LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF139301.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.199 10 18 25 rVB 1075294 1668874 72.32%  8.165%
2 5.104 503 512 519 rVB 121106 183531 7.95% 0.898%
3 5.504 569 580 585 rBV 1467901 1897272 82.22% 9.282%
4 6.510 742 751 756 rBV 1496670 1996396 86.52% 9.767%
5 6.887 810 815 820 rBV 593030 711450 30.83%  3.481%
6 7.445 902 910 915 rBV 1009011 1323550 57.36% 6.475%
7 7.698 948 953 962 rVB2 44558 66339 2.87% 0.325%
8 8.169 1027 1033 1042 rBV 729785 914670 39.64% 4.475%
9 8.386 1065 1070 1074 rVB 19520 24904 1.08% 0.122%
10 9.245 1210 1216 1221 rBV 1907725 2307511 100.00% 11.289%
11  9.922 1326 1331 1336 rBV 725294 925257 40.10% 527%

12 10.633 1447 1452 1459 rVB 185646 240973 10.44%
13 10.710 1460 1465 1470 rBV 885815 1107835 48.01%
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N
[
X

14 10.833 1481 1486 1493 rVB2 28475 47103 2.04% 230%
15 11.274 1555 1561 1564 rBV2 21124 36900 1.60% 181%
16 11.304 1564 1566 1571 rVB 18927 23951 1.04% 0.117%
17 11.410 1579 1584 1592 rBV2 617200 957784 41.51% 4.686%
18 11.486 1592 1597 1600 rVB 30505 40858 1.77%  ©.200%
19 11.704 1630 1634 1638 rBV2 23201 27779 1.20% 0.136%
20 11.939 1664 1674 1680 rBV 284333 485791 21.05% 2.377%
21 12.022 1685 1688 1696 rvwVv 42865 88360 3.83% 0.432%
22 12.110 1699 1703 1712 rVV3 41862 83953 3.64% 0.411%
23 12.210 1716 1720 1727 rVB3 21412 51835 2.25% 0.254%
24 12.498 1766 1769 1774 rBV 20846 28943 1.25% ©0.142%
25 12.545 1774 1777 1781 rVB 19692 24285 1.05% ©.119%

26 12.621 1785 1790 1795 rBV 236214 323903 14.04%
27 12.721 1803 1807 1814 rBV2 63136 98800 4.28%
28 12.851 1824 1829 1835 rVB 180432 254836 11.04%
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R

29 12.998 1848 1854 1861 rVB 1173177 1506552 65.29% 370%
30 13.280 1899 1902 1906 rBV 23731 30745 1.33% 150%
31 13.368 1913 1917 1921 rBV3 38292 55773 2.42% 273%
32 13.792 1986 1989 1993 rBV2 40159 62618 2.71% 306%

33 13.904 2004 2008 2023 rVB6 118255 356300 15.44%
34 14.051 2026 2033 2048 rBV2 510405 1061758 46.01%
35 15.098 2207 2211 2221 rVB 119721 282999 12.26%
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36 15.180 2221 2225 2229 rBV 97990 129057 5.59% 0.631%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.462 2269 2273 2278 rVB 72996 103168 4.47% 0.505%
38 15.527 2279 2284 2288 rBV 260077 383046 16.60% 1.874%
39 15.774 2322 2326 2331 rVB 55347 81572  3.54% ©.399%
40 16.015 2362 2367 2373 rVB 156854 267635 11.60%  1.309%
41 16.827 2501 2505 2514 rVB3 60676 121327 5.26% 0.594%
42 17.139 2554 2558 2563 rVB 31263 54402 2.36% 0.266%

Sum of corrected areas: 20440595
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF139301.D\data.ms
1500000 5.504 6.510
2.199
1000000 7.445
6.887
500000
5.104
7.6
O\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF139301.D\data.ms
9.245
1500000
12.998
1000000 10.710
8.169 9.922
11.410
500000
10.6
13.28
o 8.386 | 0.833
P — T = L L B S R e e e e e e e T
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: BF139301.D\data.ms
1500000
1000000
14.051
500000 15.527
13.90 15969880 5 4> 15 7720015
368 13.79 ' Mﬂ 17.13
%
O T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T T ‘ T T T 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\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 1
R.T. EstConc Area Relative to ISTD R.T.
2.199 46.91 ng 1668870  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 37
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
Abundance  Scan 18 (2.199 min): BF139301.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
T
‘ Lg 1 ‘ 2.20 2.40 2.60
0“H‘w‘HAM“‘Mumju‘WLM‘M‘H‘HH‘H‘W‘H‘_‘HM‘H m/z 43.05 48.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L L B B B
43.0 2.20 2.40 2.60
' 87.0 m/z 55.10  32.32%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 26.94%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2.20 2.40 2.60
m/z 41.10 16.27%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e I ————
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 8
R.T. EstConc Area Relative to ISTD R.T.
5.104 5.16 ng 183531 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9
5 2,2-Dinitropropane-1,3-diyl diac... 250 C7H10N208 026329-29-3 9

Abundance Scan 512 (5.104 min): BF139301.D\data.ms (-503) (-) m/z 43.10 100.00%

3.1
5000 59.1
‘ 83.0 1011 4.80 5.00 5.20 5.40
Otrrrrrrrrprrrr bbb e m/z 59,18 51.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L LR I R |
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 15.62%
0\\\‘\f‘f‘!‘\\!?f“ﬁ\.\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R AR
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.29%
101.0
oL 180 310 | %89 790 60
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate T Ammma BRI
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.80%
5000
58.0
15.0 27.0 72.0 100.0
o S o 1 S Y S S T N A VA
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\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.633 5.21 ng 240973  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 58
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 47
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47

Abundance Scan 1452 (10.633 min): BF139301.D\data.ms (-1447) (-] | m/z 105.05 100.00%

106.1
77.0
182.1
5000
51.0
—— —
10.50 11.00
152.0
Ol 2260 EE L gz 77,05 70.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 - A
10.50 11.00
51.0 m/z 182.10  54.89%
o270 ||| 1260 1520
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
77.0
e —
182.0 10.50 11.00
5000 m/z 51.05 34.44%
51.0 105.0
0270 ‘ 128.0 15%0 \
A e O L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

#52291: Benzenebutanoic acid, .gamma.-oxo- —— L
105.0 10.50 11.00
m/z 181.10 11.71%

5000 77.0

510 178.0
0 210 | | 133.0 160.0" " A '
L e O SR R A I AN

m/z--> 200 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.939 10.14 ng 485791  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 59

Abundance Scan 1674 (11.939 min): BF139301.D\data.ms (-1664) (- m/z 43.10 100.00%

431 73.0
5000 192.1

ool

m/z 73.05 87.26%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 T T
129.0 12.00

213.0 .
157 0185.0
0 ]"ﬁ‘o“‘} ‘ulﬂ‘ ‘H!H ‘W‘ %“\‘ \”M f i r g — “‘ = “‘ ”\‘ - “‘ ‘ - — “‘ :
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-

192.0
P
12.00
5000 m/z 41.10 80.42%
96.0 165.0
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #67042: Phenanthrene, 4-methyl- —
192.0 12.00
m/z 55.10 78.11%
5000
82.0 165.0
R LI — -
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.722 2.06 ng 98800 Phenanthrene-d10 11.410
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 60
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Dodecanoic acid 200 C12H2402 000143-07-7 49
Abundance Scan 1807 (12.721 min): BF139301.D\data.ms (-1803) (- m/z 43.10 100.00%
43.1 202.1
5000 129.0
3.0 ’
— —
2413 5843 12.50 13.00
oLl % m/z 202.10  90.75%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
5000 —— —
129.0 12.50 13.00
1850 54y o 284.0 m/z 73.05 80.79%
O' \H‘“‘“\““\““““‘\“““““““““
miz-> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
— —
12.50 13.00
5000 129.0 m/Z 41.10 80.27%
H‘ ‘ 171.0 213.0 256.0
oL~ “‘”‘H“““““‘H‘w‘\‘M‘H“‘HH‘HH‘H\
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — ——
43.0 12.50 13.00
m/z 55.10 79.36%
5000 284.0
3.0 1290
1850 2410
R P D
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58

Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 6 Octadecane, 1-(ethenyloxy)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.904 6.71 ng 356300 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 94
2 1-Docosene 308 C22H44 001599-67-3 89
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 89
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 86
5 17-Pentatriacontene 491 C35H70 006971-40-0 76

Abundance Scan 2008 (13.904 min): BF139301.D\data.ms (-2004) (- m/z 57.10 100.00%
57.1
97.1
5000 302.1
1511 i4‘06
: 230.1 :
o)) Emm— ‘\ , “‘h “\H ‘MH\’ ‘1“ “\‘\‘ H\\}w’\‘h L ]‘-‘9‘2-‘1‘”‘ - ‘i2§7“(‘) ‘H\M\“ L m/z 43.10 08.29%
miz--> 50 100 150 200 250 300
Abundance #194563: Octadecane, 1-(ethenyloxy)-
43.0
5000 T
83.0 14.00
m/z 55.10 84.89%
N \H M | 1250 168.0 208.0 2520 296.0
L ’ =TT T ’ T T T ‘ T T T ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #209740: 1-Docosene
57.0 97.0
——
14.00
5000 m/z 83.10 64.99%
308.0
LTS
181.0
o250 | [ ‘\”‘H\, LA 1810 2230 2660 |
m/iz--> 50 100 150 200 250 300
Abundance #280777: Trichloroacetic acid, pentadecyl ester ——
43.0 14.00
83.0 m/z 41.10 61.58%
o AM»J\‘AW
25.0
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.180 6.74 ng 129057  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Eicosane 282 C20H42 000112-95-8 87
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2225 (15.180 min): BF139301.D\data.ms (-2221) (- m/z 57.10 100.00%

57.1
5000

o1 - e
1500 1550
411 268.1 '

ey \‘h‘\““,‘ 1341118322051 2681 3322371 ., 4310 70.16%

m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0

5000 — e
15.00 15.50

m/z 71.10 59.56%
L

9.0
| | | 1410183.0 225,0 268.0
\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0

—
15.00 15.50

o

o

5000 ITI/Z 85.10 43.51%
9.0
oLl 070 141018302250 2820
T I o A L A B B T
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl- T T
57.0 15.00 15.50
m/z 41.10 25.24%
- NMM
mH_MMMﬂ%?%%m?W@w_H IR
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\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.774 4.26 ng 81572  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 1,19-Eicosadiene 278 C20H38 014811-95-1 87
3 Hexacosanal 380 C26H520 026627-85-0 81
4 Pentadecanal- 226 C15H300 002765-11-9 76
5 Tetracosanal 352 C24H480 057866-08-7 70
Abundance Scan 2326 (15.774 min): BF139301.D\data.ms (-2322) (- m/z 57.10 100.00%
57.1
w0 QJN
— —
h “ | 1371 186.1 236.2278.1 329.2 15.50 16.00
0Lk ‘NHMWMJWJWNH‘”WW“‘uuu‘uw,u“”,uh - m/z 43.10 83.47%
miz--> 50 100 150 200 250 300 350
Abundance #158566: Octadecanal
43.0
5000 — ——
15.50 16.00
m/z 82.10 68.90%
O \‘\“\‘ “ ‘H“ h H“jﬂ‘\s{‘o\\]\-9\4‘0\\\2\5?\0\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #171303: 1,19-Eicosadiene
55.0
— —
15.50 16.00
5000 m/z 55.10 56.19%
LU L ssmoss smsemo WL/\N
m/z--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal T ——
57.0 15.50 16.00
m/z 96.10 47.50%
o v\/\N\/kd\/\kﬁ
362.0
AL \H 801800 2500 3060
ol AN 2P0 e L e e
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.015 13.97 ng 267635  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 93
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2367 (16.015 min): BF139301.D\data.ms (-2362) (- m/z 57.10 100.00%
57.1
. ML
91 T \
16.00
141.2183.2 .
(- A | 11fh21832 266130023551 L. 43,10 66.68%
miz--> 50 100 150 200 250 300 350
Abundance #194589: Heneicosane
57.0
5000 —— :
16.00
m/z 71.10 56.71%
9.0 296.0
14 ||| | 1#10183.0225.0 '
0 i \““\h\“\“h‘\““ \“‘\“\ }‘ “‘\“\ \“\“ \‘\‘\.‘\‘\\\\‘W\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #141066: Heptadecane, 2-methyl-
43.0
T \
16.00
5000 m/z 85.10 41.81%
Fs.o
o L1l 12romse0m02600
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 16.00
m/z 55.10 23.74%
9.0
oL Ll | 141018302250 281.0 337.0 394.
e e L LR e S P
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Z-11-Tetradecen-1-ol difluo... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.827 6.33 ng 121327  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-11-Tetradecen-1-0l difluoroace... 290 C16H28F202 1000130-82-7 86
2 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 86
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 76
4 1,15-Hexadecadiene 222 C16H30 021964-51-2 64
5 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 58
Abundance Scan 2505 (16.827 min): BF139301.D\data.ms (-2501) (- m/z 43.10 100.00%
431
T ”“”J\\J*M/\“m$//\ﬁ//
5000
P P
137.1
1802 2411 333; 1650 17.00
0 m/z 57.10 97.41%
miz--> 50 100 150 200 250 300
Abundance #186544: Z-11-Tetradecen-1-ol difluoroacetate
55.0
96.0
5000 — —
16.50 17.00
m/z 82.05 69.42%
ILLLLLERS L T 00 2T
O\\\\‘ “‘H“ ‘\\“\ ‘“\“\\\“\\2?’\9.‘0\\\!“\\\\
miz--> 50 100 150 200 250 300
Abundance #171306: Bicyclo[10.8.0]eicosane, cis-
55.0
P P
96.0 16.50 17.00
5000 278.0 m/z 55.10 62.55%
37.0 WJ\JLM
oL ‘\ LT am00 220 |
m/iz--> 100 150 200 250 300
Abundance #158580: Oxirane, hexadecyl- — —
82.0 16.50 17.00
m/z 96.10 46.91%
43.
5000
24.0
“ | H‘ | 166.0 211.0 250.0
0! ‘\‘\“h\ \\u\‘h‘ e H“““i““\““ — —
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Docosane, 11-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.139 2.84 ng 54402  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
2 Octacosane 394 C28H58 000630-02-4 80
3 Hexacosane 366 C26H54 000630-01-3 72
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 2558 (17.139 min): BF139301.D\data.ms (-2554) (- m/z 57.10 100.00%
7.1

57.
5000

9‘0 T ‘ T T ‘ T
‘ |||, 1411181.1220.12661 3261 17.00 17.50
0 bbbl ol e g i m/z 43.10 58.14%
miz--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl-
57.0
5000 —r ——
17.00 17.50

m/z 71.10 56.64%

9.0
141. .
oL T “h‘ \“h\ ““ \“‘ \“\ \‘ ‘(‘)\ T \2[1?\9\2\5‘3\9 T \3‘0? \0\ T |36\6\9\ T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

— —
17.00 17.50

5000 ITI/Z 85.10 43.77%
9.0
ol L1 ;141.0183.0225.0 281.0 337.0 394.
L B A A e e e e R B
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 17.00 17.50
m/z 55.10  29.99%
9.0
0 ‘ J uh\ \‘\\ “\‘ h‘ :!\-4%9 1783'0225'0267'0309'0 367.0
A R Ao e e e o — —
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139301.D

Acqg On : 10 Sep 2024 15:58
Operator : RC/JU

Sample : P3917-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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... 2.199 46.9 ng 1668870 1 6.887 711450 20.0
2-Pentanone, 4-... 5.104 5.2 ng 183531 1 6.887 711450 20.0
Benzophenone 10.633 5.2 ng 240973 3 9.922 925257 20.0
n-Hexadecanoic ... 11.939 10.1 ng 485791 4 11.410 957784 20.0
Octadecanoic acid 12.722 2.1 ng 98800 4 11.410 957784 20.0
Octadecane, 1-(... 13.904 6.7 ng 356300 5 14.051 1061760 20.0
Nonadecane 15.180 6.7 ng 129057 6 15.527 383046 20.0
Octadecanal 15.774 4.3 ng 81572 6 15.527 383046 20.0
Heneicosane 16.015 14.0 ng 267635 6 15.527 383046 20.0
Z-11-Tetradecen... 16.827 6.3 ng 121327 6 15.527 383046 20.0
Docosane, 11-bu... 17.139 2.8 ng 54402 6 15.527 383046 20.0
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