LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135129.D

Acqg On : 07 Sep 2023 12:09
Operator : CG\JU

Sample : 04264-01

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_ F\Methods\8270-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135129.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 15 rVB 30792 40060 2.11% ©0.275%
2 5.004 492 496 508 rVB 29853 39947 2.11% 0.274%
3 5.404 559 564 567 rBV 1900734 1893888 99.95% 12.988%
4 6.410 731 735 738 rBV 1884148 1894789 100.00% 12.995%
5 6.604 765 768 775 rBV 36527 36955 1.95% 0.253%

6 6.769 793 796 800 rBV = 666845 542334 28.62%
7 7.334 887 892 895 rBV 1369356 1198503 63.25%
8 8.051 1010 1014 1017 rBV 864634 735657 38.83%
9 9.128 1193 1197 1200 rBV 2201104 1882449 99.35% 12.

9.245 1214 1217 1222 rVB 39073 37393 1.97%
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11  9.810 1309 1313 1316 rBV 907532 803206 42.39%
12 10.598 1443 1447 1451 rBV 1430344 1376211 72.63%
13 11.298 1563 1566 1570 rBV 898696 789759 41.68%

o wulowun
N
=
o))
B

14 11.839 1651 1658 1669 rBV 428027 467823 24.69% 208%
15 11.986 1679 1683 1686 rBV2 21718 26317 1.39% 180%
16 12.363 1744 1747 1752 rBV 26873 35030 1.85% ©.240%
17 12.527 1770 1775 1778 rBV3 12395 23986 1.27% ©.164%
18 12.627 1787 1792 1798 rBV 103793 123071 6.50% ©.844%
19 12.898 1834 1838 1841 rBV 1732510 1427659 75.35% 9.791%
20 13.810 1989 1993 2009 rVB 132849 213137 11.25% 1.462%
21 13.957 2014 2018 2024 rVB 530885 474673 25.05%  3.255%
22 14.133 2044 2048 2051 rBV 21408 26056 1.38% 0.179%
23 14.439 2097 2100 2103 rBV3 21558 21228 1.12% 0.146%
3.

24 15.427 2263 2268 2273 rBV 370798 471257 24.87%

Sum of corrected areas: 14581388
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135129.D

Acqg On : @7 Sep 2023 12:09
Operator : CG\JU

Sample : 04264-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135129.D\data.ms
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Abundance TIC: BF135129.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135129.D

Acqg On : @7 Sep 2023 12:09
Operator : CG\JU

Sample : 04264-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 11.85 ng 467823  Phenanthrene-d10 11.298
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 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 1658 (11.839 min): BF135129.D\data.ms (-1651) (- m/z 43.10 100.00%
43.1 |73.0
5000 129.1 ﬂNA\Mww
213.2 — e
| 157.1185.2 256.1 11.50 12.00
y— m/z 73.00  98.83%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
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Abundance #126199: Pentadecanoic acid
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171.0
214.0
otsal LIS |-
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135129.D

Acqg On : @7 Sep 2023 12:09
Operator : CG\JU

Sample : 04264-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.627 3.12 ng 123071  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid

2 n-Decanoic acid

3 Pentadecanoic acid
4 n-Hexadecanoic acid
5 Tetradecanoic acid

284 C18H3602
172 C1eH2002
242 C15H3002
256 C16H3202
228 C14H2802

000057-11-4 99
000334-48-5 83
001002-84-2 83
000057-10-3 83
000544-63-8 74

Abundance Scan 1792 (12.627 min): BF135129.D\data.ms (-1787) (- m/z 43.00 100.00%
43.0 73.0
5000 1291
1851 241.2 R ——
‘ ‘ 284.1 12.50 13.00
0! MW‘NVWW$‘M M“uh“y“ W‘ m/z 73.00  88.15%
m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
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5000 s T
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' 284.( m/z 59.95 81.89%
M ‘ 185.0 2410
01‘2-(‘)‘\‘ ‘{“‘H‘w M Jl n‘h‘h ‘M\‘w} A I ‘\ u \‘ — “ P A
m/z--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid
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e =
129.0 12.50 13.00
5000 m/z 55.00 78.42%
43.0
NI 1 I L B
miz—> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid — —
43.0 73.0 12.50 13.00
m/z 57.05 77 .47%
5000 129.0
. Hm\u‘ L 4 g ““gﬁs-‘\o;\” o Lod oS
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135129.D

Acqg On : @7 Sep 2023 12:09
Operator : CG\JU

Sample : 04264-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 3 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.810 8.98 ng 213137  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 1993 (13.810 min): BF135129.D\data.ms (-1989) (- m/z 57.10 100.00%
57.1
13%6 5456
] ﬁ 248.1 : : .
o‘H‘_H‘_vamwwu‘pu‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_ m/z 43.05 78.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ——
13.50 14.00
m/z 54.95 67.94%
Olwf‘\fg l\‘H\‘HzHS‘lZHOH‘\\\:\3‘6\19\\0‘\\\\‘\\\\‘\\\\‘\\\\‘\?ﬂ?\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #339188: Heneicosyl heptafluorobutyrate
57.0
— ——
13.50 14.00
5000 m/z 83.05 55.75%
5.0
ok t, 196.0 294.0 490.0
T ‘“H‘_H‘“H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #321013: Heptafluorobutyric acid, hexadecyl ester o 7
57.0 13.50 14.00
m/z 69.05 51.53%
5000
5.0
24
mlz--> 50 100150200250300350400450500550600650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135129.D

Acqg On : @7 Sep 2023 12:09
Operator : CG\JU

Sample : 04264-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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|
n-Hexadecanoic ... 11.839 11.9 ng 467823 4 11.298 789759 20.0
Octadecanoic acid 12.627 3.1 ng 123071 4 11.298 789759 20.0
Pentadecafluoro... 13.810 9.0 ng 213137 5 13.957 474673 20.0
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