LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101576.D

Acqg On : 12 Nov 2024 11:11
Operator : RC/JU

Sample : PB164886BL

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 E\Methods\8270-BE110624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BE1@1576.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.678 10 15 26 rBV 999968 1199236 34.79% 7.993%
2 2.872 43 48 54 rBV 31236 40277 1.17% 0.268%
3 4.782 368 373 389 rBV 35759 70102 2.03% 0.467%
4 5.305 456 462 484 rBV 756232 1230825 35.71%  8.203%
5 6.932 732 739 776 rBV 637035 1236425 35.87% 8.241%

6 7.555 838 845 854 rBV 151845 243888 7.08% 1
7 8.765 1042 1051 1068 rBV 445969 775077 22.49% 5
8 10.322 1308 1316 1336 rBV 186872 345778 10.03%  2.305%
9 12.790 1728 1736 1760 rBV 1260973 1905952 55.30% 12.
10 14.165 1962 1970 1983 rBV 293016 455274 13.21% 3

11 15.675 2217 2227 2252 rBV 963804 1531044 44.42% 10.204%
12 16.903 2430 2436 2457 rBV 349562 556101 16.13% 3.706%
13 19.500 2871 2878 2896 rBV 2662611 3446850 100.00% 22.973%
14 21.069 3139 3145 3157 rBV 595575 824395 23.92%  5.495%
15 23.348 3525 3533 3544 rBV 535309 1142519 33.15% 7.615%

Sum of corrected areas: 15003743
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101576.D

Acqg On : 12 Nov 2024 11:11
Operator : RC/JU

Sample : PB164886BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BE101576.D\data.ms
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Abundance TIC: BE101576.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101576.D

Acqg On : 12 Nov 2024 11:11
Operator : RC/JU

Sample : PB164886BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Propane, 2,2-dimethoxy- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.678 98.34 ng 11992406 1,4-Dichlorobenzene-d4 7.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9

3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1,3-Dioxolane, 2-hexyl- 158 C9H1802 001708-34-5 9

5 1-Hexen-4-o0l, 1-chloro-3,5-dimet... 162 C8H15Cl0 100244-09-5 9
Abundance  Scan 15 (2.678 min): BE101576.D\data.ms (-10) (-) m/z 73.05 100.00%

73.0
5000

2.702.802.903.003.10
el L 2418 2531 343.9404.0462.6523.3 1 n/; 43.10  48.07%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #5399: Propane, 2,2-dimethoxy-
73.0
5000 T T T[T T [ T[T 11T
2.702.802.903.003.10
m/z 89.10 29.61%
5.0
O‘\‘\U\H\h‘u\\H’\H\‘HH‘HH’\H\‘HH‘\H\‘\H\‘HH‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

B

Abundance #837: N-Ethylformamide
30.0
2.702.802.903.003.10
5000 ITI/Z 41.10 9.64%
0+ “,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2401: Propane, 2-methoxy-2-methyl- R R RN RAR
73.0 2.702.802.903.003.10
m/z 45.10 7.17%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.702.802.903.003.10
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\

BE101576.D
: 12 Nov 2024 11:11
: RC/JU
: PB164886BL
: 3  Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.872 3.30 ng 40277 1,4-Dichlorobenzene-d4 7.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 12
Abundance  Scan 48 (2.872 min): BE101576.D\data.ms (-43) (-) m/z 73.10 100.00%
73.1
5000
A Lmma e e
’ ‘ 280 3.00 3.20
(
ol Ail] 1328 2077 2814 3532 43124900848! ) 43,10 34.17%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L L L BB
280 3.00 3.20
‘ m/z 87.05 26.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9210: 1,3-Dioxolane, 2-propyl-
73.0
T
2.80 3.00 3.20
5000 m/z 55.10 24 .80%
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- e  REma
73.0 2.80 3.00 3.20
m/z 41.05 12.01%
5000
0‘JM‘M‘W"H‘H‘w"H‘H‘W‘H“H‘W‘H“H‘W‘H“‘ P A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101576.D

Acqg On : 12 Nov 2024 11:11
Operator : RC/JU

Sample : PB164886BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.782 5.75 ng 70102 1,4-Dichlorobenzene-d4 7.555

Hit# of 5 Tentative ID MW MolForm CASH# 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 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 373 (4.782 min): BE101576.D\data.ms (-368) (-)
43.1

5000
101.1

ol i 1686 254.1 326.1389.1 4704 5491

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

101.0
O ‘ J “f‘ % [ T \‘ T ‘1 TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

m/z 43.10 100.00%

N

4.40 4.60 4.80 5.00 5.20

m/z 59.10 59.13%

—

4.40 4.60 4.80 5.00 5.20

m/z 101.10  22.66%

—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

59.0
N RAREREAESEES L
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 14.43%
126.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4528 2,3-Butanedione, monooxime e
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.05 8.45%
5000
101.0
L S e ot aon

4.40 4.60 4.80 5.00 5.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101576.D

Acqg On : 12 Nov 2024 11:11
Operator : RC/JU

Sample : PB164886BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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|
Propane, 2,2-di... 2.678 98.3 ng 1199240 1 7.555 243888 20.0
Butane, 2-metho... 2.872 3.3 ng 40277 1 7.555 243888 20.0
2-Pentanone, 4-... 4.782 5.8 ng 70102 1 7.555 243888 20.0
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