LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39980.D

Acqg On : 24 May 2023 12:36
Operator : CG/JU

Sample : PB152902BL

Misc :

ALS vial : 6 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 M\Methods\8270-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39980.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.093 301 307 318 rBV 3260098 4282426 31.98% 7.186%
2 5.563 380 387 399 rBV 3920744 5420038 40.48% 9.095%
3 7.169 652 660 672 rBV 3447948 5230972 39.07% 8.778%
4 8.016 797 804 812 rBV 990583 1483926 11.08% 2.490%
5 9.187 994 1003 1013 rBV 3021687 4819571 36.00% 8.087%

6 10.834 1274 1283 1291 rBV 1177613 1926861 14.39% 3
7 13.280 1692 1699 1709 rBV 8121326 11064962 82.64% 18.
8 14.651 1925 1932 1943 rBV 1480664 2052476 15.33%  3.444%
9 16.133 2178 2184 2195 rBV 3026439 3896876 29.10% 6
10 17.392 2392 2398 2406 rBV 1563262 2080653 15.54% 3

11 20.009 2838 2843 2852 rBV 12007403 13389029 100.00% 22.467%
12 21.568 3103 3108 3118 rBV 1473055 1857625 13.87% 3.117%
13 24.021 3518 3525 3536 rBV 1073225 2088412 15.60%  3.504%

Sum of corrected areas: 59593827
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 May 2023 12:36
: CG/IU
: PB152902BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
BM@39980.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundancs,
1e+07
8000000
6000000
4000000
2000000

0

TIC: BM039980.D\data.ms

5363 7.169
5.093 : 9.187

8.016 10.834

Time-->
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TIC: BM039980.D\data.ms
20.009

13.280

16.133

14.651 17.392
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Time--> 12
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Abundancs,
1e+07
8000000
6000000

4000000

2000000

TIC: BM039980.D\data.ms

21.568 24.021

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39980.D

Acqg On : 24 May 2023 12:36
Operator : CG/JU

Sample : PB152902BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.093 57.72 ng 4282430 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 307 (5.093 min): BM039980.D\data.ms (-301) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 T o o R
‘ 83.0 4.80 5.00 5.20 5.40
Ol et el i 160 /7 59,00 48.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I LA AL BN
59.0 4.80 5.00 5.20 5.40
m/z 101.00 19.19%
15.0 101.0
0 ‘ 2%\ Ll | 830 | ‘
\\\‘\\\\‘H\f‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\H‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R aRa AR
4.80 5.00 5.20 5.40
5000 m/z 57.95 18.35%
101.0
150 280 | %0 50
R AR o L e A RARARRRREaEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #4153: 1-Propen-2-ol, acetate S
43.0 4.80 5.00 5.20 5.40
m/z 40.95 7.56%
5000
15.0 sao
N gl Y L o NSRS B NS | R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39980.D

Acqg On : 24 May 2023 12:36
Operator : CG/JU

Sample : PB152902BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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-... 5.093 57.7 ng 4282430 1  8.016 1483930 20.0
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