LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11809.D

Acqg On : 27 Sep 2022 11:06
Operator : CG/JU

Sample : PB147869BL

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 P\Methods\8270E-BP092122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@11809.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.046 6 10 25 rVB 134942 218575 1.07% 0.261%
2 5.005 338 343 354 rBvV 468693 715877 3.49% 0.855%
3 5.470 415 422 438 rBV 5094784 8112056 39.57% 9.694%
4 7.975 687 695 712 rBV 5091058 8548144 41.69% 10.215%
5 7.911 829 837 848 rBV 880364 1438977 7.02% 1.720%

6 9.075 1027 1035 1050 rBV 2933005 4951676 24.15%

7 10.722 1306 1315 1329 rBV 1212367 2134241 10.41%  2.550%
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13.181 1725 1733 1748 rBV 8012760 12079822 58.92% 14.436%
14.557 1960 1967 1982 rBV 1939859 2996589 14.62% 3.581%
10 16.045 2213 2220 2247 rBV 5902477 9059721 44.19% 10.827%

11 17.310 2428 2435 2449 rBV 2804715 3894847 19.00%  4.654%
12 19.869 2864 2870 2885 rBV 15970711 20502001 100.00% 24.500%

13 21.392 3124 3129 3136 rBV2 3454489 4483526 21.87% 5.358%
14 23.839 3538 3545 3557 rVB2 2242688 4544798 22.17% 5.431%

Sum of corrected areas: 83680850
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11809.D

Acq On : 27 Sep 2022 11:06
Operator : CG/JU

Sample : PB147869BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP011809.D\data.ms
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Data Path :
Data File :

Acq On
Operator
Sample

Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92722\

BP011809.D
: 27 Sep 2022 11:06
: CG/JU
: PB147869BL
: 3  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.046 3.04 ng 218575 1,4-Dichlorobenzene-d4 7.911
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 10 (3.046 min): BP011809.D\data.ms (-6) (-) m/z 73.10 100.00%
5000 /\\\
T
‘ ’ ‘ 3.103.203.303.403.50
oAbl 14812001 282.1341.2 41694752 549. ./, 4319  35.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L I B L B B
3.103.203.303.403.50
‘ m/z 87.10 26.25%
OA!J[‘WW“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T
3.103.203.303.403.50
5000 m/z 55.10 26.08%
o‘““ﬂl,,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- T
73.0 3.103.203.303.403.50
m/z 41.05 10.96%
B \/\¥/\/\“W
0‘%MMH‘_‘H‘H‘WH‘W‘H‘“‘H‘HH,H‘W‘H‘_‘H“ R RRRRRRRRRRRERREERERNE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11809.D

Acq On : 27 Sep 2022 11:06
Operator : CG/JU

Sample : PB147869BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.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.
5.005 9.95 ng 715877  1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 343 (5.005 min): BP011809.D\data.ms (-338) (-) m/z 43.10 100.00%

43.1
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101.1 R RRRRERl R Rt
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ol g B07L 2831 353.3415.2474.95365  n/; 59.05  55.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RN R
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m/z 58.10 19.41%
101.0
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Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T e e
4.60 4.80 5.00 5.20 5.40
5000 m/z 101.05 18.78%
o_‘“‘hlw ,‘,“““,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.20%
5000
” | 1260
0 | 1
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11809.D

Acqg On : 27 Sep 2022 11:06
Operator : CG/JU

Sample : PB147869BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@92122.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... 3.046 3.0 ng 218575 1 7.911 1438980 20.0
2-Pentanone, 4-... 5.005 9.9 ng 715877 1 7.911 1438980 20.0
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