LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54756.D

Acqg On : 26 Aug 2022 15:13
Operator : CG/JU

Sample : N4379-05

Misc :

ALS vial : 9 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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54756.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.212 322 327 335 rBV 34079 55728 2.04% 0.478%
2 5.687 401 408 419 rBV 569459 944128 34.48% 8.098%
3 7.291 673 681 694 rBV 582497 1003773 36.66% 8.610%
4 8.149 820 827 834 rBV 144673 244645 8.94%  2.098%
5 9.324 1018 1027 1040 rBV 341381 623986 22.79% 5.352%

6 10.975 1301 1308 1317 rVB 197440 349075 12.75%  2.994%
7 13.408 1715 1722 1735 rBV 1013609 1580748 57.74% 13.559%
8 14.783 1949 1956 1967 rVB 331726 520165 19.00% 4.462%
9 16.263 2202 2208 2223 rBV 751044 1166219 42.60% 10.003%
10 17.527 2415 2423 2432 rBV 422227 658421 24.05% 5.648%

11 18.173 2527 2533 2540 rBV 32691 40959 1.50% ©.351%
12 19.336 2727 2731 2735 rVB2 25154 30849 1.13% 0.265%
13 19.471 2750 2754 2757 rVB 24064 28476 1.04% 0.244%
14 20.129 2860 2866 2878 rBV 2066059 2737799 100.00% 23.483%
15 21.434 3083 3088 3101 rBV 82408 161026 5.88% 1.381%

16 21.816 3147 3153 3163 rVB2 418065 736767 26.91% 6.320%
17 25.182 3715 3726 3743 rBV3 253985 775799 28.34% 6.654%

Sum of corrected areas: 11658563
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54756.D

Acq On : 26 Aug 2022 15:13
Operator : CG/JU

Sample : N4379-05

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054756.D\data.ms
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Abundance TIC: BG054756.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54756.D

Acq On : 26 Aug 2022 15:13
Operator : CG/JU

Sample : N4379-05

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.212 4.56 ng 55728 1,4-Dichlorobenzene-d4 8.149

Hit# of 5 Tentative ID MW MolForm CAS# 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 Acetone 58 C3H60 000067-64-1 14
4 N-(n-Propyl)acetamide 101 C5H11INO 005331-48-6 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 327 (5.212 min): BG054756.D\data.ms (-322) (-) m/z 43.10 100.00%

3.1
59.1
5000
101.1 BRERAREEEESEEEE S EE
4.80 5.00 5.20 5.40 5.60
Nl | 83.1 D
o m/z 59.10 59.06%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 | LI AL B
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10  19.95%
270 ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54756.D

Acq On : 26 Aug 2022 15:13
Operator : CG/JU

Sample : N4379-05

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 2 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.434 4.37 ng 161026  Chrysene-d12 21.816
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 n-Tetracosanol-1 354 (C24H500 000506-51-4 91

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

Abundance Scan 3088 (21.434 min): BG054756.D\data.ms (-3083) (- | m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54756.D

Acqg On : 26 Aug 2022 15:13
Operator : CG/JU

Sample : N4379-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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-... 5.212 4.6 ng 55728 1 8.149 244645 20.0
Dichloroacetic ... 21.434 4.4 ng 161026 5 21.816 736767 20.0
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