LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020623\
Data File : BG@56554.D

Acq On : 6 Feb 2023 14:12
Operator : CG/JU

Sample : PB150681BL

Misc

ALS vial : 5 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_ G\Methods\8270-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56554.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.303 337 343 354 rBB 128257 199999 5.28% 1.502%
2 5.797 420 427 445 rBB 561987 896471 23.66% 6.731%
3 7.424 696 704 715 rBV 550126 963086 25.42% 7.232%
4 8.276 841 849 858 rBB 114388 192559 5.08% 1.446%
5 9.451 1041 1049 1058 rBV 322333 570844 15.06% 4.286%

6 11.108 1323 1331 1339 rBV 162430 289042 7.63% 2.170%
7 13.523 1734 1742 1751 rBV 1301166 2024164 53.42% 15.199%
8 14.898 1969 1976 1985 rBV 327195 516730 13.64%  3.880%
9 16.378 2221 2228 2240 rBV 975425 1512862 39.92% 11.360%
0 17.636 2434 2442 2456 rBV 506055 742160 19.59% 5.573%

11 20.209 2874 2880 2887 rBV 2867358 3789308 100.00% 28.453%
12 21.925 3166 3172 3186 rVB2 486873 817341 21.57% 6.137%
13 25.350 3747 3755 3765 rVB2 278511 803343 21.20% 6.032%

Sum of corrected areas: 13317909
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020623\
Data File : BG@56554.D

Acq On : 6 Feb 2023 14:12
Operator : CG/JU

Sample : PB150681BL

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056554.D\data.ms

2500000

2000000

1500000

1000000

5.797 7.424

500000 9451

5.303 8.276 11.108

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020623\
Data File : BGO56554.D

Acq On 6 Feb 2023 14:12

Operator : CG/JU

Sample : PB150681BL

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

Relative to ISTD R.T.

5.303 20.77 ng 199999 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39

2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 32
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 343 (5.303 min): BG056554.D\data.ms (-337) (-) m/z 59.00 100.00%
59.0
43.0
101.0
5000
AR R RRR
83.0 5.00 5.20 5.40 5.60
bl e e m/z 43.00  83.08%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L R R R
59.0 5.00 5.20 5.40 5.60
m/z 101.00 67.26%
0 27\\.\ A 4 83\0 10‘10
H‘\H\‘HH‘HH‘Hf\‘\\\\‘\\\\‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020623\
Data File : BG®56554.D

Acq On : 6 Feb 2023 14:12
Operator : CG/JU

Sample : PB150681BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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|

2-Pentanone, 4-... 5.303 20.8 ng 199999 1  8.276 192559 20.0
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