LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081023\
Data File : BM@41368.D

Acqg On : 10 Aug 2023 18:25
Operator : MA/JU

Sample : 03955-01

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 M\Methods\8270-BM@72823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41368.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.893 286 290 299 rVB 25118 39524 1.30% 0.166%
2 5.351 361 368 384 rBV 1064630 1639150 53.84% 6.868%
3 6.957 634 641 665 rBV 839345 1533149 50.36% 6.424%
4 7.775 772 780 789 rBV 427721 689916 22.66% 2.891%
5 8.951 972 980 1000 rBV 525308 1000041 32.85% 4.190%
6 10.580 1249 1257 1263 rBV 479576 846605 27.81% 3.547%
7 10.627 1263 1265 1276 rVB 52443 89325 2.93% 0.374%
8 13.057 1672 1678 1703 rBV 1322666 2129192 69.94%  8.921%
9 14.439 1906 1913 1921 rBV 572110 982417 32.27% 4.116%
10 14.504 1921 1924 1940 rVB 63259 132063 4.34% 0.553%
11 14.857 1977 1984 1992 rBV2 22900 62738 2.06% 0.263%
12 15.504 2087 2094 2106 rBv2 33325 69402 2.28% 0.291%
13 15.945 2163 2169 2183 rBV 946217 1552432 51.00% 6.505%
14 16.945 2333 2339 2345 rBV8 19246 40802 1.34% 0.171%
15 17.027 2348 2353 2360 rVB 25893 42915 1.41% ©0.180%

16 17.204 2377 2383 2387 rBV 791870 1188126 39.03%
17 17.245 2387 2390 2399 rVV 493397 720228 23.66%
18 17.339 2400 2406 2411 rVWV 86046 142978 4.70%
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19 17.633 2449 2456 2462 rBV2 29832 68759  2.26% 288%
20 18.103 2528 2536 2540 rBvV2 425385 692687 22.75% 902%
21 18.221 2553 2556 2560 rVB 27789 37226 1.22% ©.156%
22 18.280 2561 2566 2570 rVv2 71412 122069 4.01% 0.511%
23 18.315 2570 2572 2579 rVB 39733 55407 1.82% 0.232%
24 18.592 2615 2619 2625 rBV 38869 51320 1.69% 0.215%
25 18.651 2626 2629 2634 rVB5 21854 31382 1.03% 0.131%
26 19.009 2685 2690 2695 rBV3 30402 67097  2.20% 281%
27 19.156 2710 2715 2721 rVB5 22147 47825 1.57% 200%

28 19.274 2728 2735 2743 rBV 650791 917199 30.13%
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29 19.386 2749 2754 2768 rBV2 232423 453797 14.91% 901%
30 19.609 2787 2792 2793 rBV2 112534 146392  4.81% 613%
31 19.639 2793 2797 2805 rVV 529212 747505 24.55% < 3.132%
32 19.709 2807 2809 2816 rVB4 36593 54278 1.78% ©.227%
33 19.839 2825 2831 2838 rBV 2440408 3044216 100.00% 12.756%
34 20.139 2879 2882 2887 rVB 71280 88707 2.91% ©.372%
35 20.409 2925 2928 2930 rBV2 39576 53283 1.75% ©.223%

36 21.109 3044 3047 3057 rVB4 243049 348911 11.46% 1.462%

8270-BM072823.M Fri Aug 11 06:35:13 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081023\
Data File : BM@41368.D

Acqg On : 10 Aug 2023 18:25
Operator : MA/JU

Sample : 03955-01

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 M\Methods\8270-BM@72823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.409 3091 3098 3102 rBV2 1296005 2039167 66.98%  8.544%
38 21.444 3102 3104 3112 rVB 272305 320297 10.52% 1.342%
39 23.774 3494 3500 3506 rBV 820383 1577353 51.81% 6.609%

Sum of corrected areas: 23865880
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41368.D

Acq On : 10 Aug 2023 18:25
Operator : MA/JU

Sample : 03955-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM041368.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41368.D

Acq On : 10 Aug 2023 18:25
Operator : MA/JU

Sample : 03955-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.104 11.66 ng 692687  Phenanthrene-di10 17.203
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Octadecanoic acid 284 C18H3602 000057-11-4 60
Abundance Scan 2536 (18.103 min): BM041368.D\data.ms (-2528) (- | m/z 73.00 100.00%
73.0
5000
129.0
2131 == =
H‘ h | 1711 ‘ 256.1 18.00 18.50
- b L b T 385 ceee 82.10%
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 et —
129.0 18.00 18.50
3.0 213.0 m/z 43.00 76.02%
H ‘ 171.0 ‘
L1 P R
miz--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
— =
18.00 18.50
5000 m/z 55.00 64.08%
129.0
29. 185.0 228.0
. ““ LM ‘MLM ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ R i
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid == ]
73.0 18.00 18.50
m/z 57.00 62.15%
5000 129.0
29.0
‘ ‘ 199.0 2420
. ‘L‘ H‘ \‘H‘H\‘ \\‘h“\ M\‘H} ““ “ “ {“ ‘i N ‘\‘ T T T
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41368.D

Acq On : 10 Aug 2023 18:25
Operator : MA/JU

Sample : 03955-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.280 2.05 ng 122069  Phenanthrene-di0 17.203
Hit# of 5 Tentative ID MW MolForm CAS# Qual

H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 59
arbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 28
,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 28
,2,3,4,5,6,7,8,9,10-Decahydro-5... 190 C13H180 1000497-99-5 22

uh wNER
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Abundance Scan 2566 (18.280 min): BM041368.D\data.ms (-2561) (- | m/z 189.00 100.00%

189.0
5000

18 OO 18 50

w2240 2648 n/z 190.00  95.61%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0

5000
00 1800 18,50
4. m/z 191.95 48.01%

310 630 | 1220 1620 |
‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0

1800 1850
m/z 191.00 37.11%

5000
94.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichlorophen

190.0 1800 1850
m/z 94.40 22.40%

5000
29.0
630 970 1??91629 219.0

m/z--> 20 40 60 80 100120140160180200220240260280 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41368.D

Acq On : 10 Aug 2023 18:25
Operator : MA/JU

Sample : 03955-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.386 4.45 ng 453797  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2754 (19.386 min): BM041368.D\data.ms (-2749) (- | m/z 73.00 100.00%
73.0
5000 129.0 AMWMMWWAMﬁ&“w“Vw*““
1851 2412 _ —
‘ 284.1 2269 19.00 19.50
35 bt b L 3269 T 43 00 87.06%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 = —
129.0 19.00 19.50
m/z 60.00 76.15%
29. 185.0 549 284.0
H}‘Hh\“‘} \‘|‘\ \‘ \“\ “ T \“| T \“\ T T T
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
= —
129.0 256.0 19.00 19.50
' m/z 57.10 67.47%
5000 213.0
00, ‘ ‘ Z‘I.7l.0
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid — —
73.0 19.00 19.50
m/z 55.00 63.04%
5000 129.0
29.
199.0 242.0
UMM“ — —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Data Path :

Data File :
: 10 Aug 2023 18:25
: MA/JU

: 03955-01

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
BMO41368.D

: 10 Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 1-Hexacosene Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
21.109 3.42 ng 348911  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 Octacosanol 410 C28H580 000557-61-9 90

Abundance Scan 3047 (21.109 min): BM041368.D\data.ms (-3044) (- m/z 57.05 100.00%
57.0

-

5000
111.1
— E———
207.0 21.00 21.50
A 119y b 2820 3951 43014890 . 55 09 83.00%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
5000 111.0 = —
21.00 21.50
m/z 83.18  82.50%

\‘ I ‘ H I \‘\ |167.0 238.0292.0 364.0

L I I L L L L L L RN |

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

-

Abundance #336402: 17-Pentatriacontene
43.0
e o
21.00 21.50
5000 ITI/Z 43.00 82.45%
7.0
M | | [153.0 210.0 267.0321.0 490.(
R I s B B B R e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #292190: Trichloroacetic acid, hexadecyl ester — —
43. 21.00 21.50
m/z 69.00 74.56%
7.0
5000
Ulpsso 2ono e
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081023\
Data File : BM@41368.D

Acqg On : 10 Aug 2023 18:25
Operator : MA/JU

Sample : 03955-01

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 ... 18.104 11.7 ng 692687 4 17.203 1188130 20.0
4H-Cyclopenta[d... 18.280 2.0 ng 122069 4 17.203 1188130 20.0
Octadecanoic acid  19.386 4.5 ng 453797 5 21.409 2039170 20.0
1-Hexacosene 21.109 3.4 ng 348911 5 21.409 2039170 20.0
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