LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134671.D

Acqg On : 08 Aug 2023 14:50
Operator : CG\JU

Sample : 03911-01

Misc :

ALS Vvial : 11 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134671.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 14 19 23 rBV 53420 67849 2.07% 0.301%
2 5.034 497 501 512 rVB 193648 233488 7.11% 1.037%
3 5.434 564 569 572 rBV 3564340 3283748 100.00% 14.590%
4 6.434 734 739 742 rBV 3221201 3217147 97.97% 14.295%
5 6.628 769 772 778 rVB 40981 35644 1.09% 0.158%

6 6.799 798 801 805 rBV 1313922 1116729 34.01%

7 7.357 891 896 899 rBV 1968578 1892030 57.62%

8 8.081 1014 1019 1022 rBV 1427341 1302041 39.65%

9 9.157 1197 1202 1205 rBV 3348491 2792236 85.03% 1
9.275 1218 1222 1225 rVB 44497 38658 1.18%
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11 9.834 1313 1317 1321 rBV 1402258 1150408 35.03%
12 10.622 1447 1451 1455 rBV 1871380 1561426 47.55%
13 11.322 1566 1570 1573 rBV 1385491 1114400 33.94%
14 11.393 1578 1582 1587 rVB3 43108 37284 1.14%
15 11.857 1658 1661 1666 rBV 142914 138449 4.22%
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16 12.916 1837 1841 1845 rBV 2931378 2526651 76.94% 11.
17 13.828 1992 1996 2004 rBV 215983 328545 10.01%
18 13.969 2017 2020 2024 rBV 1046778 996444 30.34%
19 15.445 2267 2271 2276 rVB 554446 672962 20.49%
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Sum of corrected areas: 22506139
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 Aug 2023 14:50
¢ CG\JU
. 03911-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
BF134671.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134671.D

Acqg On : 08 Aug 2023 14:50
Operator : CG\JU

Sample : 03911-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.034 4.18 ng 233488 1,4-Dichlorobenzene-d4 6.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 501 (5.034 min): BF134671.D\data.ms (-497) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 \\\\‘\\\\‘\\\\’\\\\‘\\\
83.0 4.80 5.00 5.20 5.40
ottt A m/z 59.85 54.68%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I B LA BN R R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.26%
15.0 101.0
‘ T \‘ 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
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59.0
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5000 410 m/z 58.05 15.59%
0 126.0142.0
e N B ammaea o SR
miz--> 20 40 60 80 100 120 140
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone e ARRRNEERNN L
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.33%
5000 43.0
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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\BF080823\
Data File : BF134671.D

Acqg On : 08 Aug 2023 14:50
Operator : CG\JU

Sample : 03911-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.857 2.48 ng 138449  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 1661 (11.857 min): BF134671.D\data.ms (-1658) (- m/z 73.00 100.00%
43.0 73.0
5000
129.0
213.2 T 1
‘ 171.1 256.1 11.50 12.00
- m/z 43.05 99.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
97.0 1o 2130 2560 m/z 60.00 91.60%
O \H‘HH“}‘HH!H\H‘H‘H\‘\\‘1““‘\\”‘M\“\‘\\‘\H\’\\H‘HH‘H\‘\‘HH’\H!’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
73.0
— e
430 11.50 12.00
5000 129.0 m/Z 57.05 79.41%
171.0
214.0
T anM L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid .- —
43.0 73.0 11.50 12.00
m/z 41.10 73.34%
5000 129.0
‘ 199.0 2420
qu,, e ——
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134671.D

Acqg On : 08 Aug 2023 14:50
Operator : CG\JU

Sample : 03911-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Nonacos-1-ene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.828 6.59 ng 328545 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene 406 C29H58 018835-35-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 93
3 1-Hexacosene 364 C26H52 018835-33-1 93
4 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91
Abundance Scan 1996 (13.828 min): BF134671.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1
5000 //\J\JVJL
1p5.1 — e
} 182.1 248.2 3151 396.2 461.1520.4 1350 14.00
O‘H“plW”ﬂ%%wmww‘uHwh‘xw‘h“u‘ﬁ“w‘h“uiw m/z 43.10 88.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #306022: Nonacos-1-ene
57.0
5000 — ——
13.50 14.00
125.0 m/z 55.10 77.06%
O‘\\“\“‘\ \‘\{“‘\‘\J‘\I\l“]\-?%.‘o\\\\‘\\\\‘\\\\‘\\\42?'\0\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
— ——
13.50 14.00
5000 m/z 83.10 75.06%
125.0
266.0
0 182.0
a2 B AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene “ T
57.0 13.50 14.00
m/z 69.10 64.92%
5000
125.0
oHIMF?Z-O292-036“-0 - —_—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80823\
Data File : BF134671.D

Acqg On : 08 Aug 2023 14:50
Operator : CG\JU

Sample : 03911-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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-... 5.034 4.2 ng 233488 1 6.799 1116730 20.0
n-Hexadecanoic ... 11.857 2.5 ng 138449 4 11.322 1114400 20.0
Nonacos-1-ene 13.828 6.6 ng 328545 5 13.969 996444 20.0
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