LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082824\
Data File : BG@62591.D

Acqg On : 28 Aug 2024 11:41
Operator : MA/JU

Sample : PB163031BL

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_ G\Methods\8270-BG082724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@62591.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.050 295 300 308 rVB 93135 141147 1.97% 0.508%
2 5.514 372 379 390 rBV 1509624 2353283 32.86% 8.462%
3 7.101 640 649 660 rBV 1485989 2453478 34.26% 8.822%
4 7.929 783 790 799 rVB 281009 469917 6.56% 1.690%
5 9.087 979 987 997 rBV 764749 1304568 18.22% 4.691%

6 10.726 1258 1266 1275 rBV 378081 672079 9.39%  2.417%
7 13.182 1674 1684 1693 rBV 2321795 3684578 51.46% 13.249%
8 14.557 1910 1918 1931 rBV 673051 1060427 14.81%  3.813%
9 16.043 2164 2171 2187 rBV 1862688 2784890 38.89% 10.014%
10 17.301 2377 2385 2395 rBV 937392 1426632 19.92% 5.130%

11 19.921 2824 2831 2843 rBV 5187059 7160623 100.00% 25.
12 21.543 3101 3107 3119 rBV2 1082403 1765226 24.65%
13 23.758 3480 3484 3494 rVB2 51357 97810 1.37%
14 24.627 3622 3632 3650 rVB 648691 1957538 27.34%
15 25.732 3813 3820 3830 rVB3 60551 178300  2.49%
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16 27.013 4032 4038 4050 rVB5 54068 173470  2.42%
17 28.570 4296 4303 4315 rVB7 36212 127049 1.77% ©.457%
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Sum of corrected areas: 27811015
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Aug 2024 11:41
: MA/JU
: PB163031BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082824\
BG062591.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082724.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BG062591.D\data.ms

5.514 7.101

9.087

10.726
7.929
5.050

Time-->

350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BG062591.D\data.ms
19.p21

.182

16.043

21.54
17.301 P43

14.557

L L L L L L L B B L L B B R

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BG062591.D\data.ms

24.627

23.758 25.732 27.013 28.570

0=
Time--> 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG082724.M Thu Aug 29 06:31:32 2024 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082824\
Data File : BG@62591.D

Acqg On : 28 Aug 2024 11:41
Operator : MA/JU

Sample : PB163031BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082724 .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.
5.050 6.01 ng 141147 1,4-Dichlorobenzene-d4 7.929

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 86
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetone 58 C3H60 000067-64-1 9
5 5-Oxohexanenitrile 111 C6HSONO 010412-98-3 9

Abundance Scan 300 (5.050 min): BG062591.D\data.ms (-295) (-) m/z 43.05 100.00%

3.0
5000
R
‘ 1011 4.80 5.00 5.20 5.40
Ot L2068, 5965 35.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L L I LN R
4.80 5.00 5.20 5.40
m/z 58.10 19.81%
101.0
O\\\\‘\m‘\\“”i\\}‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
T T T
4.80 5.00 5.20 5.40
5000 m/z 101.10 11.80%
‘ 101.0
Y R .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime R REmE
43.0 4.80 5.00 5.20 5.40
m/z 41.05 5.95%
5000
101.0
o120 169.0
— s
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082824\
Data File : BG@62591.D

Acqg On : 28 Aug 2024 11:41
Operator : MA/JU

Sample : PB163031BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082724.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-... 5.050 6.9 ng 141147 1 7.929 469917 20.0
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