LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131265.D

Acqg On : 16 Nov 2022 15:04
Operator : CG\JU

Sample : PB149098BL

Misc :

ALS Vvial : 13  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-BF111522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131265.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.334 34 42 47 rVB 66781 90230 2.69% 0.461%
2 5.204 524 530 536 rBvV 759047 925515 27.55% 4.734%
3 5.587 590 595 598 rBV 2117296 1994152 59.36% 10.199%
4 6.581 759 764 767 rBV 1764225 2009799 59.82% 10.279%
5 6.975 827 831 834 rBV 736344 599978 17.86% 3.069%

7.539 921 927 930 rBV 1798307 1899998 56.56% 9.717%
8.263 1045 1050 1053 rBV = 929206 794670 23.65% 4.064%
9.345 1228 1234 1237 rBV 3644814 3347905 99.65% 17.123%
10.027 1345 1350 1353 rBV 1113813 919086 27.36% 4.701%
10 10.822 1480 1485 1488 rBV 1496377 1374536 40.91% 7.030%

11 11.527 1601 1605 1608 rBV 1082568 934678 27.82% 4.780%
12 13.127 1872 1877 1880 rBV 3622421 3359527 100.00% 17.182%

13 14.180 2052 2056 2060 rBV 848363 757083 22.54%  3.872%
14 15.727 2313 2319 2326 rBV 424863 545247 16.23% 2.789%

Sum of corrected areas: 19552404
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131265.D

Acqg On : 16 Nov 2022 15:04
Operator : CG\JU

Sample : PB149098BL

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131265.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131265.D

Acqg On : 16 Nov 2022 15:04
Operator : CG\JU

Sample : PB149098BL

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.334 3.01 ng 90230 1,4-Dichlorobenzene-d4 6.975

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 23
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23

Abundance  Scan 42 (2.334 min): BF131265.D\data.ms (-34) (-) m/z 73.10 100.00%

73.1
87.0
T
‘ ‘ Lgo 220 240 2.60
bt o2 e m/z 43.00 47.72%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 U L L B
430 220 240 260
87.0 m/z 55.10 35.75%
\ \‘ 90 1],
0\‘\\\\‘\\\\‘f\f\‘\f\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SR
220 240 260
5000 410 55.0 m/z 87.00 26.71%
27.0
0 H ‘m \“ i | 1120 1290
AR L R o e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- Tt
73.0 220 240 2.60

m/z 41.00 16.52%

5000 43.0
58.0
290 ‘ 87.0 \
N | ‘ M A A

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260

o

8270-BF111522.M Thu Nov 17 04:57:12 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131265.D

Acqg On : 16 Nov 2022 15:04
Operator : CG\JU

Sample : PB149098BL

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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.
5.204 30.85 ng 925515 1,4-Dichlorobenzene-d4 6.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 530 (5.204 min): BF131265.D\data.ms (-524) (-) m/z 42.95 100.00%
43.0
5000
T
1011 4.80 5.00 5.20 5.40 5.60
bl 888 e 2900 m/z 59.00 50.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DAL B B e e
4.80 5.00 5.20 5.40 5.60
101.0 m/z 58.00 16.27%
0 \\\‘\‘\“\\“h\\\‘}“\7\:\3.\0“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
R A RARE
4.80 5.00 5.20 5.40 5.60
5000 m/z 101.10 14.24%
101.0
310‘
0“‘_HMAU‘WH‘m‘pu"_“w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester R RAREE AR
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.43%
5000
‘ 101.0
mlz--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60

8270-BF111522.M Thu Nov 17 04:57:12 2022 Page: 4



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111622\
Data File : BF131265.D

Acqg On : 16 Nov 2022 15:04
Operator : CG\JU

Sample : PB149098BL

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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... 2.334 3.0 ng 90230 1 6.975 599978 20.0
2-Pentanone, 4-... 5.204 30.9 ng 925515 1 6.975 599978 20.0
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