LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47285.D

Acqg On : 21 Aug 2024 00:53

Operator : RC/JU

Sample : P3643-13 :

Misc : 921-J-SD-0-0.5-081524-FD

ALS Vvial : 14 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@47285.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.264 61 64 71 rBV 67163 100666 1.61% 0.204%
2 4.570 280 286 293 rVB 182411 254251 4.06% 0.515%
3 5.017 355 362 380 rBV 2976097 4302753 68.79% 8.718%
4 6.575 620 627 641 rBV 2753750 4376247 69.96%  8.867%
5 7.358 753 760 769 rBV 1051492 1599205 25.57%  3.240%

6 8.505 944 955 966 rBV 1783922 2876299 45.98% 5
7 9.087 1049 1054 1061 rBV 48812 86782 1.39% ©
8 10.110 1220 1228 1246 rBV 1263322 2117152 33.85%  4.290%
9 10.875 1351 1358 1370 rBV 96901 209781 3.35% ©
10 12.622 1647 1655 1670 rBV 3487844 5264565 84.16% 10.667%

11 13.910 1868 1874 1878 rBv4 29517 69544  1.11% 0.141%
12 14.016 1885 1892 1899 rBV 1913551 2705838 43.26% 5.483%
13 14.081 1899 1903 1913 rVB 59966 102250 1.63% 0.207%
14 14.275 1933 1936 1940 rVB3 52662 72489 1.16% ©.147%
15 15.081 2068 2073 2078 rBV 48149 74967 1.20% ©.152%

16 15.528 2142 2149 2172 rBV 2885489 4479646 71.62%
17 16.780 2356 2362 2366 rBV 2067101 2957256 47.28%
18 16.822 2366 2369 2377 rVV 573931 768483 12.29%

OO Fr VIV
Ui
vl
~N
R

19 16.916 2377 2385 2393 rVB 163127 257777  4.12% 522%
20 17.198 2422 2433 2440 rBV2 35145 90015 1.44% 182%
21 17.663 2508 2512 2516 rBV 38733 65072 .04% 132%

1
22 17.716 2516 2521 2530 rVV2 391622 600669 9
23 17.851 2540 2544 2549 rBV2 86930 140906 2.25%
24 18.857 2710 2715 2720 rBV 885636 1152440 18.
25 19.016 2738 2742 2750 rBV 149797 232125 3
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26 19.222 2769 2777 2785 rBV 652713 1078113 17.24%
27 19.445 2807 2815 2825 rBV 4740220 6255055 100.00% 1
28 19.733 2861 2864 2870 rVB 92267 120681 1.93%
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29 19.833 2878 2881 2885 rVB 98118 116885 1.87% 237%
30 20.757 3034 3038 3048 rVB5 295571 501231 8.01% 016%
31 21.016 3076 3082 3087 rBV2 2058195 3194574 51.07% 6.473%
32 21.057 3087 3089 3098 rVB 291880 374506 5.99% 0.759%

33 23.709 3534 3540 3556 rVB 1178621 2754177 44.03% 5.581%

Sum of corrected areas: 49352400
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47285.D

Acqg On : 21 Aug 2024 00:53

Operator : RC/JU

Sample : P3643-13 :

Misc 921-J-SD-0-0.5-081524-FD

ALS vial : 14 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: BM047285.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47285.D

Acqg On : 21 Aug 2024 00:53

Operator : RC/JU

Sample : P3643-13 :

Misc 921-J-SD-0-0.5-081524-FD

ALS vial : 14 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
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.570 3.18 ng 254251 1,4-Dichlorobenzene-d4 7.358

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 286 (4.570 min): BM047285.D\data.ms (-280) (-) m/z 43.05 100.00%

43.0
5000
101.1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ 4.20 4.40 4.60 4.80
Ot 38 L 24T 2070 /7 59.10  62.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L BN BN
4.20 4.40 4.60 4.80
m/z 101.10  25.56%
‘L 101.0
O\\\\‘\“\H\\“H}\\W‘\\.\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime
43.0
e ARARSSREE
4.20 4.40 4.60 4.80
5000 m/z 58.05 14.71%
101.0
15.0
0 \‘ l il ‘ 69.0 I
e et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester B EABRaRaEEs Saa s
59.0 4.20 4.40 4.60 4.80
m/z 41.05 8.91%
5000
0 37\ \‘H ‘ 12\60
et e A RARSARER S
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80

8270-BM081024 .M Wed Aug 21 08:48:44 2024 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47285.D

Acqg On : 21 Aug 2024 00:53

Operator : RC/JU

Sample : P3643-13 :

Misc : 921-J-SD-0-0.5-081524-FD

ALS vial : 14 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
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.716 4.06 ng 600669  Phenanthrene-die 16.781
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 89
3 Octadecanoic acid 284 C18H3602 000057-11-4 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2521 (17 716 min): BM047285.D\data.ms (-2516) (- | m/z 73.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47285.D

Acqg On : 21 Aug 2024 00:53

Operator : RC/JU

Sample : P3643-13 :

Misc : 921-J-SD-0-0.5-081524-FD

ALS vial : 14 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 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.757 3.14 ng 501231 Chrysene-d12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Octacosanol 410 C28H580 000557-61-9 91
4 Cyclooctacosane 392 (C28H56 000297-24-5 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3038 (20.757 min): BM047285.D\data.ms (-3034) (- | m/z 57.10 100.00%
57.1
- JLA
51 = —
234.1 20.50 21.00
0l {‘h,,dul,357.1429.1 m/z 43.10 84.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
5000 e e
20.50 21.00
m/z 83.10 78.16%
J hﬁ.o 210.0
O\H ‘J\‘TJ'WH‘\%‘HH‘\‘L\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
= —
20.50 21.00
5000 m/z 55.10 75.87%
5.0
ob LU h o 2220 3600 648,
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #308226: Octacosanol T ——
83.0 20.50 21.00
m/z 97.05 70.31%
3.0 392.0
Ol %-.??2-0292-0\\ el
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 20.50 21.00

8270-BM081024 .M Wed Aug 21 08:48:46 2024 Page: 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM082024\
Data File : BM@47285.D

Acqg On : 21 Aug 2024 00:53

Operator : RC/JU

Sample : P3643-13 :

Misc : 921-J-SD-0-0.5-081524-FD

ALS Vvial : 14 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|
2-Pentanone, 4-... 4.570 3.2 ng 254251 1  7.358 1599210 20.0
n-Hexadecanoic ... 17.716 4.1 ng 600669 4 16.781 2957260 20.0
Cyclopentadecane 20.757 3.1 ng 501231 5 21.015 3194570 20.0
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