LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011323\
Data File : BG®56276.D

Acqg On : 13 Jan 2023 13:45
Operator : CG/JU

Sample : PB150241BL

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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56276.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.737 240 246 252 rVB 32891 46482 1.02% 0.290%
2 5.354 345 351 362 rVB 109537 167810 3.69% 1.049%
3 5.835 426 433 446 rVB 681731 1091360 23.98% 6.820%
4 7.451 701 708 718 rBV 661158 1157780 25.44% 7.235%
5 8.321 849 856 864 rBB 134291 231588 5.09% 1.447%

6 9.490 1046 1055 1064 rBV 385378 691068 15.19% 4.319%
7 11.153 1330 1338 1349 rVB 190400 334211 7.34% 2.089%
8 13.562 1740 1748 1756 rBV 1556163 2433802 53.49% 15.210%
9 14.931 1973 1981 1990 rBV 397841 608408 13.37%  3.802%
10 16.411 2225 2233 2247 rBV 1193976 1807510 39.72% 11.296%

11 17.669 2440 2447 2455 rBV 542264 836668 18.39% 5.229%
12 20.242 2878 2885 2891 rBV 3563915 4550245 100.00% 28.436%

13 21.958 3170 3177 3186 rVB2 578356 988549 21.73% 6.178%

14 25.401 3752 3763 3776 rVB2 330727 997905 21.93% 6.236%

15 26.599 3957 3967 3974 rBVS8 19384 58409 1.28% 0.365%
Sum of corrected areas: 16001795
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011323\
Data File : BG@56276.D

Acq On : 13 Jan 2023 13:45
Operator : CG/JU

Sample : PB150241BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056276.D\data.ms
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Abundance TIC: BG056276.D\data.ms
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Abundance TIC: BG056276.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011323\
Data File : BG@56276.D

Acq On : 13 Jan 2023 13:45
Operator : CG/JU

Sample : PB150241BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.737 4.01 ng 46482 1,4-Dichlorobenzene-d4 8.321

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 78
2 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 78
3 1H-Pyrazole, 4,5-dihydro-5,5-dim... 98 C5H10N2 004320-85-8 72
4 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H1@N2 005775-96-2 72
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 64
Abundance Scan 246 (4.737 min): BG056276.D\data.ms (-240) (-) m/z 83.00 100.00%
83.0
5000
55.0
 AAEEaEEEEES
207.0 4.40 4.60 4.80 5.00

bbbt b 2T mjz 98.00  38.05%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #3567: 3-Hexen-2-one

83.0
55.0
5000 L L R L B L B
29.0 4.40 4.60 4.80 5.00
‘ m/z 55.00 34.53%
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3815: 2-Pentene, 4,4-dimethyl-, (E)-
83.0
55.0 e
4.40 4.60 4.80 5.00
5000 m/z 83.95 9.40%
il
) —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3461: 1H-Pyrazole, 4,5-dihydro-5,5-dimethyl- “_““H“‘H“‘H“J
83.0 4.40 4.60 4.80 5.00
m/z 42.95 9.35%
5000 42.0
) 0 R S S S —
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00

8270-BG122722.M Mon Jan 16 11:44:24 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011323\
Data File : BG@56276.D

Acq On : 13 Jan 2023 13:45
Operator : CG/JU

Sample : PB150241BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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-Pentanol, 2,4-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.354 14.49 ng 167810 1,4-Dichlorobenzene-d4 8.321

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 35
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
5 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 25
Abundance Scan 351 (5.354 min): BG056276.D\data.ms (-345) (-) m/z 59.00 100.00%
59.0
101.0
5000
R R mE
5.00 5.20 5.40 5.60
obe B0t 2989 n/z 43.00 82.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
5000 L LA LA B I IR B
5.00 5.20 5.40 5.60
m/z 101.00 67.00%
31.0” J“( 101.0
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
T e
5.00 5.20 5.40 5.60
5000 m/z 58.00 22.97%
101.0
Ol 2390l
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5057: Propane, 1-ethoxy-2-methyl- T e
59.0 5.00 5.20 5.40 5.60
m/z 98.00 11.51%
5000
31.0
‘ 102.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG011323\
Data File : BG®56276.D

Acqg On : 13 Jan 2023 13:45
Operator : CG/JU

Sample : PB150241BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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-Hexen-2-one 4.737 4.0 ng 46482 1 8.321 231588 20.0
2-Pentanol, 2,4... 5.354 14.5 ng 167810 1 8.321 231588 20.0
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