LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05
Operator : CG\JU

Sample : 04042-01

Misc :

ALS Vvial : 13  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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134828.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.422 563 567 571 rBV 2507778 2483148 94.11% 8.792%
2 6.428 733 738 741 rBV 2647439 2471380 93.67% 8.750%
3 6.792 796 800 803 rBV 1127964 852410 32.31% 3.018%
4 7.351 890 895 898 rBV 1809923 1562780 59.23% 5.533%
5 8.069 1013 1017 1020 rBV 1330068 1089921 41.31% 3.859%
6 9.145 1196 1200 1204 rBV 2946647 2638519 100.00% 9.342%
7 9.263 1218 1220 1224 rVB 32719 29225 1.11% 0.103%
8 9.686 1288 1292 1297 rBV 169641 136711 5.18% 0.484%
9 9.827 1312 1316 1319 rBV 1249829 1090296 41.32% 3.860%
10 10.027 1346 1350 1354 rBV 37181 37059 1.40% 0.131%
11 10.374 1406 1409 1415 rVB2 38696 50756 1.92% ©0.180%
12 10.616 1446 1450 1453 rBV 1632140 1417435 53.72% 5.019%
13 10.739 1468 1471 1479 rBv4 29813 31691 1.20% 0.112%
14 10.921 1497 1502 1505 rBV5 17237 28761 1.09% 0.102%
15 10.980 1509 1512 1515 rBV3 30930 29257 1.11% 0.104%
16 11.210 1549 1551 1556 rVB 30015 30102 1.14% 107%

17 11.316 1565 1569 1571 rBV 1091608 931974 35.32%
18 11.339 1571 1573 1576 rVV 391379 309613 11.73%
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19 11.386 1578 1581 1584 rVB 102370 94482 3.58% 335%
20 11.421 1584 1587 1591 rBV2 37917 41345 1.57% 146%
21 11.774 1643 1647 1650 rBv4 33094 39517 1.50% ©.140%
22 11.816 1651 1654 1657 rVV 76502 87157 3.30% ©0.309%
23 11.851 1657 1660 1665 rVV2 464357 452565 17.15% 1.602%
24 11.892 1665 1667 1670 rVV 53046 58518 2.22% ©0.207%
25 11.927 1670 1673 1676 rVV 137807 155079 5.88% ©.549%
26 11.951 1676 1677 1682 rVB 69152 48769 1.85% 0.173%
27 12.116 1702 1705 1707 rBV2 45028 34204 1.30% 0.121%
28 12.139 1707 1709 1716 rVB2 41052 40141 1.52% ©0.142%
29 12.368 1742 1748 1751 rBV 86245 98818 3.75% 0.350%
30 12.404 1751 1754 1756 rW2 45379 56884 2.16% 0.201%
31 12.457 1760 1763 1767 rVV3 45289 56859 2.15% 201%

32 12.533 1772 1776 1779 rBV 600122 561222 21.27%
33 12.639 1789 1794 1797 rBV2 79007 132008 5.00%
34 12.757 1808 1814 1818 rBV 572475 628420 23.82%
35 12.821 1821 1825 1828 rVB2 31373 47895 1.82%
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~
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36 12.910 1836 1840 1843 rBV 2203087 1873565 71.01% 6.634%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05
Operator : CG\JU

Sample : 04042-01

Misc :

ALS Vvial : 13  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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.980 1847 1852 1855 rBV3 66109 98986 3.75% ©.350%
38 13.068 1863 1867 1868 rBV4 56969 65357 2.48% 0.231%
39 13.092 1868 1871 1874 rVB2 116695 114207 4.33% 0.404%
40 13.157 1879 1882 1885 rVB2 79011 68163 2.58% 0.241%
41 13.192 1885 1888 1892 rBV 86560 85787 3.25% 0.304%
42 13.263 1896 1900 1902 rBvV2 31533 42453 1.61% 0.150%
43 13.286 1902 1904 1907 rVB 68616 51042 1.93% 0.181%
44 13.315 1907 1909 1913 rBV 59724 53847 2.04% 0.191%
45 13.398 1917 1923 1932 rVWW 771642 732284 27.75%  2.593%
46 13.598 1954 1957 1963 rVB 62532 87991 3.33% 0.312%
47 13.71@ 1972 1976 1979 rBV3 76667 110817 4.20% 0.392%
48 13.739 1979 1981 1983 rVV 67632 64620 2.45% 0.229%
49 13.762 1983 1985 1989 rVWv2 69284 94002 3.56% 0.333%
50 13.821 1990 1995 2003 rVB3 131078 229772 8.71% 0.814%
51 13.962 2014 2019 2022 rBV2 1153830 1379387 52.28% 4.884%
52 13.992 2022 2024 2030 rVB 386492 337472 12.79% 1.195%
53 14.068 2035 2037 2039 rVB 45886 30814 1.17% 0.109%
54 14.315 2077 2079 2081 rBV2 36516 34575 1.31% 0.122%
55 14.351 2081 2085 2088 rVB 110986 129324 4.90%  0.458%
56 14.386 2088 2091 2095 rVB 74476 65975 2.50% 0.234%
57 14.445 2099 2101 2104 rVB2 64343 58397 2.21% 0.207%
58 14.474 2104 2106 2108 rBV2 66188 57791 2.19% 0.205%
59 14.833 2163 2167 2173 rBV 628135 641528 24.31% 2.271%
60 14.915 2178 2181 2183 rBV3 41776 42057 1.59% 0.149%
61 15.004 2192 2196 2200 rBV 444429 730907 27.70%  2.588%
62 15.115 2211 2215 2219 rVB 134582 164308 6.23% 0.582%
63 15.309 2244 2248 2254 rVB 296411 379474 14.38% 1.344%
64 15.368 2254 2258 2265 rBV 415017 544176 20.62% 1.927%
65 15.439 2265 2270 2273 rVV 853911 1069012 40.52% 3.785%
66 15.468 2273 2275 2282 rVB2 151620 205328 7.78% 0.727%
67 16.915 2516 2521 2531 rVB2 217849 444104 16.83% 1.572%

68 17.368 2592 2598 2604 rBV 148079 300520 11.39% 1.064%

Sum of corrected areas: 28242963
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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 Aug 2023 21:05
¢ CG\JU
. 04042-01

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81723\
BF134828.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF134828.D\data.ms

6.428
5.422

7.351

6.792

Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF134828.D\data.ms
9.145

12.910

10.616

8.069 9.827

11.316

12.5332.757

@63 10 027 10. 374

0
Time-->

i
I — L L L N T =T LI B B T T T L L —

10 OO 10 50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

500000

1000000

TIC: BF134828.D\data.ms

13.962
15.439

14.833
15.004 15 368

13.

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05
Operator : CG\JU

Sample : 04042-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.851 9.71 ng 452565  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1660 (11.851 min): BF134828.D\data.ms (-1657) (- m/z 73.00 100.00%
43.1 73.0
192.1
5000
— e
‘ 11.50 12.00
— m/z 43.106  93.57%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
11.50 12.00
97.0 157.0 155 02130 2560 m/z 60.00 91.57%
\H‘HH“}‘HH!H \HM\‘H\L\wh““\\‘”‘l‘\“\‘H‘HH‘HH‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 B P
11.50 12.00
5000 129.0 m/z 57.10  75.65%
185.0
228.0
L9, ) s |
5ol il g HM: e “Hs_uH_Hm_wwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid = ]
43.0 73.0 11.50 12.00
m/z 41.10 71.43%
5000 129.0
199.0
s e T
;ﬁgk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM e S
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\BF@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05
Operator : CG\JU

Sample : 04042-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 8,9-Dihydrocyclopenta[def]p... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.927 3.33 ng 155079  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 74
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 46
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 42
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 38
Abundance Scan 1673 (11.927 min): BF134828.D\data.ms (-1670) (- m/z 189.05 100.00%
189.1
5000
94.6
=
12.00
63.0 139.0
T IV N ot L. 2238 3020 h7 190.10  99.92%
miz--> 50 100 150 200 250 300
Abundance  #67049: 8,9- D|hydrocyclopenta[def]phenanthrene
191.
5000 A
12.00
m/z 192.05 89.96%
74.0 152#
T T T ’ T T T T ‘ T T T T T T \ ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
e
12.00
5000 m/z 191.05 71.42%
94.0
31.0 63.0 \‘\ 1370 | |
et
m/iz--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl- e
192.0 12.00
m/z 94.60  28.35%
5000
94.0
7.0 630 | h 152 I M‘
e e e e
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05
Operator : CG\JU

Sample : 04042-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.368 2.12 ng 98818 Phenanthrene-dle 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 96
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
3 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 93
4 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 91
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 90

Abundance Scan 1748 (12.368 min): BF134828.D\data.ms (-1742) (- m/z 206.05 100.00%
206.1
e —
63.0 ‘ | 126.1 164‘19‘ ‘ 12.00 12.50
‘\\\\‘\\\\‘\\\“\“\‘1\‘\“‘\\\\‘\‘\\\‘\\‘1‘\“\\\1“‘\‘}1\‘ \\\‘\\\ m/z 191.05 47.2200
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T —
12.00 12.50
101.0 . m/z 189.05 27.44%
‘2\7\\0\‘\5\1-\\0‘\\7\61‘0\1‘\‘\““\\\\‘\\1\3\?\(\)\]\-‘ﬁ\\‘\\“\‘h}‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82933: 9,10-Dimethylanthracene
206.0
7= e
12.00 12.50
5000 ITI/Z 205.10 21.19%
39.0 630 | \‘ L 12\701520\17”80‘\\ m
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82935: 3,4-Dimethylphenanthrene DA —
206.0 12.00 12.50
m/z 207.05 17.83%
5000
89.0 165
9080 | us01390’% | |l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05
Operator : CG\JU

Sample : 04042-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.639 2.83 ng 132008 Phenanthrene-di10 11.316
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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 1794 (12.639 min): BF134828.D\data.ms (-1789) (- m/z 73.00 100.00%

5000

a

T e
12.50 13.00
m/z 43.05 94.67%

m/z--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
5000{ 41,0 284.0 — —
185.0 241.0 12.50 13.00
m/z 60.00 83.56%
— \“‘ \;‘H‘n‘\ \HJH‘\ i H“‘ - ‘L s “ o ““ 1 ‘\‘ : “‘ -
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
12.50 13.00
5000 129.0 ITI/Z 57.10 83.07%
97.0 1710 213.0 256.0 NWWWMAWJWAWKKMWWMMJ

miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid —— —
73.0 12.50 13.00
41,0 m/z 55.85 75.42%
5000 129.0

‘ 199.0 2420
i MM Llaerol S
miz--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05
Operator : CG\JU

Sample : 04042-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 9-Octadecenamide, (Z)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.398 10.62 ng 732284  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Palmitoleamide 253 C16H31NO 106010-22-4 86
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Nonanamide 157 C9H19NO 001120-07-6 59
5 Octadecanamide 283 C18H37NO 000124-26-5 59

Abundance Scan 1923 (13.398 min): BF134828.D\data.ms (-1917) (- m/z 59.00 100.00%
59.0
5000 ﬂu¥
506 1380
98.0 . .
' Mg B0 1841 2382 3021 L0 20 16 6a.36%
m/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — S
13.00 13.50
m/z 55.05 38.81%
18 %80, 140.0 281.0
T ‘\.q\ U ‘M ‘}“M\”M‘“‘ W \&]i 4t .“\ ?‘8\4\0‘ T \2\38\? T .\ T
miz--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide
59.0
= =
13.00 13.50
5000 m/z 41.05 31.60%
‘ 126.0 253.0
e \‘\h ‘M ‘\L“ \ﬁ?’m\‘p ‘1““ ‘\“\‘ . ‘\1‘68‘9 ‘2‘1“0"0‘ : ‘\: ———
miz--> 50 100 150 200 250 300
Abundance #142060: Hexadecanamide = 1
59.0 13.00 13.50
m/z 43.10 23.80%
h \vaAkaﬂwANM\»WJ\
128.0
sl 1700 220 2850 Ul
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF0801
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

B
01
. C
: 0

01

Quant Method
Quant Title

TIC Libra

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81723\

F134828.D

7 Aug 2023 21:05
G\JU

4042-01

3  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 6 Pentadecafluorooctanoic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.821  3.330ng 220772 Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 1-Pentadecanethiol 244 C15H32S 025276-70-4 91

3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
5 Cyclotetradecane 196 C14H28 000295-17-0 83

Abundance Scan 1995 (13.821 min): BF134828.D\data.ms (-1990) (- m/z 57.05 100.00%
57.0

5000

S

— ——
%jo 2??13011 13.50 1400
e b st st e e m/z 43.05 80.20%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

-

5000 = —
13.50 14.00
m/z 55.05 70.08%

Fﬁ?‘ 252.0 369.0 648.1

H‘HH‘HH‘H‘H‘HH‘HH‘H\'\‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #128528: 1-Pentadecanethiol

55.0

-

= =
13.50 14.00
5000 m/z 83.10  56.54%

244.0
%50
| l |

| ) |
et b i A e e e e

m/z--> 0 50 100150200 250300 350400450500 550600650

a

Abundance #326113: Heptadecy! heptafluorobutyrate P ——
57.0 13.50 14.00
m/z 71.05 53.29%
5000
F.O 238.0
Mw%“H\HM!WLHM\HM\H‘HH‘HH‘HH‘H\wH\wH\W\HW\\ P P
m/z--> 0 50 100150200 250 300 350400450 500550600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05

Operator : CG\JU

Sample : 04042-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.833 12.00ng 641528 Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 squalene a0 CoHse 000111-02-4 95

007683-64-9 80
042207-88-5 72
004128-17-0 59
028673-24-7 47

upraene 410 C30H50
,6,10,14-Hexadecatetraenoic aci... 318 C21H3402
,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802
rifluoroacetyl-lavandulol 250 C12H17F302

uih wNnPE
NN U0 O0n

Abundance Scan 2167 (14.833 min): BF134828.D\data.ms (-2163) (-] ' m/z 69.10 100.00%

69.1
5000
14.50 15.00
254.1 : :
ol b u”‘ 4 ‘M”‘ Al 29918418 4100 ;8110 50.12%
Mz 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 - S
1450 15.00
m/z 41.10  23.47%
121.0
27.0 1 | L 11 ]11750 23102730 3410  at0.

m/z--> 50 100 150 200 250 300 350 400

D
«©
o

Abundance #308259: Supraene
\
14.50 15.00
5000 ITI/Z 95.05 13.40%
137.0
270, |01,y |, 1910 2730 3410 410
o A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222645: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t — ——
69.0 14.50 15.00
m/z 68.05 11.41%
5000
136.0
‘ ‘ 1800 318.0
9Ly, 1%0sz02ms0 T S|
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05
Operator : CG\JU

Sample : 04042-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.115 3.07 ng 164308 Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
5 Perylene 252 C20H12 000198-55-0 91
Abundance Scan 2215 (15.115 min): BF134828.D\data.ms (-2211) (-} | m/z 252.10 100.00%
252.1
—— —
126.0 1001 ‘ 15.00 15.50
0399790 | 1991, | 3200 385 ., 350.05  29.40%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 = s
15.00 15.50
m/z 253.10 22.23%
125.0
39.0 83.0 | | 2000 |
\\‘\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #138569: Benzo[j]fluoranthene
252.0
= =
15.00 15.50
5000 m/z 126.00 12.20%
126.0
840 ;| 2010
e
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene T T
252.0 15.00 15.50
m/z 125.10 11.41%
5000
126.0
39.0 87.0 , | 2000 |
e 5 —
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\BF@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05
Operator : CG\JU

Sample : 04042-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Benzo[j]fluoranthene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.309 7.10 ng 379474  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2248 (15.309 min): BF134828.D\data.ms (-2244) (- m/z 252.10 100.00%
252.1
- =
12T-° | 15.00 15.50
0,500 870 /| 16312001, | 29403312 380. ./, 250.05  29.87%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 = L
15.00 15.50
m/z 253.10 21.86%
125.0
B9.0 83.0 , | 2000 . |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #138565: BenzolKk]fluoranthene
252.0
— s
15.00 15.50
5000 m/z 125.00 13.57%
126.0
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene o —
252.0 15.00 15.50
m/z 126.00  11.25%
5000
126.0
B9.0 87.0 | ‘\\ 163.0200.0 . |
L e e A s o e P e
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@81723\
Data File : BF134828.D

Acqg On : 17 Aug 2023 21:05
Operator : CG\JU

Sample : 04042-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 11.851 9.7 ng 452565 4 11.316 931974 20.0
8,9-Dihydrocycl... 11.927 3.3 ng 155079 4 11.316 931974 20.0
Phenanthrene, 2... 12.368 2.1 ng 98818 4 11.316 931974 20.0
Octadecanoic acid 12.639 2.8 ng 132008 4 11.316 931974 20.0
9-Octadecenamid... 13.398 10.6 ng 732284 5 13.963 1379390 20.0
Pentadecafluoro... 13.821 3.3 ng 229772 5 13.963 1379390 20.0
Squalene 14.833 12.0 ng 641528 6 15.439 1069010 20.0
Benzo[e]pyrene 15.115 3.1 ng 164308 6 15.439 1069010 20.0
Benzo[j]fluoran... 15.309 7.1 ng 379474 6 15.439 1069010 20.0
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