Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91824\

Data File : BM@47554.D

Acqg On : 18 Sep 2024 09:48

Operator : RC/JU

Sample : PB163138BL

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

LSC Area Percent Report

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM091424 .M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47554.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 4.957 313 318 327 rVB 401835 569058 2.89% 0.600%
2 5.422 390 397 407 rBV 8510035 11754589 59.63% 12.396%
3 7.010 659 667 684 rBV 7956793 12104433 61.40% 12.765%
4 7.845 802 809 818 rBV 1565654 2395041 12.15% 2.526%
5 8.998 996 1005 1015 rBV 4530110 7149003 36.27% 7.539%
6 10.639 1277 1284 1297 rVB 1913244 3197522 16.22% 3.372%
7 13.104 1695 1703 1720 rBV 11050912 15082304 76.51% 15.905%
8 14.474 1929 1936 1949 rBV 2739353 3762952 19.09% 3.968%
9 15.957 2181 2188 2212 rBV 7203746 9342681 47.39% 9.852%
10 17.209 2395 2401 2412 rBV 2995097 4004781 20.32% 4.223%
11 19.827 2840 2846 2856 rBV 17192354 19713194 100.00% 20.789%
12 21.433 3113 3119 3126 rBV 2244142 3157476 16.02% 3.330%
13 24.456 3625 3633 3646 rBV 1060509 2594175 13.16% 2.736%

Sum of corrected areas: 94827209
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Sep 2024 09:48
: RC/JU
: PB163138BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91824\
BM@47554.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM091424 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BM047554.D\data.ms
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TIC: BM047554.D\data.ms

24.456

23.00 23.50 24.00 24.50 25.00 25.50 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
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@91824\

BMO47554.D
: 18 Sep 2024 09:48
: RC/JU
: PB163138BL
: 3  Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM091424 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.957 4.75 ng 569058 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 318 (4.957 min): BM047554.D\data.ms (-313) (-) m/z 43.10 100.00%
3.1
5000
T
‘ 1011 4.60 4.80 5.00 5.20
Ol 780 2070 7 59.65  37.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI L A BN I
4.60 4.80 5.00 5.20
101.0 m/z 58.05 18.46%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
PR T
4.60 4.80 5.00 5.20
5000 m/z 101.10 12.14%
101.0
2 |
0"ﬂ"MuhwHuw‘u“H“‘H“_“‘_“W“‘W“H“‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime R E A RARRE
43.0 4.60 4.80 5.00 5.20
m/z 41.10 6.91%
5000
101.0
o 20 169.0
— s ST T
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BM@91824\
Data File : BM@47554.D

Acqg On : 18 Sep 2024 09:48
Operator : RC/JU

Sample : PB163138BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@91424.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-... 4.957 4.8 ng 569058 1  7.845 2395040 20.0
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