LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135186.D

Acqg On : 12 Sep 2023 17:40
Operator : CG\JU

Sample : PB155443BL

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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135186.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 106 14 23 rVB 53862 69061 1.80% 0.282%
2 5.016 491 498 506 rBvV 72931 103048 2.68% 0.421%
3 5.399 558 563 566 rBV 2895452 3041072 79.18% 12.418%
4 6.404 729 734 737 rBV 2791039 3026773 78.81% 12.360%
5 6.763 791 795 798 rBV 1000150 833853 21.71%  3.405%

6 7.328 885 891 894 rBV 1995887 1978732 51.52%  8.080%
7 8.040 1007 1012 1016 rBV 1279242 1094171 28.49%  4.468%
8 9.122 1190 1196 1199 rBV 3638799 3461838 90.13% 14.136%
9 9.798 1305 1311 1314 rBV 1480884 1250803 32.57% 5.108%
10 10.592 1440 1446 1449 rBV 2353904 2307101 60.07% 9.421%

11 11.292 1560 1565 1568 rBV 1530192 1382121 35.99% 5.644%
12 12.892 1831 1837 1840 rBV 3746009 3840800 100.00% 15.684%

13 13.945 2011 2016 2019 rBV 1242944 1155274 30.08% 4.717%
14 15.404 2259 2264 2281 rBV 699947 944630 24.59%  3.857%

Sum of corrected areas: 24489277
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135186.D

Acqg On : 12 Sep 2023 17:40
Operator : CG\JU

Sample : PB155443BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135186.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135186.D

Acqg On : 12 Sep 2023 17:40
Operator : CG\JU

Sample : PB155443BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown5.016 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.016 2.47 ng 103048 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

5 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9
Abundance Scan 498 (5.016 min): BF135186.D\data.ms (-491) (-) m/z 43.00 100.00%

43.0
59.1
5000

A

101.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

‘ 83.0 4.60 4.80 5.00 5.20 5.40
bl bt oo e m/z 59.1@  53.41%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 59.0 e
) 4.60 4.80 5.00 5.20 5.40
m/z 101.00 17.08%
6 T gao 1010
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
R ARRaRRRT
4.60 4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 14.79%
29.0 101.0
15.0
NS M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9492: 2-Hexanol, 2-methyl- e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.89%
5000
ato 30 101.0
o180 LTl UL me®e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20 5.40

8270-BF091123.M Wed Sep 13 ©5:29:40 2023 Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135186.D

Acqg On : 12 Sep 2023 17:40
Operator : CG\JU

Sample : PB155443BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|

unknown5.016 5.016 2.5 ng 103048 1 6.763 833853 20.0
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