaphthene-di10 9.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 86
2 Propanoic acid, 2-methyl-, 1,2,3... 302 C15H2606 014295-64-8 59
3 2,2'-Bifuran, octahydro- 142 C8H1402 001592-33-2 45
4 Diethylmalonic acid, monochlorid... 262 C12H19C104 1000370-65-0 45
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 45

Abundance Scan 1372 (10.157 min): BF133424.D\data.ms (-1369) (- m/z 71.05 100.00%
71.0

5000 43.0
s W
1111 1501 : :
O b b i A842 2152 2432, 43 05 49.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #181457: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
5000 43.0

=7 Py
10.00 10.50
41.05 10.53%

111.0 159.0
‘\‘\\\““\\\‘1“\\H\\‘\\\\‘\\‘\\’\H\‘\\\‘\“\\\‘]\-‘8\5)\\()\‘\2\]\-\5‘(\)\\2\4‘?\(\)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #201682: Propanoic acid, 2-methyl-, 1,2,3-propanetriyl es
71.0

o

1000 1050
s000{ 430 56.10  8.12%
O 2020 M0 M0 2290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22660: 2,2'-Bifuran, octahydro-
71.0 10.00 10.50
m/z 111.10 7.03%
43.0
5000
097011420 T A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.463 3.31 ng 267400  Acenaphthene-di10 9.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H1ON2 000103-33-3 58
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1424 (10.463 min): BF133424.D\data.ms (-1419) (-} | m/z 105.10 100.00%
105.1
182.1
5000
51.0
1050
152.0 .
Ot R 8020 s 77,05 63.72%
miz--> 50 100 150 200 250 300
Abundance #56925: Benzophenone
105.0
182.0
5000
1050
51.0 182.10  54.53%
152.0
O\‘\‘\}\\“M\\“\\\\“‘\\\H\‘\\\\‘\\\\‘\
miz-> 50 100 150 200 250 300
Abundance #56777: Azobenzene
77.0
182.0 10.50
5000 m/z 51.05 24.15%
0 390\ ‘ ]j15.0 1520 |
.t 1
miz--> 50 100 150 200 250 300
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl-
105.0 1050
m/z 181.10 10.76%
5000
51.0
ol frd 1 1880 s L n o0
m/z--> 50 100 150 200 250 300 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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.
11.775 6.32 ng 592424  Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1647 (11.774 min): BF133424.D\data.ms (-1643) (- m/z 73.00 100.00%
43.0 ,73.0
5000 129.1
213.3 —A P
| H H‘ L 15‘7-1‘18‘5-2 ‘ 256.3 11.50 12.00
R ‘uwm\‘w‘w_w‘H‘_Hwmwu_hwm‘w m/z 60.00 92.84%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 P ——
129.0 11.50 12.00
213.0 m/z 43.05 91.06%
‘ H (W 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘H!‘\\\““\\H‘”h“\H\‘H‘HH‘\\‘H‘\‘\\‘H‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
= —
11.50 12.00
5000 129.0 m/z 57.05 71.14%
199.0
s e L
sl WALILEAA o L
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #46964: n-Decanoic acid T ——
60.0 11.50 12.00
m/z 41.10 66.12%
50007 29.0 129.0
87.0
BN
I | W e e
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 12

R.T. EstConc Area Relative to ISTD R.T.
11.845 3.02 ng 283248  Phenanthrene-di10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 81
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 53
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 45
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40
5 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 35

Abundance Scan 1659 (11.845 min): BF133424.D\data.ms (-1656) (- m/z 190.10 100.00%
19p.1
5000
94.7
63.0 1611 1150 1200
Ol b k4240 1641 [ 2103 25812894 ;189 19  99.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000
94.0 1150 1200
4. m/z 192.10  29.05%
0[31.0 630 \h 1230 1610 |
‘\\H‘\H\‘\H\‘H\\‘\H\‘HH’\\H’\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0
11. 50 12 00
5000 m/z 191.10 28.34%
95.0 1340
T bt ]
(RS TS N WO SR I
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0 11. 50 12 00
m/z 94.70 26.69%
5000
94.0
o"‘Hw"‘H‘H_""H",w,“"w“MWm_Wwww”
m/z--> 20 40 60 80 100120140160180200220240260280 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53

Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 7 Cyclohexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.286  5.98ng 560060 Phenanthrene-dio 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexadecane 224 Cl6M32 000295-65-8 92

2 n-Heptadecanol-1
3 1-Hexadecanol

4 n-Nonadecanol-1
5 1-Octadecanol

256 C17H360
242 C16H340
284 C19H400
270 C18H380

001454-85-9 91
036653-82-4 91
001454-84-8 83
000112-92-5 83

Abundance Scan 1734 (12.286 min): BF133424. D\data ms (-1730) (-} | m/z 55.10 100.00%
5511 206.
97.1
5000
—— —
‘ ‘ ‘ 12.00 12.50
ot AL " ol ‘#‘11&4 | U292 303 710 97.61%
mfz--> 50 100 150 200 250 300
Abundance #104594: Cyclohexadecane
55.0
5000 - —
12.00 12.50
L m/z 206.15  94.09%
224.0
O T \l\ ‘{‘ “‘ ‘ ‘ H 1 \‘\ h H T J\-S\llg‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #143654: n-Heptadecanol-1
55.0
97.0 . Ve
12.00 12.50
5000 m/z 43.10 92.96%
390
oo LLLLL des0 oo
miz--> 50 100 150 200 250 300
Abundance #126378: 1-Hexadecanol T 7
69.0 12.00 12.50
m/z 83.10 91.34%
5000 11.0
BULLLL L] sno soeo
oHM‘um“uw‘_‘”‘_mw””_ —r ——
m/z--> 50 150 200 250 300 12.00 12.50

8270-BF042123.M Thu May 18 15:20:47 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53

Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 8 Cyclopenta(def)phenanthrenone Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.368  2.68ng 251338  Phenanthrene-dio 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 CisH8O 005737-13-3 96

2 N-(4-Chloro-phenyl)-2-(3,4-dihyd... 330
3 (E)-Ethyl 3-oxo-2-(pyrid-2-yl)me... 219
4 4-Formyl-7-methoxycoumarin

5 Tetracyano-p-quinodimethane

204
204

C17H15C1IN20S
C12H13NO3
C11H804
C12H4N4

1010296-34-3 59
1000147-59-7 50
1000429-03-0 49
001518-16-7 47

Abundance Scan 1748 (12.369 min): BF133424.D\data.ms (-1745) (- m/z 204.10 100.00%

204.1
5000
88.0 1500 | 12.00 12.50
oL Syl L b 2561 3259 17605  33.88%
miz--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 = S
12.00 12.50
88.0 m/z 205.05  16.59%
150.0 ‘
O L ‘ T \“\ ‘\ “‘ L ‘} T \H‘\ T ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300

Abundance #236459: N-(4-Chloro-phenyl)-2-(3,4-dihydro-isoquinolin-
204.0

=

=3 T
12.00 12.50

miz--> 50 100 150 200 250 300
Abundance #97586: (E)-Ethyl 3-oxo-2-(pyrid-2-yl)methylene-butanoa
204.0

5000 m/z 88.00 15.47%
130.0
77.0
0300 [T 1630 | 2550 297.0330(
00 e P2 ) 2550 2970330

12.00 12.50
m/z 175.10  12.76%
5000
132.0
43.0 78.0
miz--> 50 100 150 200 250 300 12.00 12.50

8270-BF042123.M Thu May 18 15:20:48 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 Fluoranthene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.892 2.01 ng 173503  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 89
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 76
Abundance Scan 1837 (12.892 min): BF133424.D\data.ms (-1832) (- m/z 216.15 100.00%
216.2
— =
oo o1 1631 H | 11 12.50 13.00
ol 229l 203 L D 12858 8011 s 215,10 88.59%
miz--> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 - s
12.50 13.00
m/z 217.15 20.34%
108.0
39.0 ‘74"0‘ L \“ 1630 gl
T T ‘ TT T T ‘ T L T ‘ T T T ‘ T L ‘ L T T ‘ T T
miz-> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
= T
12.50 13.00
5000 m/z 213.10 19.11%
107.0
0280 630 | 163.0 |
— 1
miz--> 50 100 150 200 250 300
Abundance #94570: Pyrene, 1-methyl- ok e
216.0 12.50 13.00
m/z 232.20 17.06%
5000
108.0
0BT0 820 i a0 e
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF042123.M Thu May 18 15:20:49 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 10 11H-Benzo[b]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.998 2.74 ng 237169  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 86
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
Abundance Scan 1855 (12.998 min): BF133424.D\data.ms (-1853) (- m/z 216.20 100.00%
216.2
5000
107.5 N
51.0 1631, | 2811 328. 1390
ol 220 383, 28L1 828 ;015,15 73.36%
miz-> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 U
13.00
m/z 107.45  18.29%
107.0
0280 630 | 1630 |
L ‘ T ‘ L ‘ T ‘ T T ‘ T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #94573: 11H-Benzo[a]fluorene
216.0
bendaa W 1S VT
13.00
5000 m/z 213.10 17.42%
107.0
0.27.0 630 | | 1630 |
7
miz--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl- e
216.0 13.00
m/z 217.20  15.71%
5000 95.0
0 53.0 A ‘ 1 ‘H 163'0 h‘ i h‘
e e T
m/z--> 50 100 150 200 250 300 13.00

8270-BF042123.M Thu May 18 15:20:51 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 11 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.069 2.52 ng 217717  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64

Abundance Scan 1867 (13.069 min): BF133424.D\data.ms (-1863) (- m/z 216.15 100.00%

216.2
5000

107.5 N 00 T
1
ea1 (| 131, |

b SR 2881 810 s 015 10 93.88%

miz-> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0

5000
1300

m/z 213.20 21.77%

95.0
0 \2\7\0\ ’6\3.\0\ \“‘ ‘“\ T %6\3\0\ “L i \h“ L B B
m/z--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl-
216.0

o

1300
5000 ITI/Z 107.50 18.72%
108.0
o,
0—— yw\d‘\ T e B R S aa!
miz--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzo[b]fluorene e Wl W ‘
216.0 13.00
m/z 217.10 17.30%
5000
0,280 630 10710 60 |
e e e e e R
m/z--> 50 100 150 200 250 300 13.00

8270-BF042123.M Thu May 18 15:20:52 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 12 1-Decanol, 2-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.727 3.70 ng 320150 Chrysene-d12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 90
2 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 89
3 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 87
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 76
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 64

Abundance Scan 1979 (13.727 min): BF133424.D\data.ms (-1975) (-} | m/z 57.10 100.00%
57.1

5000 97.1
230.1 L — L —
13.50 14.00
I M “” ‘“ A %S? 5L L3 3211 4310 77.10%
miz-> 50 100 150 200 250 300
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
5000 97.0 T ‘ T T ‘ T

13.50 14.00
m/z 71.05 64.33%

B9 a0
miz--> 50 100 150 200 250 300
Abundance #143665: 1-Hexadecanol, 2-methyl-

57.0

T
13.50 14.00

o

5000 970 m/z 55.10 59.867%
UL M
0 ‘ L — f——tr T T T T T T
miz--> 50 100 150 200 250 300
Abundance #265841: Oxalic acid, hexadecyl propyl ester —— —
43.0 13.50 14.00

m/z 83.10 46.37%

5000 0
269.0
‘ ‘ \ \h % | H 196.0

. 3120
O‘H““M B

T T
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF042123.M Thu May 18 15:20:53 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 13 E-2-Tetradecen-1-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.786 4.82 ng 275018  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-2-Tetradecen-1-0l1 212 C14H280 1000130-83-7 93
2 Pentacosanal 366 C25H500 058196-28-4 91
3 Docosanal 324 C22H440 057402-36-5 91
4 Eicosanal- 296 C20H400 002400-66-0 87
5 1,19-Eicosadiene 278 C20H38 014811-95-1 83
Abundance Scan 2159 (14.786 min): BF133424.D\data.ms (-2156) (- m/z 57.10 100.00%
57.1
—— —
‘ 268.1 3185 3805 14.50 15.00
0l -l fally : ; m/z 82.18  93.91%
miz--> 50 100 150 200 250 300 350 400
Abundance #90103: E-2-Tetradecen-1-ol
57.0
5000 e ——
14.50 15.00
1“ m/z 43.18 86.84%
0+ m \H‘\Jﬂs‘z\q]\_g\‘l‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275519: Pentacosana
82.0
—— —
14.50 15.00
5000 m/z 96.10 63.58%
29. 240 348.0
ULl e 250.02020
ol LY “\“\H‘“HH\‘Huium‘u‘u“uu‘u
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #229611: Docosanal T —
82.0 14.50 15.00
m/z 55.10 62.10%
- MMM
L] ‘ “ I 166.0 250.0 |
0“\H‘ — — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF042123.M Thu May 18 15:20:54 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 14 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.968 3.63 ng 207118  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 Tricosane 324 (C23H48 000638-67-5 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Octacosane 394 (C28H58 000630-02-4 87
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 83
Abundance Scan 2190 (14.968 min): BF133424.D\data.ms (-2186) (-} | m/z 57.10 100.00%
57.1
5000 MA/U‘
——
‘ ‘ ‘ 268.1 3175 15.00
N \M 2 L 315 4004 2116 65.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane
57.0
5000 IR
15.00
m/z 43.10 56.50%
“ 1 183.0 2390 310.0
O\\\\“ ‘\h‘\h‘\\‘\““\\‘\\‘\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #229644: Tricosane
57.0
——
15.00
5000 m/z 85.10 48.78%
324.0
‘ 1‘ 267.0
oL ““_m‘ 2 M ‘ VIS S OANE E
m/z--> 50 100 150 200 250 300 350 400
Abundance #132769: 2-Bromo dodecane T
57.0 15.00
m/z 55.10 21.27%
- MM¢AMVAWAJw\%wAMwMWW
130 169.0
o YT e _—
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF042123.M Thu May 18 15:20:56 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 15 Cyclotetracosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.998 7.35 ng 419938  Perylene-di12 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 94
2 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 93
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
5 1-Heptacosanol 396 C27H560 002004-39-9 87
Abundance Scan 2195 (14.998 min): BF133424.D\data.ms (-2192) (- m/z 83.10 100.00%
83.1
252.2
5000
\
9.2
390 l ]1 15.00
0 “JWM»HJVNMvAMqu%?“M‘WM“%??§‘§§£%‘4?4? m/z 55.10 97.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 -
15.00
m/z 97.10 86.82%
0
H H e 2790 |
O\\“\\‘\\‘\\“\‘\‘\““‘\\\“\““\l\m\‘\i‘\‘\*\“\\\‘\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #173735: Cyclooctadecane, ethyl-
55.0
——
15.00
5000 111.0 m/z 69.10 84.61%
251.0
ol LA 4 L) MZP‘_“‘w‘m‘,“H,“““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcohol —
83.0 15.00
m/z 43.10  83.24%
5000
L0 om0 .
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF042123.M Thu May 18 15:20:58 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 16 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.174 5.35 ng 305239  Perylene-d12 15.292
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 98
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94

Abundance Scan 2225 (15.174 min): BF133424.D\data.ms (-2221) (- m/z 252.10 100.00%

250.1
5000
- 12i1 2001 15.00 15.50
Ol 2l B 33928794 /7 25e.05 27.34%
miz--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 T

=
15.00 15.50
m/z 253.10  20.58%

125.0
0 39.0 83.0 | 200.0, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\’\\\\‘\\
mi/z--> 50 100 150 200 250 300 350 400
Abundance #138552: Perylene
252.0

T
15.00 15.50

5000 ITI/Z 125.10 14.96%
126.0
027.0 740 M 198.0
A T e B I AR S SRR O
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene T —
252.0 15.00 15.50

m/z 126.00  13.41%

5000
126.0
0 740 | | 200.0. |

T \
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\

Library Search Compound Report

Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS vial : 17 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 17 Triacontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.733 5.49 ng 313680  Perylene-d12 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 2320 (15.733 min): BF133424.D\data.ms (-2316) (. m/z 57.10 100.00%
7.1

5
5000

T —
15.50 16.00

7.2
211.2281.1
o‘Hm‘“‘-‘m‘ilf-hm«u,«‘H_m_H“3“‘39"3“Hw‘_m_wm m/z 71.10  66.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #314331: Triacontane
57.0
5000 —— —
15.50 16.00
m/z 43.10 57.71%
oL L0 197026703370 4220
‘HH‘\HF}\\WI[\IH]W\H[HHTH\‘\H\‘\FH‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane

T —
15.50 16.00

5000 m/z 85.10 52.56%

| 1 || £27:0197.0267.0337.0407.0 491.0562.0
L3210 267.0387.0407.0 491.0562.0
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550 600

RERR
Abundance #246481: Tetracosane T —
57.0 15.50 16.00

m/z 41.05 20.55%

w VJW\WJ\AW

ol | ‘ 1127919702670 3380
A er02e703380 -

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133424.D

Acqg On : 17 May 2023 20:53
Operator : CG\JU

Sample : 02807-01

Misc

ALS Vvial : 17 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-... 4.893 17.5 ng 1195310 1 6.710 1369520 20.0
2,2,4-Trimethyl... 10.157 3.0 ng 244659 3 9.751 1613610 20.0
Benzophenone 10.463 3.3 ng 267400 3 9.751 1613610 20.0
n-Hexadecanoic ... 11.775 6.3 ng 592424 4 11.233 1873410 20.0
4H-Cyclopenta[d... 11.845 3.0 ng 283248 4 11.233 1873410 20.0
Cyclohexadecane 12.286 6.0 ng 560060 4 11.233 1873410 20.0
Cyclopenta(def)... 12.369 2.7 ng 251338 4 11.233 1873410 20.0
Fluoranthene, 2... 12.892 2.0 ng 173563 5 13.868 1728560 20.0
11H-Benzo[b]flu... 12.998 2.7 ng 237169 5 13.868 1728560 20.0
Pyrene, 1-methyl-  13.069 2.5 ng 217717 5 13.868 1728560 20.0
1-Decanol, 2-he... 13.727 3.7 ng 320150 5 13.868 1728560 20.0
E-2-Tetradecen-... 14.786 4.8 ng 275018 6 15.292 1142080 20.0
Docosane 14.968 3.6 ng 207118 6 15.292 1142080 20.0
Cyclotetracosane 14.998 7.3 ng 419938 6 15.292 1142080 20.0
Benzo[e]pyrene 15.174 5.3 ng 305239 6 15.292 1142080 20.0
Triacontane 15.733 5.5 ng 313680 6 15.292 1142080 20.0
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