LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090123\
Data File : BF135076.D

Acqg On : 01 Sep 2023 15:04
Operator : CG\JU

Sample : 04203-06

Misc :

ALS Vvial : 11 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135076.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 6 11 16 rVB 25290 32757 1.38% 0.209%
2 5.004 493 496 504 rVB 51101 67105 2.82% 0.427%
3 5.404 559 564 567 rBV 2407258 2153215 90.41% 13.716%
4 6.410 730 735 738 rBV 2269069 2122844 89.14% 13.522%
5 6.604 764 768 779 rBV 46249 60021 2.52% 0.382%

6 6.769 793 796 800 rBV 753963 584313 24.53%
7 7.334 887 892 895 rBV 1547356 1388790 58.31%
8 8.045 1009 1013 1017 rBV 821765 756386 31.76%
9 9.128 1192 1197 1200 rBV 2810667 2381601 100.00% 15.

9.804 1308 1312 1316 rBV 898994 760831 31.95%
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11 10.598 1443 1447 1462 rBV 1461757 1256477 52.76%
12 11.298 1562 1566 1570 rBV 801433 642626 26.98%
13 11.833 1653 1657 1672 rBV 161972 192460 8.08%
14 12.627 1788 1792 1798 rBV2 38447 48822 2.05%
15 12.898 1833 1838 1841 rBV 2062694 1821279 76.47% 1
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N
N
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X

16 13.827 1990 1996 2012 rBV2 70578 174536  7.33%
17 13.951 2013 2017 2021 rBV 630111 579433 24.33%
18 15.421 2261 2267 2272 rBV 529117 629202 26.42%
19 16.039 2364 2372 2385 rVB 14607 46147 1.94%

o b wepR
®
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o
R

Sum of corrected areas: 15698845
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Sep 2023 15:04
¢ CG\JU
: 04203-06

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090123\
BF135076.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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\BF@90123\
Data File : BF135076.D

Acqg On : 01 Sep 2023 15:04
Operator : CG\JU

Sample : 04203-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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.
5.004 2.30 ng 67105 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 496 (5.004 min): BF135076.D\data.ms (-493) (-) m/z 43.00 100.00%
3.0
59.1
5000
1010 ‘HH‘HH’HH‘HH/‘\'\M\”
83.0 4.60 4.80 5.00 5.20 5.40
0 e b e m/z 59.10 57.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘HH‘HH,HH‘HH‘A\?
4.60 4.80 5.00 5.20 5.40
590 m/z 100.95  18.39%
101.0
O\\\’\\\\‘\2\3\.8\\\\“w}\\‘\\‘i!‘\\\7\‘1\.0\\\8‘:\3‘\.(\)\’\\\}‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R A RARE
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.09%
20.0 101.0
Oty T30, 880 L
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4972: 3-Hexanol R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.38%
73.0
5000
43.0
31.0
ol 150 || L sso o0
R R R Eanas e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF@90123\
Data File : BF135076.D

Acqg On : 01 Sep 2023 15:04
Operator : CG\JU

Sample : 04203-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.604 2.05 ng 60021 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
3 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 45
4 2-Butanol, 3-methyl-, (S)- 88 C5H120 001517-66-4 38
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
Abundance Scan 768 (6.604 min): BF135076.D\data.ms (-764) (-) m/z 45.00 100.00%
45.0
5000
72.0 Ramas e A RARREE
‘ | M 103.0 6.20 6.40 6.60 6.80 7.000
O L LT o T m/z 59.00  33.81%
miz--> 20 40 60 80 100 120 140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 | L AL B
6.20 6.40 6.60 6.80 7.00
29lo 72.0 m/z 72.00  20.06%
Q4 “ \H‘\ T “h\‘\ T }‘\ T M‘\ ‘8\8\'(\)\1‘0‘}4.\0\ T \1:\35\9\ T
miz--> 20 40 60 80 100 120 140
Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
Ramas e A RAREE
6.20 6.40 6.60 6.80 7.00
5000 m/z 42.95 13.48%
29,0 720 89.0
b 0 Ll 1190 usg
miz--> 20 40 60 80 100 120 140
Abundance #9880: Butanoic acid, 4-methoxy- R e B
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.10 12.72%
5000
85.0
Obrrr \“”‘m “\W‘sg.‘}o‘ . 1?30 B e e
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90123\
Data File : BF135076.D

Acqg On : 01 Sep 2023 15:04
Operator : CG\JU

Sample : 04203-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.833 5.99 ng 192460  Phenanthrene-di10 11.298
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 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 72

Abundance Scan 1657 (11.833 min): BF135076.D\data.ms (-1653) (1  m/z 73.00 100.00%
43.0 73.0

-

5000
— :
H\ 11.50 12.00
Oty m/z 43.05 94.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add

%

5000 129.0 - oo
11.50 12.00
' 157.0 1850 213.0  256.0 m/z 60.00  87.59%
(o}

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance #92069: Tridecanoic acid
73.0
- *
43.0 11.50 12.00
5000 129.0 m/Z 57.00 78.90%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid s A
73.0 11.50 12.00

m/z 41.05 73.43%

43.0
5000 129.0

185.0

[0 | o |
M uu H‘H‘ \M i ‘ | ‘ ceadl\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

228.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90123\
Data File : BF135076.D

Acqg On : 01 Sep 2023 15:04
Operator : CG\JU

Sample : 04203-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 4 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.827 6.02 ng 174536  Chrysene-di12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91
Abundance Scan 1996 (13.827 min): BF135076.D\data.ms (-1990) (- m/z 57.05 100.00%
57.0
97.0
5000
= —
H H 191 2070 2811 13.50 14.00
0 ““WW by ‘ M”uﬁ”“‘ e m/z 42.95 90.77%
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 — e
13.50 14.00
m/z 55.05 89.47%
ohed LLIIL) {30 ( 182.0 2240 266.0
\\\‘\ \\\ \\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0
83.0 fide —r
13.50 14.00
5000 m/z 68.95 79.40%
Tso
196.0
0 ‘m ek 2690
miz--> 50 150 200 250 300
Abundance #264236.n—TeUacosan0Ll T —
57.0 97.0 13.50 14.00
m/z 83.10 77.48%
5000
£
0 ]‘_Q‘q‘) \‘ ‘ \H\ . \‘ \‘\ h :!'810 2220 264.0 308.0 AWl Y

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\BF090123\
Data File : BF135076.D

Acqg On : 01 Sep 2023 15:04
Operator : CG\JU

Sample : 04203-06

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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-... 5.004 2.3 ng 67105 1 6.769 584313 20.0
Ethanol, 2-(2-e... 6.604 2.0 ng 60021 1 6.769 584313 20.0
n-Hexadecanoic ... 11.833 6.0 ng 192460 4 11.298 642626 20.0
1-Heneicosanol 13.827 6.0 ng 174536 5 13.951 579433 20.0
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