LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061021\
Data File : BP0@5831.D

Acqg On : 10 Jun 2021 11:16
Operator : CG/JU

Sample : PB136969TB

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-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5831.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.128 3 7 12 rVB 42250 49337 1.32% 0.276%
2 5.052 329 334 342 rBV 35407 50091 1.34% 0.280%
3 5.516 406 413 426 rBV 1374464 2031210 54.37% 11.370%
4 7.116 677 685 700 rBV 1224184 1933505 51.75% 10.823%
5 7.952 820 827 836 rBV 263578 421545 11.28% 2.360%

6 9.116 1017 1025 1041 rBV 721051 1205890 32.28% 6.750%
7 10.757 1295 1304 1319 rBV 289230 516928 13.84% 2.894%
8 13.204 1713 1720 1734 rBV 1743412 2676589 71.64% 14.983%
9 14.581 1946 1954 1965 rBV 397242 626635 16.77%  3.508%
10 16.063 2195 2206 2226 rBV 1413364 2139297 57.26% 11.975%

11 17.322 2412 2420 2432 rBV 469267 701013 18.76% 3.924%
12 19.869 2847 2853 2863 rBV 2998714 3736091 100.00% 20.914%

13 21.392 3107 3112 3124 rBV 619489 828053 22.16% 4.635%
14 23.815 3517 3524 3539 rVB2 451601 947961 25.37% 5.307%

Sum of corrected areas: 17864145
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061021\
Data File : BP0@5831.D

Acqg On : 10 Jun 2021 11:16
Operator : CG/JU

Sample : PB136969TB

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP005831.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061021\
Data File : BP0@5831.D

Acqg On : 10 Jun 2021 11:16
Operator : CG/JU

Sample : PB136969TB

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Propane, 1,1-dimethoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.128 2.34 ng 49337 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 50
3 3-Bromopropionaldehyde dimethyl ... 182 C5H11Br02 036255-44-4 38
4 Propane, 1,1,3,3-tetramethoxy- 164 C7H1604 000102-52-3 36
5 2-Propanol, 1,1-dimethoxy-, acetate 162 C7H1404 074495-37-7 36
Abundance Scan 7 (3.128 min): BP005831.D\data.ms (-3) (-) m/z 75.00 100.00%
75.0

>

5000
R Ra
H 1471207.9 3.203.303.403.50
Olbrrllid 250220002669 3690 47485384 4/ 73.85  59.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
5000 UL B RN R R
3.203.303.403.50
‘ m/z 45.00 30.16%
O‘f‘u’L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4987: Glycolaldehyde dimethyl acetal
75.0

3.203.303.40 3.50
5000 m/z 41.00 18.09%

o)

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

Abundance  #47394: 3-Bromopropionaldehyde dimethyl acetal AR RSRRRRREEREREEEE
75.0 3.203.303.403.50

m/z 46.95 18.09%

o

-

5000

151.0
150, | ]

O it v e e e e e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50

-

8270E-BP0O60821.M Fri Jun 11 16:30:59 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061021\
Data File : BP0@5831.D

Acqg On : 10 Jun 2021 11:16
Operator : CG/JU

Sample : PB136969TB

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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.
5.052 2.38 ng 50091 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 38
3 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 28
4 Hexanamide 115 C6H13NO 000628-02-4 27
5 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 27

Abundance Scan 334 (5.052 min): BP005831.D\data.ms (-329) (-) m/z 43.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061021\
Data File : BP0@5831.D

Acqg On : 10 Jun 2021 11:16
Operator : CG/JU

Sample : PB136969TB

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propane, 1,1-di... 3.128 2.3 ng 49337 1 7.952 421545 20.0
2-Pentanone, 4-... 5.052 2.4 ng 50091 1 7.952 421545 20.0
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