LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139922.D

Acqg On : 22 Oct 2024 12:03
Operator : RC/JU

Sample : PB164176BL

Misc :

ALS vial : 7 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_ F\Methods\8270-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139922.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.234 11 24 31 rvB 123797 225045 4.02% 0.636%
2 5.134 509 517 525 rBV 202111 348762 6.23% 0.985%
3 5.516 574 582 587 rBV 3244089 4749446 84.78% 13.413%
4 6.510 743 751 756 rBV 3200315 4772190 85.19% 13.477%
5 6.887 810 815 821 rVB 784777 1005945 17.96% 2.841%

6 7.451 904 911 916 rBV 2172045 3179822 56.76%  8.980%
7 8.169 1027 1033 1038 rBV 1040630 1328961 23.72% 3.753%
8 9.245 1209 1216 1221 rBV 4096649 5601789 100.00% 15.820%
9 9.928 1326 1332 1337 rBV 1219151 1547545 27.63% 4.370%
10 10.716 1460 1466 1471 rBV 2642019 3504062 62.55% 9.896%

11 11.410 1579 1584 1590 rBV 1230686 1584534 28.29%  4.475%
12 12.998 1848 1854 1860 rBV 4048473 5587245 99.74% 15.778%

13 14.051 2027 2033 2043 rBV 878640 1132083 20.21% 3.197%
14 15.527 2278 2284 2297 rVB 536274 843081 15.05% 2.381%

Sum of corrected areas: 35410510
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\

BF139922.D
: 22 Oct 2024 12:03
: RC/JU
: PB164176BL
: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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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_F\Data\BF102224\
BF139922.D

: 22 Oct 2024 12:03

: RC/JU

: PB164176BL

: 7 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.234 4.47 ng 225045 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# 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 39
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 17
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 16
Abundance  Scan 24 (2.234 min): BF139922.D\data.ms (-11) (-) m/z 73.10 100.00%
5000 43.0

/A C—
| 220 240 260
bl M L m/z 43.05 43.00%

m/z--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
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43.0
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I \
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Abundance #15768. 2,2,4-Trimethyl-3-pentanol
73.0

41.0 220 240  2.60
5000 ITI z 87.10 25.30%
o120 L4 N
m/z--> 20 40 60 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- S
73.0 2 20 240 2. 60

m/z 41.10 13.92%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139922.D

Acqg On : 22 Oct 2024 12:03
Operator : RC/JU

Sample : PB164176BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.134 6.93 ng 348762 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 517 (5.134 min): BF139922.D\data.ms (-509) (-) m/z 43.00 100.00%
43.0
59.1
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101.4 5050550 k0
it m/z 59.10 56.38%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
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miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R A maaaE R
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 17.25%
LT
o Ll L1
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR R R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.60%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 A IBSSRIRARER
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139922.D

Acqg On : 22 Oct 2024 12:03
Operator : RC/JU

Sample : PB164176BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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... 2.234 4.5 ng 225045 1 6.893 1005950 20.0
2-Pentanone, 4-... 5.134 6.9 ng 348762 1 6.893 1005950 20.0

8270-BF101824 .M Wed Oct 23 15:18:03 2024 Pag 5



