LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132003.D

Acqg On : 10 Jan 2023 18:53
Operator : CG\JU

Sample : 01080-03

Misc :

ALS vial : 9 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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132003.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.987 488 493 506 rVB 604872 852873 39.89% 5.431%
2 5.399 559 563 580 rBvV 2056451 2066755 96.65% 13.161%
3  6.428 733 738 741 rBV 2152089 2113324 98.83% 13.458%
4 6.781 794 798 802 rVB 518393 427547 19.99% 2.723%
5 7.357 890 896 899 rBV 1303159 1388253 64.92% 8.841%

8.069 1011 1017 1021 rBV 589149 546429 25.55%  3.480%
9.151 1196 1201 1204 rBV 2423841 2138288 100.00% 13.617%
9.834 1312 1317 1320 rVB 751642 643107 30.08% 4.095%
10.551 1433 1439 1442 rBV 79205 65976 3.09% 0.420%
10 10.628 1447 1452 1455 rBV 1981105 1702962 79.64% 10.845%

11 11.322 1566 1570 1574 rBV 832981 699058 32.69% 452%
12 11.392 1578 1582 1585 rBV2 39630 32830 1.54% 209%
13 11.851 1657 1660 1665 rBV2 40909 42639 1.99%

14 12.916 1837 1841 1845 rBV 2268675 2077388 97.15% 1
15 13.816 1990 1994 2003 rBV 83581 122766  5.74%
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N
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B

16 13.974 2017 2021 2025 rBV 522560 435888 20.38% 2.776%
17 15.439 2265 2270 2280 rBV 278496 347152 16.24%  2.211%

Sum of corrected areas: 15703235
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Jan 2023 18:53
¢ CG\JU
: 01080-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
BF132003.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF132003.D\data.ms

6.428
5.399

7.357

4.987
6.781

Time-->

L L L L L L L L L I L L L L B L L L L L L Y LB I L A I B R

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2000000

1500000

1000000

500000

TIC: BF132003.D\data.ms
9.151 12.916

10.628

9.834 11.322

8.069

0
Time-->

I 10551 11.392  11.851 I
—

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

Time-->

TIC: BF132003.D\data.ms

13.974

15.439
13.816

T T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132003.D

Acqg On : 10 Jan 2023 18:53
Operator : CG\JU

Sample : 01080-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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.
4.987 39.90 ng 852873 1,4-Dichlorobenzene-d4 6.781

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 23
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 493 (4.987 min): BF132003.D\data.ms (-488) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
‘ 83.0 4.60 4.80 5.00 5.20 5.40
) S P NS G m/z 59.00  63.72%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B LA B
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 21.67%
0 27\\\ Ll | 830 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
REaas e maR o
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 58.00 15.04%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime R e  RGRA
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.30%
5000
101.0
15.0 ‘
ol 00840 |
m/z--> 20 40 60 80 100 120 140 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\BF011023\
Data File : BF132003.D

Acqg On : 10 Jan 2023 18:53
Operator : CG\JU

Sample : 01080-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.551 2.05 ng 65976  Acenaphthene-di0 9.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenacyl thiocyanate 177 COH7NOS 005399-30-4 47
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
Abundance Scan 1439 (10.551 min): BF132003.D\data.ms (-1433) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 i ‘
10.50
152.0
bl b 2288 TR miz 77.00 70.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0
182.0
5000 e ‘
10.50
510 m/z 182.00  55.05%
JLo2mo | 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘f\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52227: Phenacyl thiocyanate
105.0
R \
77.0 10.50
5000 m/z 51.00 25.30%
51.0
27.0 | (I ‘ |
Ot e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide — ‘/\‘ ‘
105.0 10.50
m/z 106.00 8.84%
77.0
5000
51.0
ol 280 | ) | 1340 1650
e R B s B B e o A —
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132003.D

Acqg On : 10 Jan 2023 18:53
Operator : CG\JU

Sample : 01080-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.816 5.63 ng 122766  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
3 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 87
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 87
Abundance Scan 1994 (13.816 min): BF132003.D\data.ms (-1990) (- m/z 57.00 100.00%
57.0
— —
iz 1 2001 13.50 14.00
ol bbbt 002808 e mM/z 43.10  78.58%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — -
13.50 14.00
m/z 55.00 58.92%
okl FF,O 2520 3690 648
‘\H\‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
— —
13.50 14.00
5000 m/z 71.05 51.27%
L ‘ .0196.0
ol
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #346800: Octacosyl heptafluorobutyrate — —5
57.0 13.50 14.00
m/z 82.95 49.87%
5000
9.0
o LT 20800780 3920 588.0
e e e e e e e e e - —
m/z--> 0 50 100150200 250 300 350400450 500550600 650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132003.D

Acqg On : 10 Jan 2023 18:53
Operator : CG\JU

Sample : 01080-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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-... 4.987 39.9 ng 852873 1 6.781 427547 20.0
Benzophenone 10.551 2.0 ng 65976 3 9.834 643107 20.0
Pentadecafluoro... 13.816 5.6 ng 122766 5 13.974 435888 20.0
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