LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BGO56015.D

Acqg On : 19 Dec 2022 16:04
Operator : CG/JU

Sample : N6026-03

Misc :

ALS vial : 8 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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56015.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.406 14 20 32 rBB 94536 165442 18.56%  4.968%
2 5.410 356 361 368 rBB 17719 26237 2.94% 0.788%
3 5.885 436 442 449 rBB 64265 104939 11.77% 3.151%
4 7.495 710 716 722 rBB 42128 69246  7.77%  2.079%
5 8.371 859 865 871 rBB 29490 48649 5.46% 1.461%

6 9.540 1057 1064 1071 rBB 93576 162521 18.23%  4.880%
7 11.203 1340 1347 1354 rBB 37748 65487 7.34% 1.966%
8 13.606 1749 1756 1763 rBB 335956 509128 57.10% 15.288%
9 14.975 1983 1989 1996 rBV 72577 110887 12.44%  3.330%
10 16.450 2234 2240 2250 rBV 369940 559391 62.74% 16.797%

11 17.713 2449 2455 2461 rBV 111931 164929 18.50% 4.952%
12 17.818 2469 2473 2477 rBV 12334 14405 1.62% ©.433%
13 20.286 2887 2893 2899 rVB 720706 891618 100.00% 26.773%
14 22.019 3181 3188 3194 rVB2 122156 210202 23.58% 6.312%
15 25.509 3772 3782 3796 rVB2 78324 227242 25.49% 6.823%

Sum of corrected areas: 3330323
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56015.D

Acq On : 19 Dec 2022 16:04
Operator : CG/JU

Sample : N6026-03

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056015.D\data.ms
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Abundance TIC: BG056015.D\data.ms
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Abundance TIC: BG056015.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56015.D

Acq On : 19 Dec 2022 16:04
Operator : CG/JU

Sample : N6026-03

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.406 68.01 ng 165442  1,4-Dichlorobenzene-d4 8.371

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
4 (Aminomethyl)cyclopropane 71 C4HSN 002516-47-4 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 20 (3.406 min): BG056015.D\data.ms (-14) (-) m/z 73.10 100.00%

73.1
43.0
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87.1
T
H ‘ 9.0 3.40 360 3.80
Obeprrrrprrreprrteep i oo e e | M/z 43.00 52.73%
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Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B
43.0 3.40 3.60 3.80
‘ 87.0 m/z 55.00 33.49%
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Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T
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Abundance #5032: 3-Pentanol, 3-methyl- T
73.0 3.40 360 3.80
m/z 41.0e0 17.21%
5000
55.0
20.0 ‘ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.40 360 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56015.D

Acq On : 19 Dec 2022 16:04
Operator : CG/JU

Sample : N6026-03

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 2

Relative to ISTD R.T.

5.410 10.79 ng 26237 1,4-Dichlorobenzene-d4 8.371

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202

3 3-Pentanol
4 3-Hydroxy-3-methyl-2-

88 C5H120
butanone 102 C5H1002

5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100

000123-42-2 72
000540-88-5 38
000584-02-1 23
000115-22-0 23
000930-56-3 9

Abundance Scan 361 (5.410 min): BG056015.D\data.ms (-356) (-) m/z 43.00 100.00%
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I 83.0 9
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Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B R
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00 23.39%
3%D L ‘ 83.0 |
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m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R LR RE
57.0 5.00 5.20 5.40 5.60 5.80
5000 ITI/Z 58.00 12.92%
20.0 101.0
o PR S
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Abundance #2355: 3-Pentanol e e
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 11.83%
31.0
5000
om"‘H‘mm‘mN‘H‘?"(‘)_NM“‘7“1;9”_?‘7;9“”_‘H_ SNMSEE E——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BGO56015.D

Acqg On : 19 Dec 2022 16:04
Operator : CG/JU

Sample : N6026-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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|
Butane, 2-metho... 3.406 68.0 ng 165442 1 8.371 48649 20.0
2-Pentanone, 4-... 5.410 10.8 ng 26237 1 8.371 48649 20.0
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