LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061422\
Data File : BG@53901.D

Acqg On : 14 Jun 2022 14:51

Operator : CG/JU

Sample : N3327-03

Misc . EW-WMR-COMP-2

ALS vial : 4 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_ G\Methods\8270-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53901.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.180 298 305 313 rVB 26744 44928 2.53% 0.643%
2 5.650 378 385 397 rBB 280121 488457 27.47% 6.991%
3 7.237 645 655 665 rBV 292779 523668 29.45%  7.495%
4 8.083 791 799 807 rBV 73159 126696 7.12% 1.813%
5 9.240 989 996 1005 rBV 179470 329789 18.54% 4.720%

6 10.891 1269 1277 1287 rBV 96267 175357 9.86% 2.510%
7 13.335 1686 1693 1700 rBV 550220 902602 50.76% 12.919%
8 14.710 1918 1927 1934 rBB 171127 283419 15.94% 4.057%
9 16.191 2173 2179 2190 rBV3 485762 750809 42.22% 10.746%
10 17.448 2387 2393 2401 rBV 261489 397492 22.35% 5.689%

11 20.057 2831 2837 2843 rBV 1337483 1778328 100.00% 25.453%
12 21.367 3054 3060 3069 rBV2 36661 67384 3.79% 0.964%
13 21.725 3114 3121 3136 rVB 306617 536861 30.19% 7.684%
14 21.937 3152 3157 3163 rBV5 8638 18615 1.05% ©.266%
15 23.453 3410 3415 3422 rVB2 14996 29369 1.65% 0.420%

16 24.992 3667 3677 3694 rVB 179506 532982 29.97% 7.628%

Sum of corrected areas: 6986756
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061422\
Data File : BG@53901.D

Acqg On : 14 Jun 2022 14:51

Operator : CG/JU

Sample : N3327-03

Misc . EW-WMR-COMP-2

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053901.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061422\
Data File : BG@53901.D

Acqg On : 14 Jun 2022 14:51

Operator : CG/JU

Sample : N3327-03

Misc . EW-WMR-COMP-2

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.180 7.09 ng 44928 1,4-Dichlorobenzene-d4 8.083

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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 305 (5.180 min): BG053901.D\data.ms (-298) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 A T T R
731 4.80 5.00 5.20 5.40 5.60
bl tll 0T 889 L nyz 59.10 52.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L AL B I IR AL B
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.10  21.71%
101.0
0 27.071.083.0
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Abundance
43.0
R R
4.80 5.00 5.20 5.40 5.60
5000 57.0 m/z 58.10  15.86%
29.0 101.0
15.0
M A
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Abundance #4529: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 10.81%
5000
101.0
15.0 58.0
obrk 280 AL 700 840 ﬂﬂ
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061422\
Data File : BG@53901.D

Acqg On : 14 Jun 2022 14:51

Operator : CG/JU

Sample : N3327-03

Misc EW-WMR-COMP-2

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Heptafluorobutyric acid, he... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.367 2.51 ng 67384  Chrysene-di12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 1-Hexacosanol 382 C26H540 000506-52-5 91
Abundance Scan 3060 (21.367 min): BG053901.D\data.ms (-3054) (- | m/z 57.10 100.00%
57.1
5000
ommwm‘lmkHuw"m‘_mwH_m‘m m/z 55.10  84.51%
miz--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
5000
21.00 21.50
m/z 43.05 83.78%
O “ ““\\\\“2\2\‘4;\0‘2\6\9\0\‘\\\\‘\\\\‘4'\29\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
W‘J\w S
21.00 21.50
m/z 83.10 77.18%
5000 1110 /
0 196.0 269.0 320.0
R e L L B B I
m/z--> 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester L Cube
57.0 21.00 21.50
m/z 69.10 68.45%
5000 11.0
o Lm0 zmomse  ssao ]
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061422\
Data File : BG@53901.D

Acqg On : 14 Jun 2022 14:51

Operator : CG/JU

Sample : N3327-03

Misc . EW-WMR-COMP-2

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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-... 5.180 7.1 ng 44928 1 8.083 126696 20.0
Heptafluorobuty... 21.367 2.5 ng 67384 5 21.725 536861 20.0
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