LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91924\
Data File : BF139470.D

Acqg On : 19 Sep 2024 18:23
Operator : RC/JU

Sample : P4015-03

Misc :

ALS vial : 4 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: BF139470.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.222 12 22 30 rVB 1252322 1993913 65.66% 10.275%
2 5.110 504 513 525 rVB 113005 193585 6.38% 0.998%
3 5.504 573 580 585 rBV 1857752 2561310 84.35% 13.199%
4 6.510 744 751 756 rBV 1732905 2667749 87.85% 13.748%
5 6.875 808 813 818 rVB 427582 520206 17.13% 2.681%

6 7.440 902 909 914 rBV 1286228 1757777 57.89%
7 7.687 947 951 957 rVB 38123 47147 1.55%
8 8.157 1025 1031 1036 rBV 520331 646852 21.30%
9 9.234 1207 1214 1219 rBV 2371685 3036551 100.00% 15.

9.910 1324 1329 1334 rBV 567328 693850 22.85%
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11 10.622 1445 1450 1457 rBV 183926 229370  7.55%
12 10.698 1457 1463 1477 rBV 1294253 1669081 54.97%
13 11.398 1576 1582 1587 rBV 474970 614654 20.24%
14 11.916 1665 1670 1674 rBV 104164 146377 4.82%
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15 12.980 1845 1851 1856 rBV 1467078 1837252 60.50% 468%
16 13.892 1999 2006 2024 rBV2 29409 98578 3.25% 0.508%
17 14.027 2024 2029 2042 rVB 257102 335758 11.06% 1.730%

18 15.498 2273 2279 2291 rBV 229528 354629 11.68% 1.828%

Sum of corrected areas: 19404639
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139470.D

Acqg On : 19 Sep 2024 18:23
Operator : RC/JU

Sample : P4015-03

Misc

ALS vial : 4 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

Abundance TIC: BF139470.D\data.ms
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Abundance TIC: BF139470.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139470.D

Acqg On : 19 Sep 2024 18:23
Operator : RC/JU

Sample : P4015-03

Misc

ALS vial : 4 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.
2.222 76.66 ng 1993910 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 22 (2.222 min): BF139470.D\data.ms (-12) (-) m/z 73.10 100.00%
73.1
5000 431
87.1
T
‘ 91 220 240 260
Obprrreprebble 22 m/z 43.10  49.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B I B
43.0 220 240 260
' 87.0 m/z 55.10  32.28%
29.0
M‘ \‘\“ LQO ‘ |
O \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e =
220 240 260
5000 41.0 55.0 ITI/Z 87.10 27.05%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- B e
73.0 220 240 260
m/z 41.05 16.07%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e S/
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139470.D

Acqg On : 19 Sep 2024 18:23
Operator : RC/JU

Sample : P4015-03

Misc

ALS vial : 4 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.
5.110 7.44 ng 193585 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 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 513 (5.110 min): BF139470.D\data.ms (-504) (-) m/z 43.10 100.00%
5000 59.1
R amann RS R
| 61 101.1 4.80 5.00 5.20 5.40
Ol e bt S e m/z 5918 51.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L R B B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 15.41%
0\\‘\\\\‘\\\ﬁﬁ;?\\““\i\\‘\\‘1\‘\\\\‘\\\\?%\.0\\‘\\\]-\()“1\--\0\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
DU
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.10 13.72%
29.0
‘ 101.0
Y S A Y - SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- A A EESERRL
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.93%
5000
410 101.0
o“‘1‘579_%3"‘3”‘J“;U‘wH‘mH‘7‘“1:9”?%(9“””_”‘,‘ AP S VA8 W— L
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\BF091924\
Data File : BF139470.D

Acqg On : 19 Sep 2024 18:23
Operator : RC/JU

Sample : P4015-03

Misc

ALS vial : 4 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 3 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.622 6.61 ng 229370  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 64
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
5 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 50
Abundance Scan 1450 (10.622 min): BF139470.D\data.ms (-1445) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1
—— —
10.50 11.00
152.0
O e il 1 2260 80wz 77.10 71.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 182.10 51.78%
. | 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.10 34.97%
51.0
270 | 152.0
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo- —— e
105.0 10.50 11.00
m/z 50.10 11.55%
5000 77.0
=0 178.0
0l 270 I 133.0152.0 "'V
e e e e R o
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\BF091924\
Data File : BF139470.D

Acqg On : 19 Sep 2024 18:23
Operator : RC/JU

Sample : P4015-03

Misc

ALS vial : 4 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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.76 ng 146377  Phenanthrene-di10 11.398
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1670 (11.916 min): BF139470.D\data.ms (-1665) (| m/z 43.85 100.00%
3.0
73.0
5000
129.1
213.2 17
Hl% 157.1185.2 256.3 12.00
— ‘m\“ Mg Ll b LT m/z ee.ee  88.80%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 T 7
129.0 12.00
213.0 m/z 73.00 82.67%
‘ H (ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\H““\\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 #92063: Tridecanoic acid
e
43.0 730
— =
12.00
5000 129.0 m/z 41.05 80.30%
171.0
214.0
015&?
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 79.33%
5000
129.0 242.0
199.0
| I
YU 8 0O O i R PO OO .
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\BF091924\
Data File : BF139470.D

Acqg On : 19 Sep 2024 18:23
Operator : RC/JU

Sample : P4015-03

Misc

ALS vial : 4 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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.892 5.87 ng 98578  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Hexacosene 364 C26H52 018835-33-1 91
Abundance Scan 2006 (13.892 min): BF139470.D\data.ms (-1999) (- m/z 55.05 100.00%
55.0
97.1
5000
‘ }3&1 1350 1400
ob— Aty 2000 m/z 57.05 89.77%
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
5000
1350 1400
25.0 m/z 43.05 89.45%
O T \“\‘ ‘\““‘\ ‘\‘ \‘ \H[ J‘ “‘\ ‘h “\7\(\)\2‘19\0\ T ‘ \2\89\0‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosano
97.0
57.0
1350 1400
5000 m/z 69.10 86.22%
39.0
0 T | ‘\‘ ‘ \H\ \‘\\ \‘\ \h %922202640 308.0 364(
S ““““‘ B e
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane AN ANV S-— (i
57.0 1350 14.00
97.0 m/z 83.10 77.33%
5000 /\\\
390
ol50 ||| 130 1960 2690 s200 oo
m/z--> 50 100 150 200 250 300 350 1350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91924\
Data File : BF139470.D

Acqg On : 19 Sep 2024 18:23
Operator : RC/JU

Sample : P4015-03

Misc

ALS vial : 4 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... 2.222 76.7 ng 1993910 1 6.875 520206 20.0
2-Pentanone, 4-... 5.110 7.4 ng 193585 1 6.875 520206 20.0
Benzophenone 10.622 6.6 ng 229370 3 9.910 693850 20.0
n-Hexadecanoic ... 11.916 4.8 ng 146377 4 11.398 614654 20.0
Behenic alcohol 13.892 5.9 ng 98578 5 14.027 335758 20.0

8270-BF@91324.M Fri Sep 20 17:41:19 2024 Pag 8



