LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92624\
Data File : BF139557.D

Acqg On : 26 Sep 2024 20:26
Operator : RC/JU

Sample : P4176-05

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: BF139557.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 3 10 17 rVB 2315460 3712762 100.00% 23.845%
2 5.081 499 508 521 rBV 90092 124001 3.34% 0.796%
3 5.492 572 578 593 rVB 586434 770542 20.75% 4.949%
4 6.498 744 749 766 rBV 465884 600966 16.19%  3.860%
5 6.875 808 813 818 rBV 355966 426639 11.49%  2.740%

6 7.439 902 909 914 rBV 1043679 1388564 37.40%  8.918%
7 8.157 1026 1031 1036 rVB 441908 534629 14.40%  3.434%
8 9.233 1208 1214 1219 rBV 1609766 2053527 55.31% 13.189%
9 9.910 1324 1329 1334 rBV 488299 595307 16.03%  3.823%
10 10.622 1445 1450 1458 rBV2 125114 192632 5.19% 1.237%

11 10.698 1458 1463 1480 rBV 829381 1059958 28.55% 6
12 11.398 1577 1582 1590 rBV 509155 630316 16.98% 4
13 11.921 1666 1671 1685 rBV2 47960 100837 2.72% 0.648%
14 12.986 1846 1852 1857 rBV 1967444 2630577 70.85% 16.
15 14.033 2025 2030 2040 rVB 312904 401480 10.81% 2

16 15.509 2275 2281 2295 rBV 214787 347559 9.36% 2.232%

Sum of corrected areas: 15570296
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139557.D

Acqg On : 26 Sep 2024 20:26
Operator : RC/JU

Sample : P4176-05

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

Abundance TIC: BF139557.D\data.ms
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Abundance TIC: BF139557.D\data.ms
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Abundance TIC: BF139557.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139557.D

Acqg On : 26 Sep 2024 20:26
Operator : RC/JU

Sample : P4176-05

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.
2.152 174.05 ng 3712760  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 10 (2.152 min): BF139557.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R R Ra L AR
‘ Lg 1 2.202.302.402.502.60
Obprrreprrbl 222 1010wz 43.65 47.62%
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Abundance #5054: Butane, 2-methoxy-2-methyl-
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43.0 2.202.302.402.502.60
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Abundance #15764: 2,2,4-Trimethyl-3-pentanol
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Abundance #2307: 1,3-Dioxolane, 2-methyl- R REa L AL
73.0 2.202.302.402.502.60
m/z 41.10 15.88%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139557.D

Acqg On : 26 Sep 2024 20:26
Operator : RC/JU

Sample : P4176-05

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
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.081 5.81 ng 124001 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 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 508 (5.081 min): BF139557.D\data.ms (-499) (-) m/z 43.10 100.00%
59.1
5000
RN E N REaE
‘ 83.0 10‘1'1 4.80 5.00 5.20 5.40

ob el S m/z 59.10  54.03%

miz--> 20 40 60 80 100 120 140

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
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2710 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
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Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A e
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10  14.44%
H ‘ 87.0
IR N
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A EmmE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.91%
5000 41.0
o w0y
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139557.D

Acqg On : 26 Sep 2024 20:26
Operator : RC/JU

Sample : P4176-05

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
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Peak Number 3 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.621 6.47 ng 192632  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
3 Azobenzene 182 C12H1ON2 000103-33-3 58
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 52
5 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 50
Abundance Scan 1450 (10.622 min): BF139557.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
Ol el 2260 U miz 77.10 70.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — A
10.50 11.00
51.0 m/z 182.10  53.01%
J270 || 10 1520 |
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Abundance #57931: Phenyl 4-pyridyl ketone
105.0
—— —
77.0 183.0 10.50 11.00
5000 51.0 m/z 51.10  33.27%
0 I A | 1270 1540 |
e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene 7 A
717.0 10.50 11.00
m/z 50.00 10.55%
182.0
5000
51.0 105.0
0L27.0 ‘ ‘ 1280 020 \ .
e e e e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092624\
Data File : BF139557.D

Acqg On : 26 Sep 2024 20:26
Operator : RC/JU

Sample : P4176-05

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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.922 3.20 ng 100837  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1671 (11 921 min): BF139557.D\data.ms (-1666) (- 43.05 100.00%
43.0 .
5000
129.1
213.2
‘ Hl 157.1185.1 ‘ 256.1 12,00
Y — ”1”“‘”‘:“ SNV O A SR m/z 73.18  99.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
12 00
167.01g5 02130  256.0 m/z 60.00 95.01%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
12 OO
5000 129.0 m/z 41.05 77 .79%
199.0
LA s ) e T
0%§RM“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid YOS PO
73.0 12 OO
43.0 m/z 55.05 76.18%
5000 129.0
185.0
|
0;§Rw‘wuwyhhWkﬁLﬂWMNHM‘Hwﬂuw‘uw‘uwluw‘HM A A L
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12. 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92624\
Data File : BF139557.D

Acqg On : 26 Sep 2024 20:26
Operator : RC/JU

Sample : P4176-05

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... 2.152 174.1 ng 3712760 1 6.875 426639 20.0
2-Pentanone, 4-... 5.081 5.8 ng 124001 1 6.875 426639 20.0
Benzophenone 10.621 6.5 ng 192632 3 9.910 595307 20.0
n-Hexadecanoic ... 11.922 3.2 ng 100837 4 11.398 630316 20.0
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