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LSC Area Percent Report
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: TIC: BM@39274.D\data.ms

peak R.T. first
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Filtering:
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LSC Report - Integrated

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39274.D

Acqg On : 03 Apr 2023 12:00

Operator : CG/JU

Sample : PB151810BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

8000000

6000000 5.475

7.087
4000000

5.010
2000000

Chromatogram

TIC: BM039274.D\data.ms

9.086

7.916 10.728

0

Time--> 350 4.00 450 500 550 600 650 7.00 7.50
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8000000
13.186

6000000
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8.00 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM039274.D\data.ms
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TIC: BM039274.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39274.D

Acqg On : 03 Apr 2023 12:00
Operator : CG/JU

Sample : PB151810BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.010 42.54 ng 3214490 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9

Abundance Scan 293 (5.010 min): BM039274.D\data.ms (-287) (-) m/z 43.00 100.00%

3.0
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‘ ‘ 4.60 4.80 5.00 5.20 5.40
Ol e 890 1329 1610 1909 221C /7, s59.00  60.94%
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Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B RN R
4.60 4.80 5.00 5.20 5.40
m/z 101.00  22.45%
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O\\\‘\‘\w‘\\"hi\\‘\‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
s R ARREE
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.58%
0 1 \‘H ‘ 12\60
et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4576: Morpholine, 4-methyl- T e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.72%
5000
15.0 710 101.0
A U N N NS NSNS | G,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20 5.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\

Data File : BM@39274.D

Acqg On : 03 Apr 2023 12:00
Operator : CG/JU

Sample : PB151810BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 2 n-Hexadecanoic acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.203 2.41 ng 306217  Phenanthrene-di10 17.309
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Pentadecanoic acid
4 Octadecanoic acid

5 Tetradecanoic acid

256 C16H3202
214 C13H2602
242 C15H3002
284 C18H3602
228 (C14H2802

Abundance Scan 2536 (18.203 min): BM039274.D\data.ms (-2532) (-

000057-10-3 99
000638-53-9 93
001002-84-2 87
000057-11-4 87
000544-63-8 72

m/z 73.00 100.00%
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5000
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H ‘ 171.0 ‘
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e e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39274.D

Acqg On : 03 Apr 2023 12:00
Operator : CG/JU

Sample : PB151810BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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-... 5.010 42.5 ng 3214490 1 7.916 1511250 20.0
n-Hexadecanoic ... 18.203 2.4 ng 306217 4 17.309 2539950 20.0
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