LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06

Operator : CG\JU

Sample : 03316-01 2X

Misc . SU-4-061623

ALS Vvial : 12 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133941.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.116 3 5 11 rvB 199613 208893 9.74%  1.229%
2 4.469 402 405 413 rBV 26916 33186 1.55% 0.195%
3 5.087 505 510 519 rBV 602839 653023 30.45%  3.843%
4 5.487 574 578 589 rBV 1104738 989555 46.14%  5.823%
5 5.881 642 645 649 rBV 32777 29662 1.38% 0.175%
6 6.492 745 749 763 rBV 1056314 1005882 46.90% 5.919%
7 6.857 808 811 815 rBV 721358 627859 29.27%  3.694%
8 7.416 903 906 911 rBV 721117 611675 28.52%  3.599%
9 8.139 1026 1029 1032 rVB 980212 725116 33.81% 4.267%
10 8.728 1126 1129 1133 rBV 51667 40527 1.89% 0.238%
11  9.216 1208 1212 1215 rBV 1376298 1100528 51.31% 6.476%
12 9.292 1222 1225 1228 rBV 74416 66177 3.09% 0.389%
13 9.616 1275 1280 1282 rBv4 47181 47542 2.22% 0.280%
14  9.675 1287 1290 1294 rVB2 32185 28806 1.34% 0.170%
15 9.757 1301 1304 1308 rBV5 21594 25019 1.17% 0.147%
16 9.828 1313 1316 1320 rVB 106903 82996 3.87% 0.488%
17 9.898 1324 1328 1332 rVB 904725 710408 33.12% 4.180%
18 10.151 1367 1371 1374 rBV3 30860 33328 1.55% 0.196%
19 10.216 1379 1382 1388 rBV8 18892 43054 2.01% 0.253%
20 10.328 1399 1401 1404 rVB 136846 98615 4.60% 0.580%
21 10.551 1434 1439 1441 rBV 49291 62362 2.91% 367%
22 10.610 1446 1449 1452 rBV 205498 186973 8.72% 100%

23 10.686 1459 1462 1469 rVB 596151 528745 24.65%

OrwEkRrOo
Ay
=
=
B

24 10.804 1479 1482 1490 rVB 156937 190123  8.86% 119%
25 10.928 1500 1503 1506 rBV 39484 36575 1.71% 215%
26 10.998 1512 1515 1517 rBV3 22185 24992 1.17% 0.147%
27 11.257 1556 1559 1561 rBV 115788 99049 4.62% 0.583%
28 11.286 1561 1564 1570 rVB2 74943 90411 4.22% 0.532%
29 11.392 1578 1582 1585 rBV 810559 672932 31.37%  3.960%
30 11.416 1585 1586 1593 rVB 66806 55119 2.57% ©.324%
31 11.686 1629 1632 1634 rVB 114072 87717 4.09% 516%

32 11.786 1646 1649 1656 rVB 546520 433832 20.23%
33 11.922 1669 1672 1681 rBV 323254 305176 14.23%
34 12.010 1684 1687 1689 rBV3 21826 23904  1.11%
35 12.092 1698 1701 1706 rBV2 112770 104854  4.89%

OCO0ORrNO®
N
O
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B

36 12.322 1738 1740 1743 rBV3 26435 34498 1.61% ©0.203%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06

Operator : CG\JU

Sample : 03316-01 2X

Misc . SU-4-061623

ALS Vvial : 12 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.374 1747 1749 1752 rBV 34547 35252 1.64% 0.207%
38 12.451 1759 1762 1763 rBV2 36513 33834 1.58% 0.199%

39 12.480 1763 1767 1769 rVV 2308112 2144817 100.00% 12.621%

40 12.504 1769 1771 1779 rVB2 1308929 1156688 53.93% 6.806%
41 12.586 1782 1785 1787 rBV ~ 257808 204433 9.53% 1.203%
42 12.616 1787 1790 1792 rBV2 199077 185408 8.64% 1.091%
43 12.716 1804 1807 1813 rBV 100397 114332 5.33% 0.673%
44 12.845 1826 1829 1830 rBV 102828 88141 4.11% 0.519%
45 12.863 1830 1832 1835 rVB 115597 88592 4.13% 0.521%
46 12.986 1850 1853 1861 rVB 1080450 936908 43.68% 5.513%
47 13.221 1890 1893 1896 rBV 129004 128108 5.97% ©.754%
48 13.569 1949 1952 1955 rBV 120221 105622 4.92% ©0.622%
49 13.898 2005 2008 2012 rBV 178466 195163 9.10%  1.148%
50 14.051 2031 2034 2037 rVB 499026 460321 21.46% 2.709%
51 14.216 2060 2062 2066 rVB 147255 125386 5.85% ©.738%
52 14.527 2112 2115 2118 rBV 160476 149208 6.96% 0.878%
53 14.845 2167 2169 2172 rBV 121547 105104 4.90% 0.618%
54 15.568 2288 2292 2295 rBV2 250488 318680 14.86% 1.875%
55 16.304 2414 2417 2426 rVB2 171063 319431 14.89% 1.880%

Sum of corrected areas: 16994541
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133941.D\data.ms

2000000

1500000

1000000

6.857 7.416
5.087

500000

116
4.469 5.881

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: BF133941.D\data.ms

o

12.480

2000000

1500000 9.216 12,504

12.986

1000000 8.139

500000

e e e A U e Y H—— — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133941.D\data.ms

2000000

1500000

1000000 14.051

13.898

16.304
0

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\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.116 6.65 ng 208893 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 25
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 5 (2.116 min): BF133941.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000 43.0 /\
87.1 R RRRRE e masaE
| 00 ‘ 2.202.30 2.40 2.50
Ol R b ke m/z 43.08 41.22%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L R R R R
55.0 2.202.302.40 2.50
4100 87.0 m/z 55.00 27.50%
27.0 ‘
0 \H’\H\‘HH‘\Hm“}\H‘il\‘\\‘\‘\V\“\H\H\l\\‘\\\\‘\\\\‘\.\\\‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9497: 3-Hexanol, 2-methyl-
55.0 73.0
AT
2.202.302.402.50
5000 m/z 87.10 22.89%
27.0 410
o S Y O IO -1/ =X
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2245: Silane, tetramethyl- R RRRRRsREsEss S
73.0 2.202.302.402.50
m/z 41.05 14.30%
5000
43.
15.0 29.0 | 590
O b el e e e R EaRaiaxa=ees
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.087 20.80 ng 653023 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 510 (5.087 min): BF133941.D\data.ms (-505) (-) m/z 43.00 100.00%
59.1
5000
1011 L L L I L B R
‘ 831 ‘ 4.80 5.00 5.20 5.40
Ol el AR P2l m/z 59.18 53.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L R I L BN R
4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.40%
31\ 0 L | 83.0 |
O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
Ammm E e
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 13.71%
20.0 101.0
o 20 Ll 730 850 |
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.92%
5000 41.0
29.
‘ ‘ 87.0
oi1s0 Ll o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.328 2.78 ng 98615  Acenaphthene-dile 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86
Abundance Scan 1401 (10.328 min): BF133941.D\data.ms (-1399) (- m/z 57.10 100.00%
57.1
5000
85'0 L/\/\M
T —
10.00 10.50
113.1
om_‘HW‘H‘H”mw‘wh_uH_1‘5‘?’_1‘“1‘5‘7”1_”‘2592‘,” m/z 43.10  78.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0
5000 — e
85.0 10.00 10.50
29.0 m/z 71.10  56.96%
0 ‘\‘ \‘\ H\ H\ A \11?’ 0141.0 169.0 226.0
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0
i —
10.00 10.50
5000 m/z 41.10 40.86%
85.0
29.0
oo Ll 0o e
b e et el e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45487: Undecane, 2-methyl- “ T
43.0 10.00 10.50
m/z 85.05 35.98%
71.0
5000
99.0 127.0
pisol | | B0 s SISO
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\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 14
R.T. EstConc Area Relative to ISTD R.T.
10.610 5.26 ng 186973  Acenaphthene-di10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzoylformic acid 150 C8H603 000611-73-4 53
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 52
4 Ethanone, 2-(5-nitrotetrazol-2-y... 233 C9H7N503 1000310-77-2 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1449 (10.610 min): BF133941.D\data.ms (-1446) (- m/z 104.95 100.00%
105.0
77.0
5000 182.1
51.0
— —
10.50 11.00
152.1
Ot e A2 20T 218 7 76,95 67.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0
182.0 \
5000 U T
10.50 11.00
510 m/z 182.10  46.23%
o270 | | 12701520 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28215: Benzoylformic acid
105.0
77.0 o i
10.50 11.00
5000 m/z 50.95 29.76%
51.0
0 27"0‘\” \‘ il | 150.0
A a e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57931: Phenyl 4-pyridyl ketone o ‘Aﬁ~ﬂ
105.0 10.50 11.00
183.0 m/z 50.00 10.02%
77.0 ’
5000 51.0
0 ‘\ H\‘ ‘ 1270 1540 \‘ A A /\A A
e e e e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.804 5.65 ng 190123  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 1482 (10.804 min): BF133941.D\data.ms (-1479) (- m/z 57.10 100.00%
57.1
w0 880 AMVQAWNLMAuMNMMWWJM
— ——
10.50 11.00
113.1141.1169.2
0 1971 2403 m/z 43.05 77.22%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123960: Heptadecane
57.0
85.0
5000 — e
10.50 11.00
290 m/z 71.10 60.34%
0 LT 11016901070 2400
H\‘HH‘\\H‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane
57.0
— —
10.50 11.00
m/z 85.05 38.71%
5000 85.0
29.0
R L R B i
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59031: Nonane, 5-butyl- T T
430 419 10.50 11.00
m/z 41.05 36.61%
5000 126.0 W
Oty 15501840 I
m/z--> 20 40 60 80 100120140160 180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.257 2.94 ng 99049  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Decane, 3-methyl- 156 C11H24 013151-34-3 74
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 1559 (11.257 min): BF133941.D\data.ms (-1556) (- m/z 57.10 100.00%

57.1
5000 85.0

e
11.00 11.50
1131 141.0

1722197.2 2321 /7 43.10 74.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

5000 85.0 — —
11.00 11.50

m/z 71.10 63.44%

140.0
182.0
\\\‘\\\\‘\\\H‘\\h}\‘w‘\\\“]\_:\lﬁ‘()\\\\l‘\\\\‘\1\\“‘\\\\‘\\\\2%6\\0\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #228591: Tetradecane, 1-iodo-
57.0

— 7
11.00 11.50

o

o

5000 85.0 m/z 85.05 43.71%
0\\\‘\‘\\\“1\\\‘\\‘1\‘\\\\‘\\\\‘\‘\\\‘\\\‘\‘HHWHWHWH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane T —
57.0 11.00 11.50

m/z 41.00 34.99%

5000 85.0
290‘

ol b b A A0 2690 D -

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Tridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.286 2.69 ng 90411  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 78
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1564 (11.286 min): BF133941.D\data.ms (-1561) (. m/z 57.10 100.00%
57.1

c

5000 85.1
184.0
113.1 11.00 11.50
H ‘ | 1521 213.1
O el ol b bbb e m/z 71.106 62.11%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #59025: Tridecane
574.0
5000 T T
11.00 11.50
29.0 85.0 m/z 43.05 45.91%
0 “ L “‘ 113.0141.0 184.0
\H’HH’H\\‘HH‘\\H‘\H\‘HH’\H\‘\H\‘HH‘HH‘HH‘HH’HH
miz--> 20 40 60 80 100120140 160180200 220 240 260
Abundance #176392: Nonadecane, 2-methyl-
57.0
— ——
11.00 11.50
5000 ITI/Z 85.10 40.76%
85.0
290 1130
,,““,““‘,
miz--> 20 40 60 80 100120140 160180200 220 240 260
Abundance #132769: 2-Bromo dodecane — —
57.0 11.00 11.50
m/z 41.00 26.88%
5000 85.0
290 ‘ 1130  169.0
obo bbb L T a0 T aag el
m/z--> 20 40 60 80 100120140 160180200 220 240 260 11.00 11.50

8270-BF060923.M Mon Jun 26 12:46:34 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.786 12.89 ng 433832  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1649 (11.786 min): BF133941.D\data.ms (-1646) (- m/z 74.00 100.00%
74.0

50001 43.1
e T
1 g 14‘3'0 w52 2272 00 1150  12.00
Ot b L L O L 2T w2 s7.e5 69.80%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —— A
43.0 11.50 12.00
143.0 m/z 43.10  41.87%

‘\ M 4 ,115.0 171.0199. 02270 270.0

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

o

oy

74.0
11.50 12.00
5000 43.0 m/z 55.10 30.34%
o ‘ M‘ H‘M 1110 30 1850 2270 2700
“H‘W‘H‘_H‘_‘H‘H‘w‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #109337: Tridecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.05 30.29%
" LMML
143.0
byl Wk o150 [ ThL 280 | el e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF060923.M Mon Jun 26 12:46:35 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06

Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.922 9.07 ng 305176  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1672 (11.922 min): BF133941.D\data.ms (-1669) (- m/z 43.10 100.00%
43.1 73.0
5000
129.0
——
‘ 171.1 ‘ 256.1 12.00
oww“‘;‘mh MHU“JH‘:‘:‘mwm“‘“w“”lu_wm_H!_W m/z 72.95 93.28%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0 1
5000 213.0 1200
‘ 1710 m/Z 60.00 83.23%
O ‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid
43.0 73.0
— =
12.00
5000 129.0 m/z 57.10 76.01%
‘ 199.0 2420
0,15Bq
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92070: Tridecanoic acid T
73.0 12.00
m/z 41.00 73.06%
43.0
5000
129.0
171.0 214.0
obaol b g ) hoe
m/z--> 20 40 60 80 100120140160180200220240260 12.00

8270-BF060923.M Mon J

un 26 12:46:36 2023

Page:

12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.092 3.12 ng 104854  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 81
3 Nonadecane 268 C19H40 000629-92-5 74
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
Abundance Scan 1701 (12.092 min): BF133941.D\data.ms (-1698) (- m/z 57.10 100.00%
57.1
‘ 99.0 243.2 12.00 ‘
1411 1071 ' ‘ :
(— J‘ g Bt 197 [ 804 o 43es  75.50%
mfz--> 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 — :
12.00
m/z 71.10 54.98%
99.0
O \ \d\ ’ ‘!‘ \“‘\ ““ \“ T “]\_4\‘]“‘()‘\ T T T 2‘]_\‘2.\0\ T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
T \
12.00
5000 m/z 85.10 35.98%
99.0
ols. 0\‘ ||, 1410 1980
2.0l b ) Attt
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane T
57.0 12.00
m/z 41.00  28.65%
5000
0 ‘ i H\ 1410 1830 2250 2680
“‘ ‘,‘ T —=
m/z--> 100 150 200 250 300 12.00

8270-BF060923.M Mon Jun 26 12:46:37 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.480 63.75 ng 2144820  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 1767 (12480 min): BF133941.D\data.ms (-1763) (- m/z 67.10 100.00%
5000
09.1
e
12.50
ob— il “hh”“‘ b ”‘ “‘1‘87‘1‘2‘29‘2‘ 2032857 s1.10  84.99%
m/z--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 L
12.50
290 09.0 m/z 55.05 74.83%
294.C
ol b L ‘H“‘ ‘nhwuu‘ m iy 2230 203070
m/z--> 50 200 250
Abundance #191926: 9 12—Octadecad|en0|c acid, methyl ester, (E,E)
67.0
e
12.50
5000 m/z 41.05 64.82%
09.0
I \\H ‘\ s 262.0294.(
otk i ””‘H”um‘_w‘_u”u‘
m/iz--> 50 150 200 250
Abundance #191919: 9,12- Octadecadlen0|c acid (Z,2)-, methyl ester =
67.0 12.50
m/z 95.05 55.87%
5000
29.0 e 294.C
263.0 :
oL, \“ | ) mH Vm“ nh “\‘1‘&‘1‘0 2200 | JL
m/z--> 150 200 250 12.50

8270-BF060923.M Mon Jun 26 12:46:37 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.504 34.38 ng 1156690  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 98
3 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 95
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 94
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94

Abundance Scan 1771 (12.504 min): BF133941.D\data.ms (-1769) (-} | m/z 55.10 100.00%

55.1
5000 70
264.3 T T ‘
‘ ‘ wzs.l 1802 2222 ‘ 12.50
ok ‘H‘\‘ ”mmwwmwwﬂwd o ﬂ‘m “M‘29§3 m/z 41.10 69.12%
miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
558.0
5000 — :
12.50
264.0 m/z 69.10 55.43%
230  180.0 222.0 296.0
O,
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
e
12.50
5000 87.0 m/z 79.10 52.10%
23.0
m | 18?.0 222.0 26‘4'0296.0
0! \‘\H\H‘H‘H\H‘H\ Y T o M‘ — ‘\‘ —
miz--> 50 100 150 200 250 300
Abundance  #158443: 7-Hexadecenoic acid, methyl ester, (2)- == ‘
55.0 12.50
m/z 74.00 48.497%
5000 37.0
230 194.0
ol b t5p0 /0 23002680 oAy
m/z--> 50 100 150 200 250 300 12.50

8270-BF060923.M Mon Jun 26 12:46:38 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.716 3.40 ng 114332  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1807 (12.716 min): BF133941.D\data.ms (-1804) (- m/z 43.00 100.00%

43.0
5000

0

m/z--> 50 100 150 200 250 300
Abundance #179090: Octadecanoic acid
43.0

5000 T —
129.0 12.50 13.00
83.0 ) 284.0 m/z 73.00 98.07%
YTV
oLk w‘mh Whﬁwhh‘lﬂ,‘\J\‘\H\‘\Hj R B
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
41.0
R —
12.50 13.00
5000 129.0 ITI/Z 60.00 91.02%
‘ 199.0 2420
oL — ‘\‘ L \‘ ‘H‘\ h!\ “HM\‘\‘ HMU\ M\‘ il “‘ ’1&‘67‘[9“ ‘i — “\ T
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00
m/z 55.10 77 .54%
5000 129.0
7.0 1710 213.0 256.0
oL— ‘M ‘H‘\ h!‘ “H‘u‘ Hh“\ ‘\‘H‘\‘ il ‘\ | “‘ “ “‘ \‘ “‘ L "\‘ T = —
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF060923.M Mon Jun 26 12:46:39 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.222 5.57 ng 128108 Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 81
2 Octadecane 254 C18H38 000593-45-3 76
3 Heneicosane 296 C21H44 000629-94-7 76
4 Tetracosane 338 (C24H50 000646-31-1 76
5 Eicosane 282 C20H42 000112-95-8 74

Abundance Scan 1893 (13.221 min): BF133941.D\data.ms (-1890) (- m/z 57.10 100.00%

57.1
5000

T
13.00 13.50

90 55.0 220
| “WW“Www‘uW‘h“J“%§??‘§?§?““H m/z 43.05 66.46%
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— ——
13.00 13.50

m/z 71.10 61.44%

ol Mh\\J141018302250 281.0 337.0 394.
L ‘ T ‘ T ‘ T ‘ L ‘ T ‘ L ‘ L ‘
miz=> 0 50 100 150 200 250 300 350
Abundance #141056: Octadecane

57.0

13f00 l3f50
5000 m/z 85.10 41.01%
9.0
o) ‘\“ | ‘J “\ ‘H\‘H“ ‘\‘ ‘]d-‘4‘\1‘(\)‘]7‘8‘3‘?‘ , ‘2‘5‘4‘9‘ e
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane e e
57.0 13.00 13.50

m/z 41.05 28.04%

e W

9.0
Olsdm H i h‘ | ] 141 01783 0225.0 296.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ — —

m/z--> 0 50 100 150 200 250 300 350 13.00 13.50

8270-BF060923.M Mon Jun 26 12:46:40 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.569 4.59 ng 105622  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Hexadecane 226 C1l6H34 000544-76-3 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 1952 (13.569 min): BF133941.D\data.ms (-1949) (- m/z 57.10 100.00%
57.1
5000 W
T 1 \
9.1
13.50
155.1 21 8 2
b d b Ll %P0 2182 28833333 . 4310 76.28%
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 —— :
13.50
m/z 71.10 65.60%
Ol\ \q\ \‘ ‘ H‘ \“‘\ ““ \“\“\ \‘]_“o\ ];8\3\? T \2\4\0‘0\ T ‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
T \
13.50
5000 m/z 85.10 47 .32%
e e
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane T ‘
57.0 13.50
m/z 41.05 27.38%
9.0
0 154 il H i h‘ | 141 0 183 0225.0 296.0
R e e T oS B EE e ——
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF060923.M Mon Jun 26 12:46:41 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.898 8.48 ng 195163  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Nonadecane 268 C19H40 000629-92-5 93
4 Docosane 310 C22H46 000629-97-0 93
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
Abundance Scan 2008 (13.898 min): BF133941.D\data.ms (-2005) (- m/z 57.10 100.00%
57.1
5000 MV
— ——
‘ 230.1 ‘ 13.50 14.00
oL b u“‘u\\ L0 I 2891 3472393 .. 4365  69.04%
miz--> 50 100 150 200 250 300 350
Abundance #194589: Heneicosane
57.0
5000 — e
13.50 14.00
m/z 71.10 59.44%
14 \ ‘ 141 018302250 200
O \‘.\ 1“ “ h“\‘h‘\h‘ \“‘\\““‘\“\ \“\“ \‘\‘\\‘\\\\“\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
— ——
13.50 14.00
5000 m/z 85.10 44 .64%
9.0
ol b [ o0 200
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane “ ——
57.0 13.50 14.00
m/z 55.10 27.27%
5000 W
oL mosese weo
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BFO60923.M Mon Jun 26 12:46:42 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 17 Tridecane, 7-hexyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.216 5.45 ng 125386  Chrysene-di2 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2062 (14.216 min): BF133941.D\data.ms (-2060) (- m/z 57.10 100.00%

57.1
5000

—— —
248.1 14.00 14.50
oL bl d‘ Lo 203‘1” A 302l 34 416 . 4316 69.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123959: Heptadecane
57.0
5000 — —

14.00 14.50
m/z 71.10 62.50%

9.0
\“‘\ ‘\ " “ \“‘\ ““ \“ \]T\4\]_‘o\ \1\-9\6‘ 9\2\4?’()\ LI ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158602: Tridecane, 7-hexyl-
57.0

—
14.00 14.50

o

5000 ITI/Z 85.10 44 .82%
182.0
oL TTT il 22502670
m/z--> 50 100 150 200 250 300 350 400
Abundance #107222: Tridecane, 6-propyl- T 7
43.0 14.00 14.50

m/z 41.00 24.58%

5000 W

126.0

183.0
ol Al iyl | 2260
S I P O < — -

m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 18 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.527 6.48 ng 149208  Chrysene-di2 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Heptadecane 240 C17H36 000629-78-7 95
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Hexacosane 366 C26H54 000630-01-3 93

Abundance Scan 2115 (14.527 min): BF133941.D\data.ms (-2112) (- m/z 57.10 100.00%
57.1

5000
14:50 |
1681 2541 3353 .
o4 |‘Wﬂ‘mxwu““‘Hi““w““‘ﬁgf?‘f?§‘ m/z 43.10  69.49%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #141056: Octadecane
57.0
5000 —— :
14.50
m/z 71.10 63.23%

O \“\ } “ ”‘ \‘\“‘ \"\‘\\ \‘]‘-\6\9\0\ ‘ T \2\5‘4\(\)\ T ’ T 1T ‘ T TT ‘ T 1T ’ 1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158598: Nonadecane
57.0

14 50
5000 ITI z 85.10 44 .19%
13.0
oLLLLLY R 000 280 M
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123961: Heptadecane
57.0 1450
m/z 55.10 24.86%
5000
oLl i¥PD 1e00 2000 -
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 19 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.845 6.60 ng 105104  Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heneicosane 296 C21H44 000629-94-7 93
3 Docosane 310 C22H46 000629-97-0 93
4 Octacosane 394 (C28H58 000630-02-4 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2169 (14.845 min): BF133941.D\data.ms (-2167) (-] ' m/z 57.10 100.00%

57.1
5000
‘ 13.1 14.50 15.00
2561 : :
o bl w Lo d8T ST 33413854 7 43.10  69.52%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 — ——
14.50 15.00
m/z 71.10 61.72%
130
0 | u‘\ \‘\ h \‘ L] 1690 2250 281.0 33\80
‘\\\\’\ \\‘\\\1‘\\\\‘\\\\‘\\T\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0
— ——
14.50 15.00
5000 ITI/Z 85.10 45.71%
oL L0 a000 2050 260
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212282: Docosane — —
57.0 14.50 15.00
m/z 41.05 26.30%
5000
0““u,‘MMMN"Jﬂ‘ﬁJH"H“““‘\““H“““‘ — —
m/z--> 0 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\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06
Operator : CG\JU

Sample : 03316-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 20 28-Nor-17.alpha.(H)-hopane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.304 20.05 ng 319431  Perylene-d12 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 83
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 58
3 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 35
4 2,4,7-Pteridinetriamine, 6-methyl- 191 C7H9N7 017539-50-3 27

5 3-Fluoro-4-trifluoromethylbenzoi... 338 C10H5C13F402  1000360-59-6 25

Abundance Scan 2417 (16.304 min): BF133941.D\data.ms (-2414) (- m/z 191.20 100.00%
191.2
5000 81.1
‘ ]" 1600 1650
383.4 : :
0l ||\ \‘Hi \Hm \“ ‘H‘ u‘h A ‘2‘7‘3‘ :!" ‘3‘3‘1‘?‘ ety ‘4‘3‘2‘3“ ‘ m/z 81.10 40.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 — e
16.00 16.50
398.0 m/z 177.15 40.09%
o3 ‘u‘mh ‘”H‘\‘H \“ ‘h‘ ‘ b, \25‘390 3130 | ‘}‘ S
m/z--> 100 150 200 250 300 350 400 450
Abundance #301378: 28-Nor-17.beta.(H)-hopane
191.0
— —
16.00 16.50
5000 m/z 109.18  38.36%
109.0
" 398.0
260.0
0 www“"h \ L‘ MHm”,?‘?‘?‘o,”ww_‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82741: .beta.-iso-Methyl ionone — —
191.0 16.00 16.50
m/z 69.10 37.08%
5000£8.0
135.0
RRNNCE 01U I
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062323\
Data File : BF133941.D

Acqg On : 23 Jun 2023 14:06

Operator : CG\JU

Sample : 03316-01 2X

Misc . SU-4-061623

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
Butane, 2-metho... 2.116 6.7 ng 208893 1 6.857 627859 20.0
2-Pentanone, 4-... 5.087 20.8 ng 653023 1 6.857 627859 20.0
Hexadecane 10.328 2.8 ng 98615 3  9.898 710408 20.0
Benzophenone 10.610 5.3 ng 186973 3 9.898 710408 20.0
Heptadecane 10.804 5.7 ng 190123 4 11.392 672932 20.0
Dodecane, 2-met... 11.257 2.9 ng 99049 4 11.392 672932 20.0
Tridecane 11.286 2.7 ng 90411 4 11.392 672932 20.0
Hexadecanoic ac... 11.786 12.9 ng 433832 4 11.392 672932 20.0
n-Hexadecanoic ... 11.922 9.1 ng 305176 4 11.392 672932 20.0
Pentadecane 12.092 3.1 ng 104854 4 11.392 672932 20.0
9,12-Octadecadi... 12.480 63.8 ng 2144820 4 11.392 672932 20.0
13-Octadecenoic... 12.504 34.4 ng 1156690 4 11.392 672932 20.0
Octadecanoic acid 12.716 3.4 ng 114332 4 11.392 672932 20.0
Octacosane 13.222 5.6 ng 128108 5 14.051 460321 20.0
Eicosane 13.569 4.6 ng 105622 5 14.051 460321 20.0
Heneicosane 13.898 8.5 ng 195163 5 14.051 460321 20.0
Tridecane, 7-he... 14.216 5.5 ng 125386 5 14.051 460321 20.0
Octadecane 14.527 6.5 ng 149208 5 14.051 460321 20.0
Tetracosane 14.845 6.6 ng 105104 6 15.568 318680 20.0
28-Nor-17.alpha... 16.304 20.1 ng 319431 6 15.568 318680 20.0
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