LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc :

ALS Vvial : 15 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 M\Methods\8270-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47240.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.575 281 287 294 rVB 77881 117058 1.66% 0.187%
2 5.022 357 363 379 rBV 1300456 1841193 26.08% 2.937%
3 6.581 622 628 638 rVB 1127218 1750833 24.80% 2.793%
4 7.0106 695 701 711 rBV3 39888 86611 1.23% ©.138%
5 7.369 753 762 769 rBV 2292796 3526044 49.94% 5.625%
6 8.510 950 956 965 rVV 718593 1236811 17.52% 1.973%
7 8.586 965 969 977 rW 88443 149328 2.12% 0.238%
8 8.698 979 988 994 rVB9 41785 122802 1.74% 0.196%
9 9.051 1042 1048 1052 rVB5 55766 88313 1.25% 0.141%
10 9.910 1185 1194 1200 rVB7 36024 88241 1.25% 0.141%
11 10.122 1219 1230 1237 rBV 2698494 4503638 63.79% 7.185%
12 10.245 1247 1251 1257 rVB6 44990 82536 1.17% 0.132%
13 10.310 1257 1262 1266 rBV 69304 98609 1.40% 0.157%
14 10.533 1294 1300 1304 rBV9 34667 80928 1.15% ©.129%
15 10.586 1306 1309 1318 rVB8 32821 75997 1.08% 0.121%
16 10.798 1341 1345 1349 rBV5 39732 74004 1.05% 0.118%
17 10.880 1354 1359 1367 rVW4 62540 142124 2.01% 0.227%
18 11.169 1402 1408 1417 rBv4 128769 274551 3.89% 0.438%
19 11.316 1428 1433 1438 rVB4 56225 86496 1.23% 0.138%
20 11.580 1473 1478 1487 rVB3 139670 247873 3.51% 0.395%
21 12.063 1557 1560 1566 rVB2 77168 123440 1.75% 0.197%
22 12.198 1578 1583 1586 rBV5 43931 85390 1.21% 0.136%
23 12.421 1617 1621 1628 rBv4 61753 102273 1.45% 0.163%
24 12.563 1640 1645 1651 rBV2 165911 262433  3.72% 0.419%
25 12.633 1651 1657 1663 rVB 1597567 2299805 32.57% 3.669%
26 12.863 1692 1696 1702 rVB 194255 288996 4.09% 0.461%
27 12.951 1708 1711 1717 rVB3 69172 106986 1.52% 0.171%
28 13.439 1791 1794 1799 rVB4 90138 144260 2.04% 0.230%
29 13.533 1807 1810 1814 rVB2 217648 283601 4.02% 0.452%
30 13.745 1843 1846 1851 rBV5 63762 104037 1.47% 0.166%
31 13.957 1878 1882 1886 rBV 354716 424723 6.092% 0.678%
32 14.027 1888 1894 1901 rVB 3768409 5543765 78.52% 8.844%
33 14.410 1955 1959 1965 rBV6 83249 166767 2.36% 0.266%
34 14.580 1985 1988 1994 rVB 231100 345406 4.89% 0.551%
35 14.657 1997 2001 2004 rBV3 116363 175168 2.48% 0.279%
36 14.821 2026 2029 2034 rVB2 108622 139788 1.98% 0.223%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc :

ALS Vvial : 15 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 M\Methods\8270-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.921 2042 2046 2050 rBV 599616 693760 9.83% 1.107%
38 15.333 2109 2116 2120 rBV 425578 783860 11.10% 1.251%
39 15.533 2145 2150 2159 rVB 1343568 1960019 27.76% 3.127%
40 15.792 2189 2194 2196 rBV 890980 1247620 17.67% 1.990%
41 16.145 2249 2254 2259 rBV5 166714 389805 5.52% 0.622%
42 16.198 2260 2263 2267 rVB3 135034 173605 2.46% 0.277%
43 16.368 2289 2292 2299 rVB5 135008 239944 3.40% 0.383%
44 16.586 2325 2329 2333 rBV 969418 1142947 16.19% 1.823%
45 16.633 2333 2337 2344 rVB 655612 992661 14.06% 1.584%
46 16.792 2358 2364 2369 rBV 4371189 6202422 87.85% 9.895%
47 17.121 2418 2420 2425 rVB 151473 157826  2.24%  0.252%
48 17.239 2438 2440 2446 rVB2 186721 254409 3.60% 0.406%
49 17.327 2451 2455 2460 rVB 944935 1108348 15.70% 1.768%
50 17.727 2519 2523 2528 rBV 868788 1174367 16.63% 1.874%
51 18.021 2569 2573 2577 rVB 917529 1079229 15.29% 1.722%
52 18.662 2678 2682 2690 rVB2 793114 1520941 21.54% 2.426%
53 18.874 2715 2718 2720 rBV2 260009 323090 4.58% 0.515%
54 18.903 2721 2723 2729 rVB2 310478 417330 5.91% 0.666%
55 19.027 2741 2744 2754 rVB2 412995 634636 8.99% 1.012%
56 19.256 2780 2783 2787 rVB 583678 623793 8.84%  0.995%
57 19.456 2812 2817 2822 rVB 2319511 2848052 40.34% 4.5447%
58 19.797 2872 2875 2879 rVB 360632 379108 5.37% 0.605%
59 21.027 3080 3084 3090 rVB 4374159 6003657 85.03% 9.578%
60 23.738 3539 3545 3558 rVB 3027499 7060230 100.00% 11.263%

Sum of corrected areas: 62682487
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047240.D\data.ms
6000000

5000000
4000000

3000000 10.122
7.369

2000000 12.63:

4.575 7.010 g\g@@a} 051 070811 1685580 121€ 12196&%35JL

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ﬁm\\\’\r‘r\\\\ L I O I L B

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM047240.D\data.ms
6000000 21.027

5.022 6.581
1000000 8.510

5000000 16.792

4000000 14.027

19.456

3000000

16.58¢ 17.3277.728.021 18.662 19.725 19.797

|15.792 161633
$63118% §us 14420865

S

Time--> 13. 00 13.50 14.00 14. 50 15.00 15.50 16.00 16. 50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BM047240.D\data.ms
6000000

5000000 23.738
4000000
3000000

2000000 | Merran

1000000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.921 2.50 ng 693760  Acenaphthene-di10 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 5-Ethyldecane 170 C12H26 017302-36-2 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 83
Abundance Scan 2046 (14.921 min): BM047240.D\data.ms (-2042) (- | m/z 57.10 100.00%
57.1
5000 85.1 MA—M
——
h 1131 141 1 15.00
Obrdi g [TP114111692 1072 2262 0 4300 6e.s0%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107219: Hexadecane
57.0
5000 85.0 T
15.00
m/z 71.10 67.28%
290
O H H\ H\ H‘ \\‘ I 4\\10\1690 1970 22\60
\\H‘\\H‘\\1\‘\\1\‘\\H‘\\1\‘\\H‘\\1\‘\\H‘\\H‘\\H‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45482: 5-Ethyldecane
57.0
——
15.00
5000 m/z 85.10 44 .,23%
85.0
ST 0 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane —
57.0 15.00
m/z 41.10 34.76%
5000 85.0
29.0‘
113.0 198.0
Ot 1 13014101600 1980 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Undecane, 3,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.333 2.83 ng 783860  Acenaphthene-di10 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 76
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 70
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 64
Abundance Scan 2116 (15.333 min): BM047240.D\data.ms (-2109) (- | m/z 57.10 100.00%
57.1
- w
‘ 99.1 15.00 15.50
’ 145.1 . .
183.1
ol “Hu Ll ff 07 1831 2202 2669 4/, 7110 56.58%
miz-> 50 100 150 200 250
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 — ——
15.00 15.50
m/z 43.10 44.45%
O\\‘\‘\“‘\‘1‘\”\”‘\“\\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
— ——
15.00 15.50
5000 m/z 85.10 29.55%
99.0
226.0
oL 7Ol LU || 2410 0 260
miz--> 50 100 150 200 250
Abundance #74012:; 3,5-Dimethyldodecane — —
57.0 15.00 15.50
m/z 41.10 23.66%
- JL/\/\/MJ\
99.0
27‘.0 169,
ol by L 13900 I—
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.792 4.02 ng 1247620  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 86
Abundance Scan 2194 (15.792 min): BM047240.D\data.ms (-2189) (- | m/z 57.10 100.00%
57.1
w0 MLM
—— —
‘ ! 411 1811 - 1550 16.00
ol Al j g, 14111811 2403 2831 329. ./, 7116 70.42%
miz-> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 — s
15.50 16.00
99.0 m/z 43.10 69.32%
Olwswq‘\ ““\ ”H‘ \‘h‘\ h“ \H‘ \%41‘1.‘?\ :‘1\-8\‘3\0‘ \22\5\0\ T \2?6‘9 T
miz--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
—— —
15.50 16.00
5000 m/z 85.10 46.65%
99.0
ol LLLL I 100850 w0
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane 7 —
57.0 15.50 16.00
m/z 41.10 33.46%
99.0
olfswq“ e N B D —
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Heptadecane, 8-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.586 3.69 ng 1142950  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
Abundance Scan 2329 (16.586 min): BM047240.D\data.ms (-2325) ({ m/z 57.10 100.00%
57.1
. NW\»J\/LNMA
SN T
' 1411 16.50
o d b il 24111820 2843  3s4r . 7119 71.81%
m/z--> 50 100 150 200 250 300 350
Abundance #141070: Heptadecane, 8-methyl-
57.0
5000 — :
16.50
126.0 m/z 43.18  66.68%
O T T ‘\ \‘H‘\h‘ \“\‘\ \ ‘#\6\9\0\ T \2\3?.’0\ LI ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #107220: Hexadecane
57.0
SN T
16.50
5000 m/z 85.10 48.45%
9.0
0140‘\ LI | 4 14101830 2200
il B A e o
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 16.50
m/z 41.10 32.44%
5000
9.0
ols0 Ll | }¥1018302250 2060 -
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32

Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Tridecane, 7-hexyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.633 3.20 ng 992661  Phenanthrene-d1e 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentadecane, 4-methyl- 226 Cl16H34 002801-87-8 86
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2337 (16.633 min): BM047240.D\data.ms (-2333) (- | m/z 57.10 100.00%
57.1
w0 VW\MJ\jLN\NV
01 —— ——
16.50 17.00
411 1972
(— “u L, h\ LI 1972 2533 855 L. 7110 89.65%
miz--> 50 100 150 200 250 300 350
Abundance #158602: Tridecane, 7-hexyl-
57.0
5000 — ——
16.50 17.00
182.0 m/z 43.10 50.02%
9.0 ‘
O LI ‘ “ T “h‘ \h‘\ h‘[ f“ \%4\‘]"‘0\ T \“\ ‘\22\5\-01 ’26\6\.\0\ ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—— —
16.50 17.00
5000 m/z 85.10 49, 80%
9.0
0 L\ “‘\ ] \‘ | ]\.4\10 183.0 239.0 296.0
A
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane T —
57.0 16.50 17.00
m/z 41.10 26.77%
- WM‘A/LMN
9.0
o || [0 mowss0 w00 T
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.327 3.57 ng 1108350  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2455 (17.327 min): BM047240.D\data.ms (-2451) (- m/z 57.10 100.00%
57.1
20 MﬁMAAﬂwJLAJMAWfWJMJ
— ——
‘ 7-1 4L 17.00 17.50
ol A A dl g d4he 1971 2684 3260 3851 .., 7110  72.55%
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 — —
17.00 17.50
m/z 43.10 67.46%
9.0
oL L P20 10150250060 sano
\\\\‘\\\\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— ——
17.00 17.50
5000 m/z 85.10 50.45%
‘ 9.0
41.0
o501 1L 101302250 260
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane o —
57.0 17.00 17.50
m/z 41.10 30.21%
5000
9.0
59 ||| oo 200 T T
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.727 3.79 ng 1174370  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2523 (17.727 min): BM047240.D\data.ms (-2519) (- m/z 73.05 100.00%

73.0
5000
129.1
213.2

390 1711 ‘ 256.1
0 \M\‘\H i ‘\ “ ‘M L L 2‘9‘1‘13272

B e R T m/z 43.10 90.85%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L R
17.50 18.00
171.0 213.0 256.0 m/z 60.10 82.58%
O' ‘\Sﬂ‘h‘P‘\““‘\w \‘ ’ “\ \‘ \‘\ " \“\‘\ T “‘\ T 1T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
—T =
17.50 18.00
5000 129.0 m/Z 57.10 69.65%
29. 1850 541 284.0
0 /0 T O A
m/z--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid T ——
73.0 17.50 18.00

m/z 55.10 66.06%

5000 1290
29. 171.0
214.0

0 L \\m“\ \‘\M‘\‘ Ll “ ’n“ S ‘ . ‘\

T T
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.021 3.48 ng 1079230  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 2573 (18.021 min): BM047240.D\data.ms (-2569) (- | m/z 57.10 100.00%
57.1
2000 J\M/L\
9.1 R
18.00
141 1
ol h h‘ La%he A9 2571 3151 371l h/; 71,10 72.03%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —— :
18.00
m/z 43.10 65.22%
Olwswq\ ‘ “h\ ““‘ \h‘\ h“ \“‘ \]r\ { ‘9\]\-8\3\0‘2\2\5\(\)‘ T \\29\6‘9\ LI
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
T \
18.00
5000 m/z 85.10 52.20%
0 J‘Lh\hmJ dd4}9;83022502680
gl e
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T
57.0 18.00
m/z 41.10 29.94%
5000
9.0
ol | ||| 14101830 2000
“““‘ I A o B A B ——
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Pentacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.662 4.90 ng 1520940  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Pentacosane 352 (C25H52 000629-99-2 96
3 Heneicosane 296 C21H44 000629-94-7 94
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 91

Abundance Scan 2682 (18.662 min): BM047240.D\data.ms (-2678) (- | m/z 57.10 100.00%

57.1
5000

18.50 19.00
206.1
— Wmﬁuh‘l59}‘ L2984 S581 429 nyz 71.10 71.37%

m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0

5000 — e
18.50 19.00

m/z 43.10 67.87%

T \“‘\ ‘\‘ ‘ hh \h‘\ ‘ \“‘\“\ “ “‘\ ‘\ ‘\0‘ ‘2\2\5\) \()‘ TTTT ‘ \\3:\3§ ‘0\ T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0

18.50 19.00

o

5000 m/z 85.10 48.37%
13.0
oL LT, 1830 2300 2050 3520
A R B e L L T e e IR A
m/z--> 50 100 150 200 250 300 350 400
Abundance #194589: Heneicosane T ——
57.0 18.50 19.00

m/z 41.10 31.94%

h MJW
I

296.0
“‘ | ‘hh\ Ih\ H‘ \‘ \\ w\ 9.0 2250 \

ol d L e — —
miz--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.027 2.11 ng 634636  Chrysene-di2 21.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2744 (19.027 min): BM047240.D\data.ms (-2741) (- | m/z 73.10 100.00%
3.1
5000 129.1 %J\JL\
185.1 241.2 T \
‘ 19.00
ol 31313691 456 | ch bp  76.49%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 s ‘
185.0 19.00
}‘ m/z 43.10 74.54%
O T ‘\‘ ||‘ “\‘“\\““JH‘J““\“‘\\H\‘\"\ \L \l\ \‘ \‘ \“1 \\ ‘\\ T \\\ ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ 1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126199: Pentadecanoic acid
73.0
T \
19.00
5000 129.0 m/z 55.10 62.12%
1 JMMM\/
OLS.GL W*L
i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109281: Tetradecanoic acid ——
73.0 19.00
m/z 57.10 58.59%
5000
129.0
228.0
0 \"’Hhﬂ'\\‘ —r—
m/z--> 50 100 150 200 250 300 350 400 450 19.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:
BM047240.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM081624\

: 16 Aug 2024 18:32
: RC/JU
: P3615-07 2X

. 15

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Eicosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.256 2.08 ng 623793  Chrysene-di2 21.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 89
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2783 (19.256 min): BM047240.D\data.ms (-2780) (- | m/z 57.10 100.00%

57.1
5000
1900 1950
131 220.1 . -
oL bl 1[0 1691 77 28113301 39214463 1/, 71.10  76.76%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
540
5000 —— —
19.00 19.50
m/z 43.10 66.22%
1 “‘ J 1 169.0 2250 282.0
0 \‘\\‘ \‘\‘\\\r‘“\‘g\‘\‘\\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350 400 450

Abundance #123961: Heptadecane
—— —
19.00 19.50
5000 ITI/Z 85.10 55.95%
0 Ww‘ | (1750 1600 2000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #211086: Tridecane, 1-iodo- —— —
57.0 19.00 19.50
m/z 41.10  28.35%
= m\/
183.0
13.0
oLl T a0
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47240.D

Acqg On : 16 Aug 2024 18:32
Operator : RC/JU

Sample : P3615-07 2X

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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|
Hexadecane 14.921 2.5 ng 693760 3 14.027 5543770 20.0
Undecane, 3,6-d... 15.333 2.8 ng 783860 3 14.027 5543770 20.0
Heneicosane 15.792 4.0 ng 1247620 4 16.792 6202420 20.0
Heptadecane, 8-... 16.586 3.7 ng 1142950 4 16.792 6202420 20.0
Tridecane, 7-he... 16.633 3.2 ng 992661 4 16.792 6202420 20.0
Tetracosane 17.327 3.6 ng 1108350 4 16.792 6202420 20.0
n-Hexadecanoic ... 17.727 3.8 ng 1174370 4 16.792 6202420 20.0
Nonadecane 18.021 3.5 ng 1079230 4 16.792 6202420 20.0
Pentacosane 18.662 4.9 ng 1520940 4 16.792 6202420 20.0
Octadecanoic acid 19.027 2.1 ng 634636 5 21.027 6003660 20.0
Eicosane 19.256 2.1 ng 623793 5 21.027 6003660 20.0
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