LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©22823\
Data File : BP@13893.D

Acq On : 28 Feb 2023 17:09
Operator : CG/JU

Sample : PB151104BL

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 P\Methods\8270E-BP021623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@13893.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.170 330 337 347 rBV 1864889 2609425 26.13% 5.293%
2 5.640 406 417 432 rBV 3364472 5049702 50.56% 10.243%
3 6.264 516 523 531 rBV 68312 102640 1.03% ©0.208%
4 7.252 682 691 707 rBV 3160715 5120436 51.27% 10.387%
5 8.099 828 835 845 rBV 571469 921194 9.22% 1.869%

6 9.275 1024 1035 1049 rBV 1907356 3202766 32.07% 6.497%
7 10.922 1307 1315 1323 rBV 720341 1204460 12.06%  2.443%
8 13.363 1721 1730 1746 rBV 5124794 7711307 77.21% 15.642%
9 14.734 1956 1963 1985 rBV 1058703 1650146 16.52%  3.347%
10 16.228 2209 2217 2240 rBV 4032046 6331350 63.39% 12.843%

11 17.486 2425 2431 2445 rBV 1330757 1926773 19.29% 3.908%
12 20.022 2856 2862 2876 rBV 7840206 9987474 100.00% 20.260%

13 21.569 3119 3125 3134 rBV 1213354 1797900 18.00% 3.647%
14 24.116 3552 3558 3568 rVB2 795448 1681655 16.84% 3.411%

Sum of corrected areas: 49297228
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 28 Feb 2023 17:09
: CG/JU
: PB151104BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022823\
BP013893.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP013893.D\data.ms

5.640 7.252

5.170 9.275

8.099 10.922
6.264

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP013893.D\data.ms
20.p22

13.363

16.228

17.486
14.734

0

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP013893.D\data.ms

21.569
24.116

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©22823\
Data File : BP@13893.D

Acq On : 28 Feb 2023 17:09
Operator : CG/JU

Sample : PB151104BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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.
5.176  56.65 ng 2609430 1,4-Dichlorobenzene-d4 8.099

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 337 (5.170 min): BP013893.D\data.ms (-330) (-) m/z 43.00 100.00%
5000
101.1
T
‘ ‘ 4.80 5.00 5.20 5.40
ol 299122112809 357.0419.1482.154L3 /7 59.05  65.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L LA L BN B

4.80 5.00 5.20 5.40
m/z 101.05 26.83%

101.0
O‘\\"f“\"\\\l\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime
43.0
RRREEE RARRAEREE
4.80 5.00 5.20 5.40
5000 m/z 57.95 15.73%
101.0
Ol e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e R mn e o
59.0 4.80 5.00 5.20 5.40

m/z 41.05 9.64%

5000

126.0
T R e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©22823\
Data File : BP@13893.D

Acq On : 28 Feb 2023 17:09
Operator : CG/JU

Sample : PB151104BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
6.264 2.23 ng 102640 1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 64
2 3-Hexanol, acetate 144 C8H1602 040780-64-1 32
3 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 28
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10

Abundance Scan 523 (6.264 min): BP013893.D\data.ms (-516) (-) m/z 73.05 100.00%

73.0

5000
N ARARARRNREEES RS
‘ 6.00 6.20 6.40 6.60
0l kil [146.02000267.9327.0  429.1488.0549. ./, 43.60 76.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15498: 2-Pentanone, 4-methoxy-4-methy!-
43.0
5000 LB L L B B B B
6.00 6.20 6.40 6.60
m/z 115.05 12.35%
115.0
O‘\‘\\‘TJJ“\\\‘\{\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #24070: 3-Hexanol, acetate
43.0
6.00 6.20 6.40 6.60
5000 ITI/Z 41.00 10.06%
115.0
0l e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9027: N-.alpha.-Acetylglycinamide  RREmE TR
73.0 6.00 6.20 6.40 6.60
m/z 39.00 7.02%
5000
15.\
L SR S RS Dot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©022823\
Data File : BP@13893.D

Acqg On : 28 Feb 2023 17:09
Operator : CG/JU

Sample : PB151104BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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-... 5.170 56.6 ng 2609430 1 8.099 921194 20.0
2-Pentanone, 4-... 6.264 2.2 ng 102640 1 8.099 921194 20.0
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