LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139426.D

Acqg On : 18 Sep 2024 14:45
Operator : RC/JU

Sample : P4015-01

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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139426.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 9 18 26 rVB 822419 1272964 61.58% 8.367%
2 5.104 503 512 519 rBV 81689 129061 6.24% 0.848%
3 5.498 573 579 584 rBV 1318545 1753235 84.82% 11.524%
4 6.504 743 750 755 rBV 1316670 1830866 88.57% 12.034%
5 6.875 808 813 818 rBB 373534 464349 22.46%  3.052%

6 7.439 902 909 914 rBV = 911932 1208612 58.47%

7 7.692 948 952 957 rBV 25502 30811 1.49%

8 8.157 1026 1031 1039 rBV 482822 596530 28.86%

9 9.233 1208 1214 1219 rBV 1668491 2067108 100.00% 1
9.910 1324 1329 1333 rBV 528523 648811 31.39%
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11 9.939 1333 1334 1339 rVB 24954 23153 1.12%
12 10.622 1442 1450 1457 rBV 117086 144732  7.00%
13 10.698 1457 1463 1468 rBV 988932 1233124 59.65%
14 11.392 1576 1581 1590 rBvV2 456859 730098 35.32%
15 11.469 1590 1594 1598 rVB 30179 37714  1.82%
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16 11.916 1662 1670 1677 rBV2 88513 148525

7 0.
17 12.010 1682 1686 1693 rVB3 23350 39739 1.92% 0.261%
18 12.604 1782 1787 1792 rBV 141781 174805 8.46% 1.149%
19 12.833 1818 1826 1832 rBV 101123 155844 7.54% 1.024%
20 12.980 1842 1851 1856 rBV 976133 1257374 60.83% 8.264%
21 13.163 1873 1882 1885 rBV 21128 32724 1.58% 0.215%
22 13.874 1999 2003 2013 rVB 38202 66558 3.22% 0.437%
23 14.027 2021 2029 2041 rVB2 302015 496281 24.01% 3.262%
24 15.068 2201 2206 2215 rBV 55312 121478 5.88% 0.798%
25 15.374 2253 2258 2263 rVB 24010 36865 1.78% 0.242%
26 15.433 2263 2268 2273 rVWV 40352 59101 2.86% 0.388%
27 15.498 2273 2279 2292 rVB 235934 378733 18.32% 2.489%
28 16.051 2365 2373 2385 rBV 6062 23016 1.11% 0.151%
29 16.962 2522 2528 2537 rVB2 13546 30746 1.49% 0.202%
30 17.404 2598 2603 2615 rVB 9533 21447 1.04% 0.141%
Sum of corrected areas: 15214404
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139426.D

Acqg On : 18 Sep 2024 14:45

Operator : RC/JU

Sample : P4015-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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\BF091824\
Data File : BF139426.D

Acqg On : 18 Sep 2024 14:45
Operator : RC/JU

Sample : P4015-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
2.199 54.83 ng 1272960 1,4-Dichlorobenzene-d4 6.875

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 2-0XOPROPIONAMIDE 87 C3H5NO2 000631-66-3 12
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
Abundance  Scan 18 (2.199 min): BF139426.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
1
‘ J 881 2.20 2.40 2.60
0 "HH_"‘WH?‘,HM,‘m_m_m m/z 43.05 50.25%
m/z--> 0 20 40 80 100 120
Abundance #5054: Butane, 2 methoxy -2-methyl-
73.0
5000 LI L A B L B B
43.0 2.20 2.40 2.60
‘ m/z 55.10  32.83%
27.0 8%.0
O\‘\\\\‘\ﬂ\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
1
2.20 2.40 2.60
5000 55.0 m/z 87.10 27.52%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2246.Suane,teUanuthL T
73.0 2.20 2.40 2.60
m/z 41.10 16.88%
5000
43.0
0 15\.0 \‘\ H 1 ‘\ 880
T “‘,““,‘ T 1
m/z--> 0 20 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139426.D

Acqg On : 18 Sep 2024 14:45
Operator : RC/JU

Sample : P4015-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.104 5.56 ng 129061 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Oxohexanenitrile 111 C6HSONO 010412-98-3 9

Abundance Scan 512 (5.104 min): BF139426.D\data.ms (-503) (-) m/z 43.10 100.00%

43.1
59.1
5000
‘ 83.0 101.0 4.80 5.00 5.20 5.40
Ol b e o et m/z 59,10 52.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B LR R IR R |
4.80 5.00 5.20 5.40
101.0 m/z 101.00 16.15%
0 3%0 L ‘ 83.0
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R AR
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.10 13.63%
29.0
‘ 101.0
Y N O A S -2 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate R EREmmEEE R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.61%
5000
58.0
150 270 | 72‘-0 100.0
O R R Ra REaa T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139426.D

Acqg On : 18 Sep 2024 14:45

Operator : RC/JU

Sample : P4015-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: 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 Benzophenone Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.622 4.46 ng 144732  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 Benzoylformic acid 150 C8H603 000611-73-4 49
5 Vinyl benzoate 148 C9H802 000769-78-8 47

Abundance Scan 1450 (10.622 min): BF139426.D\data.ms (-1442) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1
—— —
10.50 11.00
152.1
Ol 2280 S wyz 7710 73.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 T T T T
10.50 11.00
51.0 m/z 182.10  53.83%
O \\\‘\\\\‘\\‘\\‘\\\MM‘\\\\‘\\\\]-‘2\6\.\()\‘?—\5%\.0‘\\\\‘H\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56773: Azobenzene
71.0
—— —
10.50 11.00
5000 51.0 m/z 51.10 37.11%
182.0
105.0
152.0
0“wFZPM\HM‘pm“H‘H‘“H‘%?gg“‘h“‘u‘h‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester —— e
105.0 10.50 11.00
m/z 50.10 11.50%
77.0
5000
51.0
152.0
27.0
RN L v NSRS RS — —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139426.D

Acqg On : 18 Sep 2024 14:45

Operator : RC/JU

Sample : P4015-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Library
TIC Integration Parameters:

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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.916 4.07 ng 148525  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Pentadecanoic acid
4 Tetradecanoic acid
5 Undecanoic acid

256 C16H3202
214 C13H2602
242 C15H3002
228 C14H2802
186 C11H2202

000057-10-3 98
000638-53-9 90
001002-84-2 58
000544-63-8 52
000112-37-8 47

Abundance Scan 1670 (11.916 min): BF139426.D\data.ms (-1662) (- m/z 43.05 100.00%
e
430 73.1
5000 192.1
—
H 12.00
0“WH‘¢WM m/z 60.00 86.82%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
167.01g5 02130  256.0 m/z 41.05 86.24%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
——
12.00
5000 129.0 ITI/Z 73.10 81.95%
171.0
214.0
0250 ?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —=
43.0 73.0 12.00
m/z 55.05 75.90%
5000 129.0
199.0
P ) e T 5
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139426.D

Acqg On : 18 Sep 2024 14:45
Operator : RC/JU

Sample : P4015-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 5 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.874 2.68 ng 66558  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 87
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87

Abundance Scan 2003 (13.874 min): BF139426.D\data.ms (-1999) (- m/z 57.10 100.00%
57.1
5000
230.1
— ——
‘ 39.1 13.50 14.00
om“p‘ M ‘“HJ‘P e m/z 43.10  97.56%
miz--> 5 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
97.0
5000 — —
13.50 14.00
m/z 55.05 91.32%
()1-4..q ‘\‘ “ ‘H‘ ‘H‘ H \}\ \ ‘ \]-\8\]- \0‘ L ’ LI \3‘0§.\0\ T
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
— ——
13.50 14.00
5000 m/Z 83.10 72.43%
olt00 L L1 J‘ L % | 11810 2220 2640 3080
miz-> 50 100 150 200 250 300
Abundance #267412: Trichloroacetic acid, tetradecyl ester — —
43.0 . .
83.0 13.50 14.00 .
m/z 41.10 69.63%
5000
T
o LA w\w L 180 a0 T T
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\BF@91824\
Data File : BF139426.D

Acqg On : 18 Sep 2024 14:45
Operator : RC/JU

Sample : P4015-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.199 54.8 ng 1272960 1 6.875 464349 20.0
2-Pentanone, 4-... 5.104 5.6 ng 129061 1 6.875 464349 20.0
Benzophenone 10.622 4.5 ng 144732 3 9.910 648811 20.0
n-Hexadecanoic ... 11.916 4.1 ng 148525 4 11.392 730098 20.0
1-Docosene 13.874 2.7 ng 66558 5 14.027 496281 20.0
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