LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140038.D

Acqg On : 25 Oct 2024 15:32
Operator : RC/JU

Sample : P4467-01

Misc :

ALS Vvial : 14 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140038.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 7 15 23 rVB 1422883 2387868 86.75% 11.407%
2 5.116 504 514 520 rBv2 16528 28104 1.02% 0.134%
3 5.504 574 580 585 rBV 1706857 2267248 82.37% 10.831%
4 6.504 744 750 755 rBV 1672241 2318202 84.22% 11.074%
5 6.887 810 815 820 rBV 480235 580101 21.08% 2.771%

6 7.445 904 910 915 rBV 1169738 1539074 55.92%  7.352%
7 8.169 1027 1033 1038 rBV 605365 759500 27.59%  3.628%
8 9.245 1209 1216 1233 rBV 1994171 2692249 97.81% 12.861%
9 9.922 1326 1331 1344 rVB 694346 883622 32.10% 4.221%

10 10.633 1447 1452 1459 rBV 302994 387858 14.09%  1.853%
11 10.710 1459 1465 1481 rVV 1319413 1723574 62.62%  8.234%
12 11.410 1579 1584 1589 rBV 764547 945298 34.34%  4.516%
13 11.475 1591 1595 1600 rVB 35529 43125 1.57% ©.206%
14 11.933 1668 1673 1695 rBV2 107640 187931 6.83% ©.898%
15 12.716 1801 1806 1816 rBV2 16415 30163 1.10% ©.144%

16 12.998 1848 1854 1859 rBV 2110567 2752440 100.00% 13.
17 13.898 2001 2007 2023 rBV 58996 159700 5.80%
18 14.051 2027 2033 2046 rVB 473917 651102 23.66%
19 15.527 2278 2284 2298 rBV 355841 595663 21.64%
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Sum of corrected areas: 20932822
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140038.D

Acqg On : 25 Oct 2024 15:32
Operator : RC/JU

Sample : P4467-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140038.D\data.ms
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Abundance TIC: BF140038.D\data.ms
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Abundance TIC: BF140038.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140038.D

Acqg On : 25 Oct 2024 15:32
Operator : RC/JU

Sample : P4467-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 82.33 ng 2387870  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 15 (2.181 min): BF140038.D\data.ms (-7) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1
R A RasaEEE R e
2.202.302.402.502.60
Ob ey it i e m/z 43.05  41.09%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T[T T T[T T[T 11
43.0 2.202.302.402.502.60
~ 550 87.0 m/z 55.10  30.82%
29.0 ‘
0\\\‘\\\\‘\\\”‘\\\\“‘}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R AL aamaane
40 g 87.0 2.202.302.402.502.60
5000 ’ m/z 87.10 26.15%
29.0
wo |
[
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Abundance #2104: Acetamide, N-ethyl- A aaRaRA R S
30.0 2.202.302.402.502.60
m/z 41.05 13.27%
5000 43.0 87.0
15.0 72.0
0 \H‘m\‘\u‘l‘ \\\\“1\\\‘H\S?"(\)\H‘HH‘HA‘HH‘W R RARREREREsmany
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140038.D

Acqg On : 25 Oct 2024 15:32
Operator : RC/JU

Sample : P4467-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.633 8.78 ng 387858  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
3 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
Abundance Scan 1452 (10.633 min): BF140038.D\data.ms (-1447) (- m/z 105.10 100.00%
105.1
77.1
5000 182.1
51.1
—— —
| | 1521 H 10.50 11.00
ottt e e b e e e m/z 77.10 66.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — _——
10.50 11.00
51.0 m/z 182.10  51.56%
| ‘ 152.0 |
O H\‘\‘H\“H\\‘HH“HH‘HH‘HH‘H}‘\‘\\H‘WH\‘\H\‘HH‘H
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 28.57%
51.0
0 L I 152.0 242.(
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #63251: .alpha.,.alpha.-Dichloroacetophenone —— A
105.0 10.50 11.00
m/z 50.00 8.93%
5000 77.0
51.0
OB e o O, e
ST g e S —— T
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\BF102524\
Data File : BF140038.D

Acqg On : 25 Oct 2024 15:32
Operator : RC/JU

Sample : P4467-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.933 3.98 ng 187931  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 n-Decanoic acid 172 C10H2002 000334-48-5 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1673 (11.933 min): BF140038.D\data.ms (-1668) (- m/z 73.00 100.00%
43.0 |73.0
5000 129.1
213.2 =
‘ 157.1185.1 256.1 12.00
A — m/z 43.05 96.76%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 T
129.0 12.00
213.0 m/z 60.00 95.20%
‘ H (ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
—=
43.0 12.00
5000 m/z 57.10 86.63%
129.0
1710 2140
101.0 ‘ ‘
0150(ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46966: n-Decanoic acid 1
73.0 12.00
m/z 55.05 79.59%
129.0
5000
43.0
I W 172.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Data Path : Z:
Data File : BF

Acqg On : 25
Operator : RC
Sample

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library
TIC Integratio

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
140038.D

Oct 2024 15:32

/3U

. P4467-01

Sample Multiplier: 1

: C:\Database\NIST20.L
n Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 3

Peak Number 4 Octacosyl trifluoroacetate

R.T. EstConc Area Relative to ISTD R.T.
13.898 4.91 ng 159700  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91

Abundance Scan 2007 (13.898 min): BF140038.D\data.ms (-2001) (- m/z 57.05 100.00%
57.0

-

5000
111.1
‘ ‘ 13.50 14.00
0 Hmm f by, 2080 m/z 43.05 85.23%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #339001: Octacosyl trifluoroacetate
57.0
5000 - ——
111.0 13.50 14.00
m/z 55.05 72.41%
oL \‘LN km%67°22202780 /3640 437.0488.(
\\\‘1\\! 1\\!‘\\!\‘\\\1‘\\1 T ‘\\\\‘\W\\‘\\\\‘

m/z--> 50 100 150 200 250 300 350 400 450

¥

Abundance #261457: Heptadecyl trifluoroacetate
57.0
13.50 14.00
5000 111.0 ITI/Z 83.10 61.09%
R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339188: Heneicosyl heptafluorobutyrate VE VAL SRS Hae
57.0 13.50 14.00
m/z 69.10 60.10%
5000 111.0 /\\\NAMAﬁAJ
169.0
0 L9000 00 o Sl
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140038.D

Acqg On : 25 Oct 2024 15:32
Operator : RC/JU

Sample . P4467-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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|
Butane, 2-metho... 2.181 82.3 ng 2387870 1 6.887 580101 20.0
Benzophenone 10.633 8.8 ng 387858 3 9.922 883622 20.0
n-Hexadecanoic ... 11.933 4.0 ng 187931 4 11.410 945298 20.0
Octacosyl trifl... 13.898 4.9 ng 159700 5 14.051 651102 20.0
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