LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51821\
Data File : BF123976.D

Acqg On : 18 May 2021 13:40
Operator : JU/CG

Sample : PB136493BL

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_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123976.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.304 26 37 41 rBB 64713 88958 3.65% 0.608%
2 5.533 581 586 589 rBV 1948697 2025072 83.08% 13.840%
3 6.528 749 755 758 rBV 1748977 2002491 82.15% 13.686%
4 6.904 815 819 822 rBV 490167 380000 15.59% 2.597%
5 7.469 908 915 918 rBV 1218296 1350765 55.41% 9.232%

8.186 1032 1037 1041 rBV 557772 493798 20.26% 3.375%
9.269 1215 1221 1223 rBV 2469043 2388490 97.99% 16.324%
9.945 1328 1336 1339 rBV 681421 568102 23.31% 3.883%
10.733 1465 1470 1473 rBV 1824602 1535416 62.99% 10.494%
10 11.427 1584 1588 1592 rBV 622376 573460 23.53% 3.919%

11 13.021 1854 1859 1862 rBV 2789006 2437584 100.00% 16.659%

12 14.068 2033 2037 2041 rBV 468142 435206 17.85% 2.974%

13 15.562 2286 2291 2296 rBV 241318 310917 12.76% 2.125%

14 17.268 2574 2581 2583 rBV4 20744 41668 1.71% 0.285%
Sum of corrected areas: 14631927
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123976.D

Acqg On : 18 May 2021 13:40
Operator : JU/CG

Sample : PB136493BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123976.D\data.ms
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Abundance TIC: BF123976.D\data.ms
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Abundance TIC: BF123976.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123976.D

Acqg On : 18 May 2021 13:40
Operator : JU/CG

Sample : PB136493BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.304 4.68 ng 88958 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 47
3 (R)-3-Pyrrolidinol 87 C4H9NO 002799-21-5 9
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
Abundance  Scan 37 (2.304 min): BF123976.D\data.ms (-26) (-) m/z 73.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051821\
Data File : BF123976.D

Acqg On : 18 May 2021 13:40
Operator : JU/CG

Sample : PB136493BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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 unknownl7.26 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.268 2.68 ng 41668 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20ON2 004733-39-5 43
2 Cholan-12-one, 3-hydroxy-, (3.al... 360 C24H4002 054411-58-4 9
3 Pentacyclo[18.4.1.1(2,7).1(8,13)... 360 C28H24 101077-60-5 5
4 2-Cyclohexylamino-3-methyl(pheny... 360 C23H24N202 134614-17-8 5
5 [.mu.-Fulvalene]bis(cyclopentadi... 360 C20H18V2 1000163-45-2 5
Abundance Scan 2581 (17.268 min): BF123976.D\data.ms (-2574) (- m/z 360.10 100.00%
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Abundance #190933: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl
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Abundance #190950: Pentacyclo[18.4.1.1(2,7).1(8,13).1(14,19)]octac
360.C 17 00 17 50
m/z 179.10  24.42%
5000
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51.0 ‘ “ H‘ 303.0
0l ’\ - - ‘\\‘ \‘\ il il “‘\ I h‘H‘H“‘ hh “\‘\u‘ w ‘\h Ay e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51821\
Data File : BF123976.D

Acqg On : 18 May 2021 13:40
Operator : JU/CG

Sample : PB136493BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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|
Butane, 2-metho... 2.304 4.7 ng 88958 1 6.904 380000 20.0
unknownl17.26 17.268 2.7 ng 41668 6 15.562 310917 20.0
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