LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142997.D

Acqg On : 03 Jul 2025 15:27
Operator : RC/JU

Sample : Q2484-05

Misc :

ALS Vvial : 12 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-BF061925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142997.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.093 486 493 506 rBV 74251 112206 8.06% 1.113%
2 5.499 556 562 585 rBV 816528 1080949 77.63% 10.718%
3 6.504 727 733 752 rBV 836968 1105500 79.39% 10.962%
4 6.869 790 795 803 rBV 323564 410079 29.45% 4.066%
5 7.434 885 891 896 rBV 546277 690951 49.62% 6.851%

6 8.157 1008 1014 1022 rBV 429024 546152 39.22%  5.415%
7 9.234 1191 1197 1202 rBV 1067845 1392451 100.00% 13.807%
8 9.910 1307 1312 1321 rVB 487114 609651 43.78%  6.045%
9 10.628 1429 1434 1440 rBV 228876 287172 20.62%  2.847%
10 10.704 1442 1447 1459 rVW 645886 814720 58.51% 8.078%
11 10.816 1461 1466 1473 rVB2 12655 21592 1.55% ©.214%
12 10.934 1482 1486 1493 rVB 23302 29278 2.10% 0.290%
13 11.404 1560 1566 1573 rBV 469631 602041 43.24% 5.970%
14 11.922 1648 1654 1663 rBV3 32111 59170  4.25% 0.587%
15 12.016 1667 1670 1677 rVV3 6737 14026 1.01% ©.139%
16 12.616 1768 1772 1776 rBV 13224 16049 1.15% 0.159%
17 12.845 1806 1811 1818 rBV 27918 40635 2.92% ©0.403%
18 12.986 1830 1835 1840 rBV 874709 1108948 79.64% 10.996%
19 13.892 1984 1989 2008 rVB4 24566 77600 5.57% 0.769%

20 14.045 2008 2015 2027 rBV 301014 425628 30.57% 4.220%

21 15.104 2190 2195 2202 rBV 21109 46480 3.34% 0.461%

22 15.410 2243 2247 2253 rVB 19700 30039 2.16% 0.298%

23 15.474 2253 2258 2263 rBV 26802 41165 2.96% 0.408%

24 15.539 2263 2269 2281 rBV 299754 487723 35.03% 4.836%

25 17.051 2521 2526 2533 rVB 9253 18374 1.32% ©0.182%

26 17.504 2598 2603 2609 rVB 8342 16652 1.20% ©0.165%
Sum of corrected areas: 10085231
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 03 Jul 2025 15:27
: RC/JU
: 02484-05

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070325\
BF142997.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142997.D

Acqg On : 03 Jul 2025 15:27
Operator : RC/JU

Sample : Q2484-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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.
5.093 5.47 ng 112206 1,4-Dichlorobenzene-d4 6.875

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 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 493 (5.093 min): BF142997.D\data.ms (-486) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 e
‘ 83.0 4.80 5.00 5.20 5.40
\\\’\\\\““1\\‘1“\\\\“\.\\\“\\\\‘\\\\‘\\ m/Z 59.10 59.43%
m/z--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T e
59.0 4.80 5.00 5.20 5.40
m/z 101.10  19.43%
270 830 101
\\\’\‘1‘\\“\\\}‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R Ra
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.56%
Il | 126.0 1420
1
m/z--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate A RARE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.20%
5000
58.0
1?0 | ‘ 100.0
— ettt A RARE
mlz--> 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\BF@70325\
Data File : BF142997.D

Acqg On : 03 Jul 2025 15:27
Operator : RC/JU

Sample : Q2484-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 1
R.T. EstConc Area Relative to ISTD R.T.
10.628 9.42 ng 287172  Acenaphthene-die 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
4 N-cyanobenzamide 146 C8H6N20 015150-25-1 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1434 (10.628 min): BF142997.D\data.ms (-1429) (- m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0 T ‘ T T ‘ T
152.1 | 10.50 11.00
SR M M T | S m/z 77.00  60.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— A
10.50 11.00
51.0 o
m/z 182.10 57.03%
27\'0 ‘ ullt ‘ 15\20 H
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56777: Azobenzene
77.0
—— —
182.0 10.50 11.00
5000 m/z 51.00  25.86%
51.0 105.0
152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165542: Disulfide, dibenzoyl Tt .
105.0 10.50 11.00
m/z 181.10 9.79%
77.0
5000
51.0
27.0 | A I 152.0 242.C
A Ra e L A RARRRREEE RS —— ——
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70325\
Data File : BF142997.D

Acqg On : 03 Jul 2025 15:27
Operator : RC/JU

Sample : Q2484-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Heptafluorobutyric acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.892 3.65 ng 77600  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
4 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 90
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 90

Abundance Scan 1989 (13.892 min): BF142997.D\data.ms (-1984) (- m/z 57.05 100.00%
57.0

5000
111.1 MM

230.1 13.50 14.00
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0

N“‘ ‘wﬁ‘h‘W“““_““““‘H‘ m/z 43.85  91.42%
5000 111.0

13.50 14.00
m/z 55.00 86.63%
“\ Il

169.0
UL, T zmo sso
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0

13.50 14.00
m/z 83.10 77.55%
5000 111.0 /
\’M ‘H ‘\ bo 196.0  269.0 320.0
h ! PR .
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecy! ester w o I Q“ﬁﬁpm
57.0 13.50 14.00

m/z 97.10 66.89%

5000 111.0 /\A
169
\‘ lh 4 ‘\ \‘\ \‘\ M i L 224 0269 Y 420.1 Tﬂ ‘ m — me

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\BF@70325\
Data File : BF142997.D

Acqg On : 03 Jul 2025 15:27
Operator : RC/JU

Sample : Q2484-05

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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-... 5.093 5.5 ng 112206 1 6.875 410079 20.0
Benzophenone 10.628 9.4 ng 287172 3 9.910 609651 20.0
Heptafluorobuty... 13.892 3.6 ng 77600 5 14.045 425628 20.0
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