LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42439.D

Acqg On : 25 Oct 2023 15:59

Operator : MA/JU

Sample : 04919-01 :
Misc : LSS-B2-COMP-101723

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-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42439.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.069 316 320 328 rVB 215691 290194 5.10% 0.866%
2 5.516 389 396 408 rBV 1983858 2954797 51.98% 8.819%
3 7.145 665 673 687 rBV 1925625 3078665 54.16% 9.189%
4 7.992 810 817 826 rBV 519808 828772 14.58%  2.474%
5 9.186 1011 1020 1033 rBV 1204405 1979049 34.81% 5.907%

6 10.810 1289 1296 1312 rBV 649736 1110632 19.54% 3
7 13.257 1705 1712 1724 rVB 2754423 3838932 67.53% 11.
8 13.480 1744 1750 1759 rBV2 33738 59695 1.05% ©.178%
9 14.633 1940 1946 1956 rVB 939494 1362166 23.96% 4
10 16.127 2192 2200 2213 rBV 2242470 3099062 54.51% 9

11 17.386 2407 2414 2423 rBV 1187814 1680900 29.57% 5
12 18.233 2552 2558 2583 rBV 859025 1507430 26.52%  4.499%
13 19.409 2752 2758 2767 rBV8 44492 108164 1.90% ©
14 19.509 2770 2775 2794 rBV 837632 1309842 23.04% 3
15 19.998 2852 2858 2864 rBV 4755105 5684806 100.00% 16.968%

16 21.227 3062 3067 3078 rBV 319173 576841 10.15% 1.722%
17 21.562 3120 3124 3132 rVB 1469818 1972846 34.70% 5.888%
18 24.027 3536 3543 3553 rVB 989563 2061236 36.26% 6.152%

Sum of corrected areas: 33504029
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42439.D

Acqg On : 25 Oct 2023 15:59

Operator : MA/JU

Sample : 04919-01 :
Misc : LSS-B2-COMP-101723

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM042439.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42439.D

Acqg On : 25 Oct 2023 15:59

Operator : MA/JU

Sample : 04919-01 :
Misc LSS-B2-COMP-101723

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.069 7.00 ng 290194 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 320 (5.069 min): BM042439.D\data.ms (-316) (-) m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42439.D

Acqg On : 25 Oct 2023 15:59

Operator : MA/JU

Sample : 04919-01 :
Misc : LSS-B2-COMP-101723

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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.
18.233 17.94 ng 1507430  Phenanthrene-d10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 87

Abundance Scan 2558 (18 233 min): BM042439.D\data.ms (-2552) (- | m/z 73.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42439.D

Acqg On : 25 Oct 2023 15:59

Operator : MA/JU

Sample : 04919-01 :
Misc : LSS-B2-COMP-101723

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 2
R.T. EstConc Area Relative to ISTD R.T.
19.509 13.28 ng 1309840  Chrysene-d12 21.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 2775 (19.509 min): BM042439.D\data.ms (-2770) (- 'm/z 43.10 100.00%
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
BM042439.D

: 25 Oct 2023 15:59
: MA/JU
. 04919-01

. 8

hod
le

ry

Sample Multiplier: 1

LSS-B2-COMP-101723

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Pentacos-1-ene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.227 5.85 ng 576841  Chrysene-d12 21.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 E-14-Hexadecenal 238 C16H300 330207-53-9 92

Abundance Scan 3067 (21.227 min): BM042439.D\data.ms (-3062) (- | m/z 43.10 100.00%
43.1
5000 an1.1 AMAWMMMWJ\KWuJ”\MAM
— —
‘ || 2071 5554 ‘ 21.00 21.50
bbb L €082341 41714752 849 m/z 55.10  98.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
5000 — ——
21.00 21.50
125.0 m/z 57.10 97.91%
ol L] | 1950 260 00
‘\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
— —
21.00 21.50
5000 m/z 83.10 95.15%
0 19. 154.0 238.0
T e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol T T
83.0 21.00 21.50
m/z 69.10 84.05%
5000 ANMWMWMVJ\M“N/AKWWN
S RRREER A e e A RARRAREER S e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BM102123.M Thu Oct 26 ©3:04:53 2023 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42439.D

Acqg On : 25 Oct 2023 15:59

Operator : MA/JU

Sample : 04919-01 :
Misc : LSS-B2-COMP-101723

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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|
2-Pentanone, 4-... 5.069 7.9 ng 290194 1 7.992 828772 20.0
n-Hexadecanoic ... 18.233 17.9 ng 1507430 4 17.386 1680900 20.0
Octadecanoic acid 19.509 13.3 ng 1309840 5 21.562 1972850 20.0
Pentacos-1-ene 21.227 5.8 ng 576841 5 21.562 1972850 20.0
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