LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\
Data File : BF122805.D

Acqg On : 21 Dec 2020 17:45

Operator : JU/CG

Sample : L5160-01 :

Misc : LLEXSITUTV-017-001-SO

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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122805.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 494 499 514 rVB 509924 571762 16.62% 3.008%
2 5.434 565 569 584 rBV 1517615 1414478 41.13% 7.441%
3 6.445 737 741 761 rBV 1815991 1696067 49.32% 8.923%
4 6.816 800 804 813 rBV 939620 745366 21.67%  3.921%
5 7.381 895 900 912 rBV 1525567 1436047 41.75% 7.555%

6 8.098 1018 1022 1035 rBV 1031949 981632 28.54%
7 9.175 1201 1205 1209 rBV 2897900 2707150 78.71% 14.242%
8 9.569 1269 1272 1281 rBV 117651 107501 3.13% ©
9 9.857 1317 1321 1338 rBV 1280936 1138158 33.09% 5.988%
10 10.645 1451 1455 1469 rBV 1083749 1155525 33.60% 6

v
=
[e)}
N
3R

11 11.339 1569 1573 1581 rBV 1218942 1228063 35.71% 6.461%
12 12.169 1710 1714 1718 rBV 42649 41464 1.21% 0.218%
13 12.927 1839 1843 1847 rBV 3453607 3439228 100.00% 18.093%
14 13.839 1992 1998 2013 rBV5 71872 255498  7.43%  1.344%
15 13.980 2019 2022 2033 rVB 1094585 1141803 33.20% 6.007%

16 15.445 2265 2271 2285 rBV 658674 948871 27.59%  4.992%

Sum of corrected areas: 19008613
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Dec 2020 17:45

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\
BF122805.D

Ju/CaG
L5160-01

LLEXSITUTV-017-001-SO

: 8 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\
Data File : BF122805.D

Acqg On : 21 Dec 2020 17:45

Operator : JU/CG

Sample : L5160-01 :

Misc : LLEXSITUTV-017-001-SO

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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.
5.022 15.34 ng 571762 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 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF122805.D\data.ms (-494) (-) m/z 43.00 100.00%
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101'1 ‘\\\\’\\\\‘\\\\‘\\\\’\\\
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1l | 83.0 9
O e AABAamazasnaasseass s e m/z 59.10 61.03%
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L RN RN R
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m/z 101.10 23.73%
0 27\\\ Ll | 830 101.0
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Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R e
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5000 410 m/z 58.00 16.15%
e e e e e e
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Abundance #3159: 5-Hexen-2-one R RANESRARE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.38%
5000
27.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\

Data File : BF122805.D

Acqg On : 21 Dec 2020 17:45

Operator : JU/CG

Sample : L5160-01 :

Misc . LLEXSITUTV-017-001-SO

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Pentafluoropropionic acid, Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.830 448 ng 255498  Chrysene-diz 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, penta... 374 CL8H3IFS02  959092-08-1 94

2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 1998 (13.839 min): BF122805.D\data.ms (-1992) (-  m/z 43.05 100.00%
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— —
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ol L H A A m/z 83.18 97.03%
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Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000
11.0 13.50 14.00
m/z 57.05 91.35%
21
O\\“\‘i“ “\\“’““%5‘4\\0\\’\0\0\2\5‘5\\0\\‘\\\3\5‘6\\0\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
i —r
1110 13.50 14.00
5000 ’ ITI/Z 55.05 86.95%
oL LLL L 10792100 26403080 3780 _
miz-> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester — —
57.0 13.50 14.00
m/z 69.10 84.39%
5000
‘ 169.0
o bl T apozss0  aoe
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122120\
Data File : BF122805.D

Acqg On : 21 Dec 2020 17:45

Operator : JU/CG

Sample : L5160-01 :

Misc : LLEXSITUTV-017-001-SO

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.022 15.3 ng 571762 1 6.816 745366 20.0
Pentafluoroprop... 13.839 4.5 ng 255498 5 13.986 1141800 20.0
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