LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081023\
Data File : BM@41357.D

Acqg On : 10 Aug 2023 11:10
Operator : MA/JU

Sample : PB154720BL

Misc

ALS vial : 5 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 M\Methods\8270-BM@72823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41357.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.893 285 290 308 rVB 1481800 2078555 13.99%  3.980%
2 5.357 363 369 383 rBV 2329814 3415149 22.99% 6.539%
3 6.963 635 642 664 rBV 1997412 3365741 22.66% 6.444%
4 7.781 774 781 791 rBV 610215 991905 6.68% 1.899%
5 8.957 971 981 1001 rBV 1909929 3246639 21.85% 6.216%

6 10.586 1250 1258 1270 rBV 734239 1316793 8.86%
7 13.063 1672 1679 1702 rBV 5535685 8122333 54.68% 1
8 14.445 1907 1914 1930 rBV 1199356 1907222 12.84%
9 15.951 2163 2170 2199 rBV 2805623 4765368 32.08%
0 17.210 2377 2384 2399 rBV 1540183 2482567 16.71%
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11 19.851 2827 2833 2846 rBV 11553206 14855503 100.00% 28.443%
12 21.415 3094 3099 3110 rBV 1976764 2920767 19.66% 5.592%
13 23.786 3496 3502 3518 rVB 1270044 2760921 18.59% 5.286%

Sum of corrected areas: 52229463
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 10 Aug 2023 11:10
: MA/JU
: PB154720BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
BMO41357.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

0

TIC: BM041357.D\data.ms

5.357 6.963 6057

4.893
7.781 10.586

Time-->

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

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BM041357.D\data.ms
19.851

13.063

15.951

17.210

14.445

0

Time--> 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

le+07

8000000

6000000

4000000

2000000

o

Time-->

TIC: BM041357.D\data.ms

21.415
23.786

21.00 2150 22.00 2250 23.00 2350 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_M\Data\BM@81023\
Data File : BM@41357.D

Acq On : 10 Aug 2023 11:10
Operator : MA/JU

Sample : PB154720BL

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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.
4.893 41.91 ng 2078560 1,4-Dichlorobenzene-d4 7.781

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 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 290 (4.893 min): BM041357.D\data.ms (-285) (-) m/z 43.00 100.00%
43.0
5000
101.0 SN |
‘ 4.60 4.80 5.00 5.20
2849 2210 28LU /0 5895 61.21%
miz--> 50 100 150 200 250
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B B B L
4.60 4.80 5.00 5.20
m/z 101.00 23.16%
101.0
ul il
T T T T ’ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #4529: 2,3-Butanedione, monooxime
43.0
A
4.60 4.80 5.00 5.20
5000 m/z 57.95 14.95%
101.0
130, L L
m/z--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester BEEREEEE LRSS ‘ ‘
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.36%
5000
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081023\
Data File : BM@41357.D

Acqg On : 10 Aug 2023 11:10
Operator : MA/JU

Sample : PB154720BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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-... 4.893 41.9 ng 2078560 1 7.781 991905 20.0
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