LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123254.D

Acqg On : 22 Feb 2021 12:03
Operator : JU/CG

Sample : PB134747BL

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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123254.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.116 511 515 524 rBV 87400 137790 1.87% 0.328%
2 5.498 574 580 583 rBV 5191669 5793861 78.64% 13.806%
3 6.498 743 750 753 rBV 4756874 5815596 78.94% 13.857%
4 6.857 807 811 814 rBV 1172464 960841 13.04%  2.290%
5 7.422 901 907 910 rBV 3340514 3861063 52.41% 9.200%

.139 1024 1029 1032 rBV 1412209 1277140 17.34%  3.043%
.222 1206 1213 1216 rBV 6008153 6390037 86.74% 15.226%
.898 1323 1328 1331 rBV 1616629 1438519 19.53%  3.428%
10.692 1457 1463 1480 rBV 3709147 4264874 57.89% 10.162%
10 11.392 1576 1582 1585 rBV 1575215 1529823 20.77%  3.645%

O O 0

11 11.916 1667 1671 1681 rBV 50808 107231 1.46% ©.256%
12 12.992 1846 1854 1857 rBV 6674768 7367302 100.00% 17.555%

13 14.039 2026 2032 2035 rBV 1690881 1451812 19.71% 3.459%

14 15.515 2277 2283 2287 rBV 1068194 1390239 18.87% 3.313%

15 15.980 2357 2362 2368 rvVB2 60239 93072 1.26% 0.222%

16 16.492 2444 2449 2456 rVB2 55221 88045 1.20% 0.210%
Sum of corrected areas: 41967245
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Feb 2021 12:03

: PB134747BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
BF123254.D

Ju/CaG

: 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123254.D

Acq On : 22 Feb 2021 12:03
Operator : JU/CG

Sample : PB134747BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.116 2.87 ng 137790 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 515 (5.116 min): BF123254.D\data.ms (-511) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.1 S AL PV
‘ 83.0 4.80 5.00 5.20 5.40
Ol bl 220l m/z 59.00  54.24%
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
R RRR R
57.0 4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 14.59%
20.0 101.0
O o bl T30, 850 |
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Abundance #4030: 2,3-Butanedione, monooxime e EAREmEESS ST,
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.53%
5000
101.0
58.0
o180 mo | 0400 eeo |y L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF022221\
Data File : BF123254.D

Acqg On : 22 Feb 2021 12:03
Operator : JU/CG

Sample : PB134747BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.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|

2-Pentanone, 4-... 5.116 2.9 ng 13779 1 6.857 960841 20.0
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