LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140906.D

Acqg On : 18 Dec 2024 15:28
Operator : RC/JU

Sample : P5277-03

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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140906.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 500 505 520 rVB 36472 57486 4.42% 0.719%
2 5.487 572 577 604 rBvV 380023 621686 47.81% 7.778%
3 6.498 744 749 779 rBV 448231 730514 56.18% 9.139%
4 6.845 803 808 816 rBV 311104 389574 29.96% 4.874%
5 7.410 899 904 923 rBV 353000 484364 37.25% 6.060%

8.128 1021 1026 1043 rBV 396673 509923 39.22% 6
9.198 1203 1208 1218 rBV 760973 972636 74.80% 12.
9.880 1319 1324 1345 rVB 415817 553151 42.54% 6.920%
10.598 1441 1446 1452 rBV 48414 65399 5.03% ©
10 10.680 1455 1460 1474 rBV 301312 449794 34.59% 5

11 11.374 1573 1578 1586 rBV 605479 773702 59.50% 9.679%
12 12.957 1841 1847 1858 rBV 1036430 1300278 100.00% 16.267%

13 13.433 1922 1928 1937 rBV 65412 92256 7.10% 1.154%
14 13.515 1937 1942 1951 rVB5 8528 14449 1.11% 0.181%
15 13.851 1994 1999 2017 rVB2 29238 82085 6.31% 1.027%
16 14.027 2024 2029 2039 rBV 369689 479520 36.88% 5.999%
17 15.127 2213 2216 2222 rVB4 12052 16521 1.27% 0.207%

18 15.527 2278 2284 2301 rVB 238370 399904 30.76% 5.003%

Sum of corrected areas: 7993242
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 Dec 2024 15:28
: RC/JU
: P5277-03

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
BF140906.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140906.D

Acqg On : 18 Dec 2024 15:28
Operator : RC/JU

Sample : P5277-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.063 2.95 ng 57486 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 505 (5.063 min): BF140906.D\data.ms (-500) (-) m/z 43.05 100.00%

5000
101.0 oA
83.0 4.80 5.00 5.20 5.40
el 8RS m/z 59.10  65.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B LA L LA LR
4.80 5.00 5.20 5.40
m/z 101.00  23.00%
101.0
26.06$.08’3;01’
miz--> 20 40 60 80 100 120 140 160
Abundance #4528: 2,3-Butanedione, monooxime
43.0
A mmm
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.21%
101.0
150 FL 60.0 84.0
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #48846: 1,8-Nonanediol, 8-methyl- R EERRaEEE L
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.29%
5000
41,0
I 123.0141.0159.0
e e e A mm
m/z--> 20 40 60 80 100 120 140 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
Data File : BF140906.D

Acqg On : 18 Dec 2024 15:28
Operator : RC/JU

Sample : P5277-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.598 2.36 ng 65399  Acenaphthene-di0 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 47
3 1-Propanone, 3-chloro-1-phenyl- 168 C9HIC10 000936-59-4 47
4 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 1446 (10.598 min): BF140906.D\data.ms (-1441) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1 — —
152.1 | 10.50 11.00
‘\\\\“\\‘\\‘\\\Hl“\\\\‘\‘\\\‘\\\\‘\\‘1”\‘\\\\“\\\\‘\\\\‘\\\\‘\\ m/z 77.19 65.7700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —rh —
10.50 11.00
51.0 m/z 182.10  57.39%
27\'0 ‘ ullt ‘ 15\2.0 ‘
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165542: Disulfide, dibenzoyl
105.0
‘
770 10.50 11.00
5000 m/z 51.10 23.70%
51.0
27.0 J I 152.0 242.C
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl- —— ‘
105.0 10.50 11.00
m/z 181.10 9.18%
5000 77.0
51.0
27.0
| 1830 1680
R A na e ARARARI RS — —
m/z--> 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\BF121824\
Data File : BF140906.D

Acqg On : 18 Dec 2024 15:28

Operator : RC/JU

Sample : P5277-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 9-Octadecenamide, (Z)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.433 3.85 ng 92256  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 59
5 Octanamide 143 C8H17NO 000629-01-6 53

Abundance Scan 1928 (13.433 min): BF140906.D\data.ms (-1922) (- m/z 59.10 100.00%
59.1
5000
=
‘ ? 126.1 13.50
e LAy o 2882 2382 28110 o) 00”65 1y
m/z--> 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T
13.50
m/z 55.05 35.90%
29.0
A W L m 012 B0 1840 2330 281C
miz--> 100 150 200 250
Abundance #142059: Hexadecanamide
59.0
M =
13.50
5000 m/z 41.10 34.22%
29.0
900 L 140 oo 2120 2550
m/iz--> 50 100 150 200 250
Abundance #108044: Tetradecanamide ST N S
59.0 13.50
m/z 43.05 26.55%
5000
29. oH 97.0 1280 1840 2270
. ‘J‘Mhmﬁ‘muyd““ e ﬂ““ ) —
m/z--> 50 100 150 200 250 13.50

8270-BF121624.M Thu Dec 19 ©8:18:12 2024

Page: 5



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121824\
BF140906.D

: 18 Dec 2024 15:28
: RC/JU
. P5277-03

: 12 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 4 Pentadecafluorooctanoic aci... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.851 3.42 ng 82085  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95

2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
Abundance Scan 1999 (13.851 min): BF140906.D\data.ms (-1994) (- m/z 57.05 100.00%
57.0
5000
i A — —
13.50 14.00
9.1 281.1
‘\H‘\‘HH‘“\f“‘\\H‘HH‘H\‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H m/z 43.09 68.1400
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — e
13.50 14.00
m/z 83.10 64.98%
JMFE%-?%352-0369'0648.'
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
L
13.50 14.00
5000 ITI/Z 71.10 63.00%
L ‘ .0196.0
e
Raan
m/z--> 0 50 100150200 250 300 350400450 500550600 650 A AA
Abundance #326113: Heptadecy! heptafluorobutyrate SES . Vi K | ‘
57.0 13.50 14.00
m/z 55.10 60.18%
5000
%.0 238.0
Mw%“H\HM!WLHM\HM\H‘HH‘HH‘HH‘H\wH\wH\W\HW\\ P P
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\BF121824\
Data File : BF140906.D

Acqg On : 18 Dec 2024 15:28
Operator : RC/JU

Sample : P5277-03

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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-... 5.063 3.0 ng 57486 1 6.845 389574 20.0
Benzophenone 10.598 2.4 ng 65399 3 9.880 553151 20.0
9-Octadecenamid... 13.433 3.9 ng 92256 5 14.027 479520 20.0
Pentadecafluoro... 13.851 3.4 ng 82085 5 14.027 479520 20.0
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