LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136121.D

Acqg On : 03 Nov 2023 13:38
Operator : CG\JU

Sample : 05143-03

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_ F\Methods\8270-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136121.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.287 29 34 42 rVB 51711 71811 3.51% ©.584%
2 2.910 133 140 147 rVB2 45334 76535 3.74% 0.623%
3 4.416 392 396 402 rVB 33235 39548 1.93% 0.322%
4 5.034 497 501 506 rvB 92152 93309 4.56% 0.759%
5 5.440 566 570 574 rBV 572728 479087 23.43% 3.897%
6 6.410 727 735 737 rBvV2 17744 23239 1.14% 0.189%
7 6.440 737 740 749 rVB 425344 342081 16.73% 2.783%
8 6.645 772 775 785 rBV 75948 83250 4.07% 0.677%
9 6.816 801 804 808 rVB 688486 539281 26.37% 4.387%
106 7.381 895 900 903 rBV 1342775 1151691 56.32% 9.369%
11 8.098 1018 1022 1025 rVB 904196 693955 33.93% 5.645%
12 9.175 1201 1205 1208 rBV 2413567 2045036 100.00% 16.636%
13 9.857 1317 1321 1324 rBV 867398 744118 36.39% 6.053%
14 10.057 1351 1355 1361 rBV3 21211 24379 1.19% 0.198%
15 10.569 1439 1442 1446 rBV 133230 107024 5.23% 0.871%
16 10.645 1451 1455 1461 rBV 676853 605012 29.58%  4.922%
17 10.804 1480 1482 1486 rVB 48161 36345 1.78% 0.296%
18 11.204 1546 1550 1552 rBV 37475 38250 1.87% 0.311%
19 11.345 1571 1574 1578 rBV 843723 676747 33.09% 5.505%
20 11.751 1639 1643 1646 rVB 38861 33852 1.66% 0.275%

21 11.892 1661 1667 1688 rBV 549877 606184 29.64%  4.931%
22 12.680 1797 1801 1809 rVB 115960 123187 6.02% 1.002%
23 12.945 1842 1846 1850 rBV 1907898 1674388 81.88% 13.621%
24 13.904 2004 2009 2021 rBV5 97323 375790 18.38% 3.057%
25 14.004 2022 2026 2032 rVB 570349 573158 28.03% 4.663%

26 14.492 2105 2109 2113 rBV 23382 27298 1.33% 0.222%
27 14.592 2121 2126 2129 rBV6 10726 23208 1.13% ©.189%
28 14.651 2133 2136 2141 rVB 30568 34659 1.69% ©.282%
29 14.810 2157 2163 2168 rVB 21406 27194 1.33% 0.221%
30 14.886 2173 2176 2180 rVB 34423 35526 1.74% 0.289%
31 15.157 2218 2222 2228 rVB 27383 36743 1.80% ©.299%
32 15.492 2273 2279 2286 rBV 498982 610847 29.87% 4.969%
33 15.557 2286 2290 2296 rVB2 20014 30262 1.48% 0.246%
34 16.021 2363 2369 2374 rVB3 21191 34835 1.70% ©.283%
35 16.151 2381 2391 2394 rBV7 25076 59381 2.90% ©0.483%
36 16.557 2455 2460 2474 rVB6 11952 33873 1.66% 0.276%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136121.D

Acqg On : 03 Nov 2023 13:38
Operator : CG\JU

Sample : 05143-03

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_F\Methods\8270-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.686 2476 2482 2488 rVV3 20837 38332 1.87% 0.312%
38 16.815 2497 2504 2510 rBV6 20608 43409 2.12% ©.353%

Sum of corrected areas: 12292824
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Nov 2023 13:38
¢ CG\JU
: 05143-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
BF136121.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF136121.D\data.ms
2000000
1500000
7.381
1000000
6.816
5.440
500000 6.440
2.287 2.910 4.416 5.034 6.4106-645
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF136121.D\data.ms
9.175
2000000 12.945
1500000
1
000000 8.098 9.857 11.345
10.645
11.892
500000
10.569 12.680
| 10.057 10.804  11.20 11.75 L
0 e — — e e . e e LA T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF136121.D\data.ms
2000000
1500000
1000000
14.004
500000 15492
13.90
0 14%@2&33&8615.157 15.55 16.081151 16.357/A83815
T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136121.D

Acqg On : 03 Nov 2023 13:38
Operator : CG\JU

Sample : 05143-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.287 2.66 ng 71811 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2-dimethyl- 102 C5H1002 002916-31-6 83
2 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 72
3 2-Propanone, O-methyloxime 87 C4H9NO 003376-35-0 53
4 2-Butanone 72 C4H80 000078-93-3 10
5 Isobutane 58 C4H1e 000075-28-5 10
Abundance  Scan 34 (2.287 min): BF136121.D\data.ms (-29) (-) m/z 43.00 100.00%
43.0 87.0
5000
72.0 LI B
| ‘ 59.1 220 240 2.60
H‘HH‘H\\i\{‘\\‘H\‘“‘HH‘HH‘H\HHH‘HH m/Z 87.09 86.1600
miz--> 20 30 40 50 60 70 80 90 100
Abundance #4858: 1,3-Dioxolane, 2,2-dimethyl-
43.0 87.0
5000 LA LA L L B B
220 240 2.60
72.0 m/z 42.10 31.26%
\\‘\\\‘\“.‘\\\\‘i‘\}‘\\‘\\\53‘.(\)\\\‘\\\\‘\\\}‘\\\]-\0‘]\“\0\\‘
miz--> 20 30 40 50 60 70 80 90 100
Abundance
30.0
LSt
220 240 2.60
5000 m/z 72.00 19.02%
43.0 87.0
72.0
59.0
T T T e T
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2126: 2-Propanone, O-methyloxime R B e
87.0 220 240 2.60
56.0 m/z 41.10 11.41%
5000
29.0 43.0 72.0
H_‘H‘MmJ;‘Hm_l‘mHw_m_m_m_m ) s oy
m/z--> 20 30 40 50 60 70 80 90 100 220 240 2.60

8270-BF103023.M Sat Nov 04 05:25:04 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136121.D

Acqg On : 03 Nov 2023 13:38
Operator : CG\JU

Sample : 05143-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.910 2.84 ng 76535 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 90
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 50
3 2-Buten-1-0l, acetate 114 C6H1002 000628-08-0 12
4 Butane 58 C4H1e 000106-97-8 9
5 2-Oxazolidinone, 3-methyl- 101 C4H7NO2 019836-78-3 9

Abundance Scan 140 (2.910 min): BF136121.D\data.ms (-133) (-) m/z 43.05 100.00%

101.1
5000
72.0 T
H 58.1 ‘ 650 2.60 2.80 3.00 3.20
H\‘\H\‘HH‘\\HH\H\\‘H\‘““HH’\‘H\‘H\‘\‘HH’HH‘HH‘H m/Z 101.10 53.5500
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9273: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 R R e e
2.60 2.80 3.00 3.20
72.0 m/z 42.10 23.63%
59.0
150 200 %% 860 1150
H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
M
101.0 2.60 2.80 3.00 3.20
5000 29.0 m/z 72.00 20.93%
72.0
57.0
15.0 87.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8148: 2-Buten-1-ol, acetate EEEmmEEEEE
43.0 2.60 2.80 3.00 3.20
m/z 41.10 20.19%
5000
27.0 0 2.0
LTI a0 seg 1140
R B T B e ARmanEse:
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136121.D

Acqg On : 03 Nov 2023 13:38
Operator : CG\JU

Sample : 05143-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.034 3.46 ng 93309 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
Abundance Scan 501 (5.034 min): BF136121.D\data.ms (-497) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R Nt R RaEaRE
4.80 5.00 5.20 5.40
1 | 83.1 9
\\\’\\\\‘\\\‘\‘i\\\\“\\\\“\\\\‘\\\\‘\\ m/Z 59.10 55.89%
miz-> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L LA BN U
4.80 5.00 5.20 5.40
59.0 m/z 101.00  20.22%
0 o 0
\\\’\‘\‘\\‘{\\‘\‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
A AR RRRE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 18.38%
41.0
102.0
26.0 87.0
e T e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester Q‘H“‘H“‘H,‘A“‘u
59.0 4.80 5.00 5.20 5.40
m/z 41.00 7.64%
5000 41.0
W | 126.0142.0
——
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136121.D

Acqg On : 03 Nov 2023 13:38
Operator : CG\JU

Sample : 05143-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.645 3.09 ng 83250 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 53
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 38
Abundance Scan 775 (6.645 min): BF136121.D\data.ms (-772) (-) m/z 45.10 100.00%
45.1
5000 k
72.1 RN R R
| ‘ M‘ 1031 6.40 6.60 6.80 7.00 ]
e e e e e e e e m/z 59.00 42.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 L L B I R L
6.40 6.60 6.80 7.00
290 72.0 m/z 72.10  22.36%
14.0 M‘ Al | M\ 89.0 104.0 .
\\‘HH‘HH‘HH‘HH‘H\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
45.0
\\\\‘\\\\‘\\\V‘A\\\\’\\\
6.40 6.60 6.80 7.00
5000 720 m/z 43.00 14.07%
29.0
14.0 g7.0 103.0
T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #53405: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- R AARBRREE S
45.0 6.40 6.60 6.80 7.00
m/z 73.05 13.86%
5000
72.0
29.0 ‘ ‘ 89.0
e 080180
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136121.D

Acqg On : 03 Nov 2023 13:38
Operator : CG\JU

Sample : 05143-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 5 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.569 2.88 ng 107024  Acenaphthene-di10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 53
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1442 (10.569 min): BF136121.D\data.ms (-1439) (- m/z 104.95 100.00%
105.0
77.0
5000 182.1
51.0
RN T
10.50
152.0
e e A2 e e Mz 76,95 64.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 . :
182.0 10.50
51.0 m/z 182.16  48.38%
2710 | | 12701520 |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
RN T
77.0 10.50
5000 m/z 51.00 26.30%
51.0
270 152.0
R e o  RARRRRE RS LS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- Pt ‘
105.0 10.50
m/z 50.00 9.18%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136121.D

Acqg On : 03 Nov 2023 13:38
Operator : CG\JU

Sample : 05143-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 6 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.892 17.91 ng 606184  Phenanthrene-di10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1667 (11.892 min): BF136121.D\data.ms (-1661) (- m/z 72.95 100.00%
73.0
43.0
5000 129.1
213.2 — —
L ] H‘ 157.1185.1 ‘ 2563 11.50 12.00
HW‘HAJJM‘MV”HJMWMwww‘uw_u‘ﬂuw_uu_h‘_uj_ m/z 60.00 89.18%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
11.50 12.00
97.0 1570155 2130 2560 m/z 43.05 82.86%
\H‘HH“}‘HH!H \H‘\\‘H\‘\\‘1“““\\M‘\“\‘\\“\H\‘\\‘H‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
- s
11.50 12.00
5000 129.0 m/z 57.10 79.25%
199.0
101.0 157.0 242.0
15.0
T T T T e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid ( —
73.0 11.50 12.00
43.0 m/z 55.10 70.60%
5000 129.0
171.0
1
? - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136121.D

Acqg On : 03 Nov 2023 13:38

Operator : CG\JU

Sample : 05143-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 3

Peak Number 7 Octadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
12.680 4.30 ng 123187  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid

2 n-Hexadecanoic acid

3 n-Decanoic acid

4 Octadecanoic acid, 2-(2-hydroxye...
5 Pentadecanoic acid

284 C18H3602
256 C16H3202
172 C1eH2002
372 C22H4404
242 C15H3002

000057-11-4 99
000057-10-3 94
000334-48-5 91
000106-11-6 91
001002-84-2 90

Abundance Scan 1801 (12.680 min): BF136121.D\data.ms (-1797) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1
e =
‘ 12.50 13.00
il M, m/z 43.10  94.99%
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 i M
12.50 13.00
284.C o
‘ 185.0 241.0 ‘ m/z 60.00 93.42%
: ‘\“ H‘M W “H““Mh‘\\ ‘M‘h} A -~ | ““ \‘ . “‘ b
m/z--> 50 100 150 200 250
Abundance
60.0
12.50 13.00
5000 129.0 m/Z 55.05 77 .99%
97.0 1710 2130 256.0
—— e
miz-> 50 100 150 200 250
Abundance #46966: n-Decanoic acid T ——
73.0 12.50 13.00
m/z 57.05 72.03%
129.0
5000
43.0
. O SRS
miz--> 50 100 150 200 250 12.50 13.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
BF136121.D

: @3 Nov 2023 13:38
¢ CG\JU
: 05143-03

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 8 1-Heneicosanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.904 13.11 ng 375790  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Tetracosene 336 C24H48 010192-32-2 90

Abundance Scan 2009 (13 904 min): BF136121.D\data.ms (-2004) (- m/z 55.05 100.00%

97.1
5000
s
207.0 .
_— “‘ M‘“w““u““u 280 hmyz s7.e5  94.17%
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano!
55.0
97.0
5000 T
14.00
m/z 83.10 84.00%
39.0
190 1600 2540 2660

]‘-9‘ (j“ \‘\ \‘
m/z--> 50 100 150 200 250 300
Abundance
83.0
43.0
—
14.00
5000 ITI/Z 43.05 77 .67%
125.0
167.0 210.0 280.0
L e e e L L B e
m/z--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1 T
83.0 14.00
43.0 m/z 69.85 75.62%
5000
25.0
AL e e -
m/z--> 50 100 150 200 250 300 14.00

8270-BF103023.M Sat Nov 04 05:25:10 2023 Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136121.D

Acqg On : 03 Nov 2023 13:38
Operator : CG\JU

Sample : 05143-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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|
1,3-Dioxolane, 2.287 2.7 ng 71811 1 6.816 539281 20.0
1,3-Dioxolane, ... 2.910 2.8 ng 76535 1 6.816 539281 20.0
2-Pentanone, 4-... 5.034 3.5 ng 93309 1 6.816 539281 20.0
Ethanol, 2-(2-e... 6.645 3.1 ng 83250 1 6.816 539281 20.0
Benzophenone 10.569 2.9 ng 107024 3 9.857 744118 20.0
n-Hexadecanoic ... 11.892 17.9 ng 606184 4 11.345 676747 20.0
Octadecanoic acid 12.680 4.3 ng 123187 5 14.004 573158 20.0
1-Heneicosanol 13.904 13.1 ng 375790 5 14.004 573158 20.0
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