LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092822\
Data File : BF130442.D

Acqg On : 28 Sep 2022 11:38
Operator : CG\JU

Sample : PB147922BL

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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130442.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.175 351 355 370 rBB 68342 87446 2.22% 0.366%
2 4.840 463 468 483 rBV 417417 647676 16.46% 2.713%
3 5.257 534 539 542 rBV 2820698 3026080 76.89% 12.678%
4 6.287 709 714 717 rBV 2606674 3026346 76.90% 12.679%
5 6.640 771 774 778 rBV 778339 693913 17.63% 2.907%

.210 865 871 874 rBV 1796408 2006834 50.99%  8.408%
.928 987 993 996 rBV 938366 933528 23.72% 3.911%
.004 1170 1176 1179 rBV 4211847 3935406 100.00% 16.487%
.675 1284 1290 1294 rBV 1212660 1052711 26.75% 4.410%
10 10.469 1419 1425 1428 rBV 2671185 2503752 63.62% 10.489%

11 11.157 1538 1542 1545 rBV 1248135 1000879 25.43%  4.193%
12 12.745 1807 1812 1815 rBV 4305956 3703782 94.11% 15.517%

13 13.786 1985 1989 1997 rVB 818262 727344 18.48%  3.047%
14 15.174 2220 2225 2230 rBV 473446 523760 13.31% 2.194%

Sum of corrected areas: 23869457
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 28 Sep 2022 11:38
: CG\JU
: PB147922BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092822\
BF130442.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092822\
Data File : BF130442.D

Acq On : 28 Sep 2022 11:38
Operator : CG\JU

Sample : PB147922BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.175 2.52 ng 87446  1,4-Dichlorobenzene-d4 6.646

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
Abundance Scan 355 (4.175 min): BF130442.D\data.ms (-351) (-) m/z 83.10 100.00%
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43.0 98.1
R RRma
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Abundance #3553: 3-Hexen-2-one
55.0
83.0 R R maam n
290 43.0 3.80 4.00 4.20 4.40
5000 m/z 43.00 33.73%
98.0
15.0
0 67.0
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Abundance #3784: 2-Pentene, 2,4-dimethyl-
83.0 3.80 4.00 4.20 4.40
55.0 m/z 39.00 28.70%
41.0
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15‘.0 ‘ ‘ 67.0
o) S S 1 A P YRRt M A S ' S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092822\
Data File : BF130442.D

Acq On : 28 Sep 2022 11:38

Operator : CG\JU

Sample : PB147922BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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.
4.840 18.67 ng 647676  1,4-Dichlorobenzene-d4 6.646
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 468 (4.840 min): BF130442.D\data.ms (-463) (-) m/z 43.10 100.00%
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RRRREE RS
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5000 2410 m/z 58.00 15.70%
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bl L 12001459
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Abundance #4529: 2,3-Butanedione, monooxime N EEmREmEE AR
43.0 4.60 4.80 5.00 5.20
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obrrprlh 00 Be0 L LA
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092822\
Data File : BF130442.D

Acqg On : 28 Sep 2022 11:38
Operator : CG\JU

Sample : PB147922BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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, ... 4.175 2.5 ng 87446 1 6.646 693913 20.0
2-Pentanone, 4-... 4.840 18.7 ng 647676 1 6.646 693913 20.0
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