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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Aug 2023 11:53
¢ CG\JU
. 04091-16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
BF134898.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
Data File : BF134898.D

Acqg On : 23 Aug 2023 11:53

Operator : CG\JU

Sample : 04091-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 1 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.863 8.57 ng 638022  Phenanthrene-di10 11.322
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1662 (11.863 min): BF134898.D\data.ms (-1657) (- m/z 72.95 100.00%
73.0
43.1
5000 129.1
213.2 - —
m 157.1185.1 2562 | 1150 12.00
H‘_Hﬂwum “‘“mﬂﬁﬂwNm‘puj_ﬂ‘Ju‘Lu‘_h‘_ui_ m/z 59.95 85.37%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — —
129.0 11.50 12.00
213.0 m/z 43.10 83.87%
‘ H ﬂ 157.0185.0
]\-ﬁl‘o\\‘l\ \\H\H\M\‘\‘HH\H““H“”h“\”\‘\\‘HH‘H‘H‘\‘\\‘H‘H\\‘\‘\\\‘H\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 11.50 12.00
5000 129.0 m/z 57.05 72.01%
171.0
‘ 214.0
954
m/z--> 20 40 6 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid — =
73.0 11.50 12.00
43.0 m/z 55.85 67.68%
5000 129.0
185.0
H 228.0
sl WIS S s L, A
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
Data File : BF134898.D

Acqg On : 23 Aug 2023 11:53
Operator : CG\JU

Sample : 04091-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.651 3.20 ng 179224  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 1796 (12.651 min): BF134898.D\data.ms (-1792) (- m/z 43.10 100.00%

43.1,73.0
5000 129.1

| H | 1250 13.00
L m/z 73.00 97.35%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0 284.C

5000 ey e
185.0 241.0 12.50 13.00
m/z 57.05 91.85%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0

12.50 13.00
5000 129.0 m/Z 60.05 85.81%
97.0 1710 2130 256.0
’HH“}‘H\\!\\‘M;“ H ‘\ Hh”\"h\‘}“h‘\”‘””""""HMH“‘HH“H!’HH“H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid Pty e
73.0 12.50 13.00

m/z 55.05 81.39%

43.0
5000
129.0
185.0 228.0
“ ‘\ o ‘ H“ HM‘ ‘H\ ML ol ‘ ‘

‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
Data File : BF134898.D

Acqg On : 23 Aug 2023 11:53
Operator : CG\JU

Sample : 04091-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.827 8.74 ng 489423  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 1996 (13.827 min): BF134898.D\data.ms (-1991) (- m/z 57.10 100.00%
57.1
97.0
5000
= =
LT 201 oo
— H‘“\ \““\“\““‘1“ \““\ “‘ ‘“\‘”\ [ \‘.\ T - T T T m/Z 55.05 88.0300
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
558.0
5000 97.0 = 2N
13.50 14.00
m/z 43.10  86.43%
T \“\ ‘ ““\ h\ ‘\“H\‘H“ }‘L &\3?‘0\]\-8\2\(1 2\2\3\0\ T \2\89-\0| T T
miz-> 50 100 150 200 250 300
Abundance #179255: n-Nonadecanol-1
43.0 83.0
- S
13.50 14.00
5000 m/z 83.05 85.25%
25.0
L H ||, 1680 2380
miz--> 50 100 150 200 250 300
Abundance #269424: Pentafluoropropionic acid, tetradecyl ester == I B
57.0 13.50 14.00
97.0 m/z 97.85 77.13%
5000
40.0 A 196.0
]“SKQ“ ‘1“ ““‘ H 1“ *( { EEE . ‘2‘4}"0‘ e ‘3‘4‘2"( = Py
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082323\
Data File : BF134898.D

Acqg On : 23 Aug 2023 11:53
Operator : CG\JU

Sample : 04091-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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|
n-Hexadecanoic ... 11.863 8.6 ng 638022 4 11.322 1489020 20.0
Octadecanoic acid 12.651 3.2 ng 179224 5 13.974 1119660 20.0
5-Eicosene, (E)- 13.827 8.7 ng 489423 5 13.974 1119660 20.0
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