LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44770.D

Acqg On : 26 Mar 2024 16:00
Operator : MA/JU

Sample : P1865-03 5X

Misc :

ALS vial : 8 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-BM031324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@44770.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.952 144 147 153 rVB 18132 27436 1.40% 0.173%
2 5.299 369 376 383 rBV 318762 482610 24.70% 3.044%
3 6.869 636 643 654 rBV 288879 478570 24.49% 3.018%
4 7.687 774 782 791 rBV 518582 836112 42.79% 5.273%
5 8.851 971 980 989 rBV 168466 304001 15.56% 1.917%
6 10.469 1246 1255 1261 rBV 611028 1087879 55.67% 6.861%
7 10.516 1261 1263 1270 rVB 27205 38426 1.97% 0.242%
8 12.139 1534 1539 1545 rBV2 18446 31917 1.63% 0.201%
9 12.357 1569 1576 1582 rBV 17041 31405 1.61% 0.198%
10 12.945 1670 1676 1689 rBV 365880 574746 29.41% 3.625%
11 13.504 1766 1771 1779 rVB7 10250 26031 1.33% 0.164%
12 13.657 1790 1797 1800 rBV3 16587 32032 1.64% 0.202%
13 13.710 1800 1806 1813 rVB7 12519 25596 1.31% 0.161%
14 14.057 1859 1865 1873 rBV2 42794 69665 3.56% 0.439%
15 14.216 1885 1892 1902 rBV7 10130 27108 1.39% 0.171%
16 14.333 1905 1912 1918 rW 875192 1288348 65.93% 8.126%
17 14.398 1918 1923 1933 rVB 38921 70888 3.63% 0.447%
18 14.739 1973 1981 1990 rBV 30972 64533 3.30% 0.407%
19 15.121 2039 2046 2051 rBV7 7894 20047 1.03% 0.126%
20 15.392 2086 2092 2099 rBV 62574 102463 5.24% 0.646%
21 15.686 2137 2142 2148 rBv4 13384 25165 1.29% 0.159%
22 15.833 2158 2167 2175 rBV 306477 482110 24.67% 3.041%
23 16.068 2201 2207 2213 rBV8 14336 30282 1.55% 0.191%
24 16.404 2256 2264 2267 rBV5 15494 31255 1.60% 0.197%
25 16.910 2346 2350 2357 rVB 28671 47895  2.45%  0.302%
26 17.092 2373 2381 2385 rBV 973237 1464726 74.95% 9.238%
27 17.133 2385 2388 2395 rVW 387263 533620 27.31% 3.366%
28 17.227 2399 2404 2409 rVV 109018 165669 8.48% 1.045%
29 17.286 2410 2414 2419 rVB6 13139 26334 1.35% 0.166%
30 17.504 2447 2451 2455 rBV2 20102 29599 1.51% 0.187%
31 17.668 2476 2479 2489 rVB4 14833 28116 1.44% 0.177%
32 17.968 2526 2530 2532 rBV 58590 87100 4.46% 0.549%
33 17.998 2532 2535 2545 rVB2 228481 451437 23.10% 2.847%
34 18.098 2550 2552 2558 rvwv 36935 54179 2.77% 0.342%
35 18.162 2558 2563 2567 rvV3 99369 184346  9.43% 1.163%

36 18.198 2567 2569 2574 rVB 40207 53166 2.72%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44770.D

Acqg On : 26 Mar 2024 16:00
Operator : MA/JU

Sample : P1865-03 5X

Misc

ALS vial : 8 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-BM031324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.474 2613 2616 2620 rVB 37937 46525 2.38% ©0.293%
38 18.762 2663 2665 2670 rBV2 16135 22445 1.15% 0.142%
39 18.809 2671 2673 2678 rVB3 21483 22236 1.14%  0.140%
40 18.892 2683 2687 2691 rBV2 44966 67336  3.45% 0.425%
41 19.156 2726 2732 2739 rBV 578640 848638 43.43% 5.352%
42 19.292 2751 2755 2763 rBV2 127284 236715 12.11% 1.493%
43 19.521 2785 2794 2803 rBV 510830 859028 43.96% 5.418%
44 19.733 2825 2830 2842 rVB 558224 757101 38.74% 4.775%
45 20.021 2876 2879 2883 rVB 88344 105621 5.40% 0.666%
46 20.121 2893 2896 2900 rBV2 85893 104653 5.36% 0.660%

47 21.292 3089 3095 3099 rBV2 1237835 1954198 100.00% 12.325%
48 23.539 3472 3477 3482 rVB 865812 1516232 77.59% 9.563%

Sum of corrected areas: 15855540
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44770.D

Acqg On : 26 Mar 2024 16:00
Operator : MA/JU

Sample : P1865-03 5X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM044770.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44770.D

Acqg On : 26 Mar 2024 16:00
Operator : MA/JU

Sample : P1865-03 5X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.998 6.16 ng 451437  Phenanthrene-d10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 2535 (17 998 min): BM044770.D\data.ms (-2532) (- | m/z 73.00 100.00%

%
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ol 3 w‘” Moo L L L8820 s 43,08 90.61%
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Abundance #143510.n-Hexadecanok:add
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18.00
‘ 1710 213.0 256.0 m/z 60.00 82.89%
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m/z--> 0 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
P
18.00
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29. 171.0
‘ 214.0
ok “M wm‘“ T ‘ ——
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Abundance #126199: Pentadecanoic acid T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44770.D

Acqg On : 26 Mar 2024 16:00
Operator : MA/JU

Sample : P1865-03 5X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.162 2.52 ng 184346  Phenanthrene-di10 17.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 76
H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 47
yrazole-4-carboxaldehyde, 3-(4-... 190 C1OH7FN20 306936-57-2 40
-Aminocyclopentanecarboxylic ac... 389 C20H36C1NO4 1000329-17-2 25

uih wNnPE
R TN D

Abundance Scan 2563 (18.162 min): BM044770.D\data.ms (-2558) (- | m/z 190.00 100.00%
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#64350: 2,2'-Bis(4,5-dimethylimidazole)
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8270-BM031324.M Wed Mar 27 13:30:05 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44770.D

Acqg On : 26 Mar 2024 16:00
Operator : MA/JU

Sample : P1865-03 5X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.292 2.42 ng 236715  Chrysene-di2 21.292
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2755 (19 292 min): BM044770.D\data.ms (-2751) (- | m/z 73.00 100.00%
5000 129.0 MJ\N\A«
185.1 241.1 —— —
‘ ‘ 284.1 348.0 19.00 19.50
oA, pshoto L o “ e m/z 43.85  96.75%
mfz--> 50 150 200 250 300 350
Abundance #179091: Octadecanoic acid
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Abundance #126202: Pentadecanoic acid
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e —
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19.00 19.50
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o‘m‘“ ““ﬂh‘“ﬂ‘w““‘Hw“m‘m”_m_‘ — —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44770.D

Acqg On : 26 Mar 2024 16:00
Operator : MA/JU

Sample : P1865-03 5X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 17.998 6.2 ng 451437 4 17.092 1464730 20.0
4H-Cyclopenta[d... 18.162 2.5 ng 184346 4 17.092 1464730 20.0
Octadecanoic acid 19.292 2.4 ng 236715 5 21.292 1954200 20.0
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