LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\
Data File : BG@55710.D

Acqg On : 21 Nov 2022 11:11
Operator : CG/JU

Sample : PB149157BL

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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55710.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.292 336 341 352 rVB 73442 110713 3.99% 1.049%
2 5.779 417 424 434 rBV 523615 841743 30.34% 7.973%
3 7.395 691 699 711 rBV 525719 902292 32.52% 8.546%
4 8.247 838 844 851 rBV 92917 155910 5.62% 1.477%
5 9.422 1035 1044 1052 rBV 302503 543978 19.61% 5.152%

6 11.079 1317 1326 1336 rBV 133677 233069  8.40%  2.208%
7 13.500 1731 1738 1748 rBV 939461 1437721 51.82% 13.618%
8 14.875 1964 1972 1980 rBV 237667 383777 13.83% 3.635%
9 16.355 2217 2224 2245 rBV 888630 1371503 49.43% 12.991%
0 17.613 2432 2438 2445 rBV 386655 560290 20.19% 5.307%

11 20.198 2872 2878 2885 rBV 2000290 2774428 100.00% 26.279%
12 21.908 3163 3169 3177 rBV2 357719 598463 21.57% 5.669%
13 25.321 3742 3750 3764 rVB2 214578 643669 23.20% 6.097%

Sum of corrected areas: 10557556
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\

BG055710.D

: 21 Nov 2022 11:
: CG/JU
: PB149157BL

11

: 3  Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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TIC: BG055710.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\
Data File : BG@55710.D

Acq On : 21 Nov 2022 11:11
Operator : CG/JU

Sample : PB149157BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.292 14.20 ng 110713 1,4-Dichlorobenzene-d4 8.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 341 (5.292 min): BG055710.D\data.ms (-336) (-) m/z 43.00 100.00%

3.0
5000 59.0
101.0 \\\‘\\\\‘\\\\’\\\\‘\\\\
‘ 82.9 5.00 5.20 5.40 5.60
) R N < NS R m/z 59.00 51.16%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B B L B LR
5.00 5.20 5.40 5.60
590 m/z 101.00  16.96%
27.0 83.0 101.0
O\\\‘\“\H\\“H{\\‘1‘\\r\“r\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A EEmmE R
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 13.81%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.19%
5000 41.0
ol L 12803459
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112122\
Data File : BG@55710.D

Acqg On : 21 Nov 2022 11:11
Operator : CG/JU

Sample : PB149157BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.292 14.2 ng 110713 1  8.247 155910 20.0
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