LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141492.D

Acqg On : 06 Feb 2025 20:37
Operator : RC/JU

Sample : Q1309-17

Misc :

ALS Vvial : 22 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-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141492.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.004 484 495 503 rBV 39269 68974 2.45% 0.354%
2 5.410 558 564 584 rBv 1723308 2263219 80.44% 11.630%
3 6.428 731 737 758 rBV 1681590 2375106 84.41% 12.205%
4 6.786 793 798 806 rBV 511331 627812 22.31%  3.226%
5 7.351 887 894 904 rBV 1138524 1570545 55.82% 8.071%

6 7.610 931 938 952 rBV 46143 69278 2.46%  0.356%
7 8.069 1010 1016 1030 rBV 646854 843916 29.99% 4.337%
8 9.145 1193 1199 1204 rBV 2193193 2813608 100.00% 14.458%
9 9.822 1307 1314 1326 rVB 769673 978694 34.78% 5.029%
10 10.539 1431 1436 1443 rBV 236341 295806 10.51%

=
w1
N
]
S

11 10.616 1443 1449 1466 rBV 1418908 1865301 66.30%
12 11.310 1562 1567 1574 rBV 785847 991854 35.25%
13 11.845 1653 1658 1680 rBV 268602 430378 15.30%
14 12.627 1787 1791 1863 rBV2 24557 54324  1.93%
15 12.898 1831 1837 1842 rBV 2119495 2761648 98.15% 14.191%

o N VTV
N
=
N
R

16 13.827 1987 1995 2011 rBV4 51350 233461 8.30% 1.200%
17 13.951 2011 2016 2024 rVB 521335 685064 24.35%  3.520%

18 15.404 2257 2263 2276 rBV 324410 531194 18.88% 2.730%

Sum of corrected areas: 19460182
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141492.D

Acqg On : 06 Feb 2025 20:37
Operator : RC/JU

Sample : Q1309-17

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141492.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141492.D

Acqg On : 06 Feb 2025 20:37
Operator : RC/JU

Sample : Q1309-17

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.004 2.20 ng 68974 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Octanol 130 C8H180 000589-98-0 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 495 (5.004 min): BF141492.D\data.ms (-484) (-) m/z 43.00 100.00%
43.0
59.1
5000

101.0 ‘\\\\‘\\\\’\\\\‘\\\\‘\\

‘ 83.0 ‘ 4.60 4.80 5.00 5.20 5.40
el SRS m/z 59.10  52.05%

miz-> 20 40 60 80 100 120 140

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
AN
5000 | LI AL B
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 17.48%
15.0 101.0
\\\‘\‘\H“ ‘h }‘\\\\8‘3\.9\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #15663: 3-Octanol
59.0
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5000 83.0 m/z 58.00  15.87%
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R ARREE AR S
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.71%
5000 41.0
Il | 126.0142,0
1 R A RARR T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141492.D

Acqg On : 06 Feb 2025 20:37
Operator : RC/JU

Sample : Q1309-17

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 3
R.T. EstConc Area Relative to ISTD R.T.

10.539 6.04 ng 295806  Acenaphthene-di10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene, (E)- 182 C12H10N2 017082-12-1 53
3 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 50
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50

Abundance Scan 1436 (10.539 min): BF141492.D\data.ms (-1431) (-] ' m/z 105.00 100.00%
105.0

77.0

182.1
5000

51.0

| 152.1 10.50

v prtbperr e b e e e M/z0 77.00 66.39%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 Cs :
10.50
51.0 m/z 182.10  52.87%
‘\‘\H‘H‘\\‘H\H‘\“HH‘\‘H\‘\H\‘]_\5\}2\.‘()\\\\‘HH\\‘H\\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56778: Azobenzene, (E)-
71.0
T \
10.50
5000 ITI/Z 51.00 30.70%
510 182.0
105.0 152 0

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

Abundance #142407: acetic acid, 2-bromo-, 2-oxo-2-phenylethyl este — ‘
105.0 10.50

m/z 50.00 10.08%

5000
77.0

51.0
N .| ,136.0 169.0 198.0 227.0 256.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141492.D

Acqg On : 06 Feb 2025 20:37
Operator : RC/JU

Sample : Q1309-17

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.845 8.68 ng 430378  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 1658 (11.845 min): BF141492.D\data.ms (-1653) (- m/z 43.10 100.00%
43.1 73.0
5000 129.1
213.2 — =
| ] H‘ 157.1185.2 ‘ 2561 1150 12.00
\H‘HH‘M‘HH\H HH\‘H\\H“‘H‘M‘\H\‘H“HH“H‘H‘\‘\H‘HH‘\‘\H‘HH“H m/z 73.06 91.9900
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — —
213.0 11.50 12.00
‘ 157.0185.0 m/z 60.00 88.03%
\H‘\‘\‘\ \“‘\‘\ \‘\U‘\ \ U‘l‘\”\‘\\‘HH“H‘H‘\“\ \‘\“H\‘\ ‘ \‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— =4
11.50 12.00
5000 129.0 m/z 57.05 83.73%
199.0
s e T
1500 UL M‘wuuhmmwm‘_‘h_‘m_ww_”w
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109279: Tetradecanoic acid — =
73.0 11.50 12.00
43.0 m/z 41.05 81.71%
5000 129.0
185.0
228.0
L s |
EETI r O e O S AN
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141492.D

Acqg On : 06 Feb 2025 20:37
Operator : RC/JU

Sample : Q1309-17

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.827 6.82 ng 233461  Chrysene-di12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
Abundance Scan 1995 (13.827 min): BF141492.D\data.ms (-1987) (- m/z 57.05 100.00%
57.0
T T
13.50 14.00
— H‘H“w\‘ 20 2811 h/z 43.10 95.56%
miz--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 - T 7
13.50 14.00
m/z 55.05  94.99%
\\“\M\““\‘\\“’“ “ ‘4.\9\\2’]_(\)\()\\2‘6\6\\()\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
— ——
13.50 14.00
5000 11.0 m/z 83.05 78.95%
iyl \m |, 1820, 2500
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester /\F“/‘\”’M ‘ ——
57.0 13.50 14.00
m/z 41.10 68.65%
5000
‘ 169.0
L T apozsse  atse v e
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\BF020625\
Data File : BF141492.D

Acqg On : 06 Feb 2025 20:37
Operator : RC/JU

Sample : Q1309-17

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 2.2 ng 68974 1 6.786 627812 20.0
Benzophenone 10.539 6.0 ng 295806 3 9.822 978694 20.0
n-Hexadecanoic ... 11.845 8.7 ng 430378 4 11.310 991854 20.0
1-Heneicosanol 13.827 6.8 ng 233461 5 13.951 685064 20.0
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