LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30323\
Data File : BP013943.D

Acqg On : @3 Mar 2023 14:15
Operator : CG/JU

Sample : 01749-09

Misc :

ALS vial : 5 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_ P\Methods\8270E-BP021623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@13943.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.163 329 336 348 rVB 871482 1241203 16.46% 3.402%
2 5.634 409 416 426 rBvV 2217212 3303468 43.81% 9.055%
3 7.245 682 690 704 rBV 2127969 3354250 44.48% 9.194%
4 8.092 825 834 840 rBV 398114 638660 8.47% 1.751%
5 9.263 1025 1033 1045 rBV 1259454 2098499 27.83% 5.752%

6 10.916 1300 1314 1322 rBV 450925 804068 10.66%  2.204%
7 13.351 1720 1728 1747 rBV 3167474 4558691 60.45% 12.496%
8 14.727 1955 1962 1976 rBV 645882 1001829 13.28% 2.746%
9 16.080 2183 2192 2201 rBV 282563 404840 5.37% 1.110%
10 16.216 2209 2215 2235 rBV 2679111 3957815 52.48% 10.849%

11 17.480 2424 2430 2441 rBV 837465 1219736 16.17%
12 18.339 2571 2576 2586 rBV 855694 1271401 16.86%
13 18.745 2641 2645 2649 rVB 115438 134941 1.79%
14 19.562 2780 2784 2798 rBV 418867 687723 9.12%
15 20.015 2856 2861 2872 rBV 6545901 7541198 100.00% 20.
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16 21.227 3063 3067 3075 rBV 488291 759911 10.08%
17 21.556 3118 3123 3132 rBV 1198982 1695740 22.49%  4.648%
18 24.103 3550 3556 3566 rVB2 836684 1807491 23.97% 4.955%
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Sum of corrected areas: 36481464
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013943.D

Acqg On : 03 Mar 2023 14:15
Operator : CG/JU

Sample : 01749-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013943.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013943.D

Acqg On : 03 Mar 2023 14:15
Operator : CG/JU

Sample : 01749-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.163 38.87 ng 1241200 1,4-Dichlorobenzene-d4 8.092

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 336 (5.163 min): BP013943.D\data.ms (-329) (-) m/z 43.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013943.D

Acqg On : 03 Mar 2023 14:15
Operator : CG/JU

Sample : 01749-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.080 8.08 ng 404840  Acenaphthene-d10 14.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
4 Azobenzene, (E)- 182 C12H1ON2 017082-12-1 53
5 Benzenamine, N-(3-pyridinylmethy... 182 C12H10N2 029722-97-2 50
Abundance Scan 2192 (16.080 min): BP013943.D\data.ms (-2183) (- | m/z 105.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013943.D

Acqg On : 03 Mar 2023 14:15
Operator : CG/JU

Sample : 01749-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.339 20.85 ng 1271400  Phenanthrene-d10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2576 (18.339 min): BP013943.D\data.ms (-2571) (- m/z 73.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013943.D

Acqg On : 03 Mar 2023 14:15
Operator : CG/JU

Sample : 01749-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 TIsopropyl palmitate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.745 2.21 ng 134941  Phenanthrene-di10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
3 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 35
4 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 32
5 Heptanoic acid, 2,2-dimethyl-6-o0... 186 C10H1803 000926-27-2 30
Abundance Scan 2645 (18.745 min): BP013943.D\data.ms (-2641) (- | m/z 43.05 100.00%
43.0
5000 102.0 256.1 M
—= =
m “ “ \ 18.50 19.00
o_umMM'“MA,WMM | 24094019  489.1549.0 ./, 69.00  56.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197285: Isopropyl palmitate
43.0
102.0
5000 —
256.0 18.50 19.00
H m/z 41.10  53.86%
0‘\\“! f!“lil“l’ll\‘
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Abundance #143508: n-Hexadecanoic acid
43.0 256.0
= =
18.50 19.00
5000 m/z 256.10  49.50%
129.0
ol |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143688: Estra-1,3,5(10)-trien-17.beta.-ol T —
43.0 18.50 19.00
m/z 102.00  48.73%
5000
256.0
7.0
185.0
0 il Wikl | ]
i ‘“W“w‘H“H“_‘H“H“H‘w“u“u“
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013943.D

Acqg On : 03 Mar 2023 14:15
Operator : CG/JU

Sample : 01749-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.562 8.11 ng 687723  Chrysene-di12 21.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
Abundance Scan 2784 (19.562 min): BP013943.D\data.ms (-2780) (- m/z 73.00 100.00%
73.0
5000
241.2
T \
\‘\ 171 \ 19.50
ol Mw‘ulwumH“‘32?"‘?”‘41?‘1““‘7‘5“1‘?4?' m/z 43.05 82.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — ‘
19.50
’ 284.0 m/z 60.00 82.01%
0‘\\"\ “ HIJ‘“M\J\\HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
T \
19.50
5000 m/z 57.00 73.30%
H 143.0 242.0
o L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.00 70.52%
5000
L 228.0
o“’ “Muw\ [
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013943.D

Acqg On : 03 Mar 2023 14:15
Operator : CG/JU

Sample : 01749-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 Pentacos-1-ene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.227 8.96 ng 759911  Chrysene-di12 21.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 96
2 Nonacos-1-ene 406 C29H58 018835-35-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 3067 (21.227 min): BP013943.D\data.ms (-3063) (- m/z 57.05 100.00%
57.0
- LJLJ
1P5.1 aSss —
‘ 207.0 2821341 1 21.00 21.50
ob bbby, | 28213411 4151 4890546, 1/, 55 95 97.91%
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 83.05 94.38%
o UL 1950 2640 3909
‘\\\ ‘\ ‘ \‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
s s
21.00 21.50
5000 m/z 43.05 93.33%
125.0
0 \‘\\ }1!\11950 4060
- ‘“H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T —
55.0 21.00 21.50
m/z 97.05 83.06%
5000
125.0
0 l{ }1“‘1960 266.0
“H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H“ = 5
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030323\
Data File : BP013943.D

Acqg On : 03 Mar 2023 14:15
Operator : CG/JU

Sample : 01749-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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-... 5.163 38.9 ng 1241200 1 8.092 638660 20.0
Benzophenone 16.080 8.1 ng 404840 3 14.727 1001830 20.0
n-Hexadecanoic ... 18.339 20.9 ng 1271400 4 17.480 1219740 20.0
Isopropyl palmi... 18.745 2.2 ng 134941 4 17.480 1219740 20.0
Octadecanoic acid 19.562 8.1 ng 687723 5 21.557 1695740 20.0
Pentacos-1-ene 21.227 9.0 ng 759911 5 21.557 1695740 20.0
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