LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133867.D

Acqg On : 21 Jun 2023 13:04
Operator : CG\JU

Sample : PB153548BL

Misc :

ALS vial : 3  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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133867.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.504 407 411 419 rBvV 120672 136717 3.53% 0.554%
2 5.116 509 515 526 rBV 814572 1085594 28.03% 4.402%
3 5.510 576 582 585 rBV 3028038 3100810 80.06% 12.573%
4 6.504 745 751 754 rBV 2904128 3119609 80.55% 12.649%
5 6.857 808 811 815 rBV 786222 655868 16.93% 2.659%

.422 902 907 910 rBV 2015654 2090059 53.96% 8.475%
.139 1025 1029 1042 rVB 1090756 886671 22.89% 3.595%
.222 1208 1213 1216 rBV 3977455 3778984 97.57% 15.323%
.898 1324 1328 1331 rBV 1235122 984581 25.42%  3.992%
10 10.692 1458 1463 1466 rBV 2762422 2580681 66.63% 10.464%

11 11.392 1578 1582 1585 rBV 1264988 1071277 27.66%  4.344%
12 12.992 1849 1854 1857 rBV 4209974 3873034 100.00% 15.704%

13 14.051 2030 2034 2044 rVB 743983 693854 17.91%  2.813%
14 15.557 2285 2290 2295 rBV2 446297 604378 15.60%  2.451%

Sum of corrected areas: 24662117
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\

BF133867.D
: 21 Jun 2023 13:04
: CG\JU
: PB153548BL
Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133867.D

Acq On : 21 Jun 2023 13:04
Operator : CG\JU

Sample : PB153548BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.504 4.17 ng 136717 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 411 (4.504 min): BF133867.D\data.ms (-407) (-) m/z 83.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133867.D

Acq On : 21 Jun 2023 13:04
Operator : CG\JU

Sample : PB153548BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.116 33.10 ng 1085590 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 515 (5.116 min): BF133867.D\data.ms (-509) (-) m/z 42.95 100.00%

43.0
59.1
5000
1011 L L L B B BRI
83.1 4.80 5.00 5.20 5.40
o‘m_‘H\‘m“J“qumu_”‘_m_‘ m/z 59.10  54.04%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R B R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.95%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
EEEEmERE RS
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 13.207%
126.0
bl L 12001459
m/z--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate T
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.26%
5000
15.0 72.0 100.0
L i
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF060923.M Thu Jun 22 11:55:22 2023 Page: 4



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133867.D

Acqg On : 21 Jun 2023 13:04
Operator : CG\JU

Sample : PB153548BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
3-Penten-2-one, ... 4.504 4.2 ng 136717 1 6.857 655868 20.0
2-Pentanone, 4-... 5.116 33.1 ng 1085590 1 6.857 655868 20.0
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