LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42441.D

Acqg On : 25 Oct 2023 17:12
Operator : MA/JU

Sample : 04941-03

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-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@42441.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.069 316 320 329 rVB 246334 334079 8.28% 0.941%
2 5.522 390 397 410 rBV 1991657 2936481 72.78% 8.273%
3 7.145 665 673 687 rBV 1940902 3129560 77.56% 8.817%
4 7.992 810 817 827 rBV 568239 890500 22.07%  2.509%
5 9.186 1011 1020 1035 rBV 1209835 1994296 49.43% 5.619%
6 10.810 1289 1296 1304 rBV 721791 1193855 29.59% 3.364%
7 13.257 1706 1712 1726 rVB 2254163 3107560 77.02% 8.755%
8 13.480 1744 1750 1756 rBvV2 30797 51118 1.27% 0.144%
9 14.633 1939 1946 1954 rBV 1060707 1524296 37.78% 4.295%
10 15.004 2005 2009 2015 rBV4 25014 41520 1.03% 0.117%

11 16.127 2193 2200 2210 rVB 2280612 3197644 79.25%
12 16.280 2221 2226 2232 rBV2 22859 42124 1.04%
13 17.015 2346 2351 2356 rBV 68760 110949 2.75%
14 17.386 2408 2414 2418 rBV 1380632 1882375 46.65%
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15 17.427 2418 2421 2427 rVB 153826 204387 5.07% 576%
16 17.521 2430 2437 2443 rBV 38384 78551 1.95% 0.221%
17 18.233 2552 2558 2567 rBV 1202565 1844151 45.70%  5.196%
18 18.450 2590 2595 2599 rBV2 49209 96473 2.39% 0.272%
19 18.492 2599 2602 2607 rVB2 31657 43617 1.08% 0.123%
20 18.815 2654 2657 2663 rVB4 38874 50943 1.26% ©0.144%
21 19.086 2700 2703 2708 rVB5 28217 41026 1.02% ©.116%
22 19.162 2713 2716 2721 rVB2 43314 64627 1.60% 0.182%
23 19.392 2752 2755 2756 rVWV 64372 72829 1.80% ©.205%
24 19.439 2758 2763 2768 rVB 470192 666742 16.52% 1.879%
25 19.509 2770 2775 2786 rBV 862971 1313279 32.55% 3.700%
26 19.762 2815 2818 2821 rBV3 68903 94933 2.35% ©0.267%

27 19.803 2821 2825 2831 rVB 467121 608258 15.07% 1.714%
28 19.997 2852 2858 2865 rBV 3206269 4034973 100.00% 11.368%

29 20.250 2898 2901 2905 rBV3 70901 99931 2.48% 0.282%
30 20.286 2905 2907 2912 rVB 66673 91971 2.28% 0.259%
31 20.744 2983 2985 2988 rBV 54594 46477 1.15% 131%

32 21.221 3061 3066 3074 rBv4 374898 733900 18.19%
33 21.562 3118 3124 3129 rBV2 1723565 2528196 62.66%
34 21.603 3129 3131 3135 rVB 266858 274486 6.80%
35 24.027 3536 3543 3551 rBV 1023820 2067110 51.23%

VO NNO
=
N
w
B

8270-BM102123.M Thu Oct 26 03:05:41 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42441.D

Acqg On : 25 Oct 2023 17:12
Operator : MA/JU

Sample 1 04941-03

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-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 35493217
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42441.D

Acqg On : 25 Oct 2023 17:12
Operator : MA/JU

Sample : 04941-03

Misc

ALS Vvial : 10 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: BM042441.D\data.ms
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Abundance TIC: BM042441.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42441.D

Acqg On : 25 Oct 2023 17:12

Operator : MA/JU

Sample : 04941-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
: 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 7.50 ng 334079 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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 320 (5.069 min): BM042441.D\data.ms (-316) (-) m/z 43.05 100.00%

3.0
5000
101.1 AR AREars
‘ 4.80 5.00 5.20 5.40
Obrrrpe e 20 470 1930 m/z 59.e5  55.33%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42441.D

Acqg On : 25 Oct 2023 17:12
Operator : MA/JU

Sample : 04941-03

Misc

ALS Vvial : 10 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 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.233 19.59 ng 1844150  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 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49

Abundance Scan 2558 (18 233 min): BM042441.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@42441.D

Acqg On : 25 Oct 2023 17:12
Operator : MA/JU

Sample : 04941-03

Misc

ALS Vvial : 10 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 10.39 ng 1313280  Chrysene-d12 21.562
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 2775 (19.509 min): BM042441.D\data.ms (-2770) ({ m/z 43.10 100.00%
43.1
5000 129.1
3.1
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‘ ‘ 284.3 19.50
0 L b L8270 s 7310 92.97%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
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0 “}M‘\M ‘\“‘\ \L\“\“ \‘\‘\ \““\\\‘\‘\\\\‘\
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T \
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o M
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8270-BM102123.M Thu Oct 26 ©3:05:45 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42441.D

Acqg On : 25 Oct 2023 17:12
Operator : MA/JU

Sample : 04941-03

Misc

ALS Vvial : 10 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 4 1-Hexacosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.221 5.81 ng 733900  Chrysene-di2 21.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Heptadecafluorononanoic acid, tr... 646 C22H27F1702 1000356-02-9 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 3066 (21.221 min): BM042441.D\data.ms (-3061) (- | m/z 57.10 100.00%
57.1
5000 J/\J\
—— —
| hﬂ 234.1 21.00 21.50
oAbl ) 30113690 4611 5492 . 4319 98.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #273800: 1-Hexacosene
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5000 —r —
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5.0 m/z 55.10 86.38Y%
0 ‘\‘ ‘ M,lgeo 292.0 364.0
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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43.0
—— —
21.00 21.50
5000 182.0 m/z 83.10 79.91%
111.0
0 331.0 465.0 628.
A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #264236: n-Tetracosanol-1 —— —
57.0 21.00 21.50
m/z 69.10 73.89%
5000
125.0
oix{\\1w49503°8° i —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42441.D

Acqg On : 25 Oct 2023 17:12
Operator : MA/JU

Sample : 04941-03

Misc

ALS Vvial : 10 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 7.5 ng 334079 1 7.992 890500 20.0
n-Hexadecanoic ... 18.233 19.6 ng 1844150 4 17.386 1882380 20.0
Octadecanoic acid 19.509 10.4 ng 1313280 5 21.562 2528200 20.0
1-Hexacosene 21.221 5.8 ng 733900 5 21.562 2528200 20.0
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