Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

If leading
Peak separa

Method
Title

Signal

peak R.T. f
# min

6 10.798
7 13.245
8 14.610
9 16.092
106 17.351

11 19.962
12 20.727
13 21.515
14 23.938

8270-BM092722

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92822\
BM@36792.D

: 28 Sep 2022 10:38
: CG/JU
. PB147926BL

: 3  Sample Multiplier: 1

Parameters: rteint.p
RTE
ON Filtering: 5
: 1 Min Area: 3 % of largest Peak
0.2 Max Peaks: 100
0 Peak Location: TOP

or trailing edge < 100 prefer < Baseline drop else tangent >
tion: 5

: Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@92722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: TIC: BM@36792.D\data.ms

irst max last PK peak corr. corr. % of

scan scan scan TY height area % max. total

333 339 349 rBV 559921 764715 4.43%  0.798%
410 418 432 rBV 8536695 12314647 71.42% 12.846%
683 691 708 rBV 8235625 12648816 73.35% 13.195%
825 833 846 rBV 1482280 2275413 13.20% 2.374%
1021 1032 1044 rBV 4543857 7421906 43.04% 7.742%

1303 1311 1324 rBV 1806254 3095276 17.95%  3.229%
1720 1727 1738 rBV 11387707 15985074 92.70% 16.675%
1953 1959 1972 rBV 2622620 3729230 21.63%  3.890%
2204 2211 2226 rBV 7428914 10278546 59.61% 10.722%
2418 2425 2433 rBV 2915283 4038707 23.42% 4.213%

2863 2869 2880 rBV 14868614 17243482 100.00% 17.988%
2995 2999 3003 rVB 279184 323200 1.87% ©.337%

3128 3133 3140 rBV 2560678 3248071 18.84% 3.388%
3539 3545 3557 rVB2 1259708 2495325 14.47% 2.603%

Sum of corrected areas: 95862408
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

: 28 Sep 2022 10:38
: CG/JU
: PB147926BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92822\
BM@36792.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@92722.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@92822\
Data File : BM@36792.D

Acq On : 28 Sep 2022 10:38
Operator : CG/JU

Sample : PB147926BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@92722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.081 6.72 ng 764715 1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Acetone 58 C3H60 000067-64-1 10
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 339 (5.081 min): BM036792.D\data.ms (-333) (-) m/z 43.00 100.00%

43.0
5000

101.0 L B
‘ 4.80 5.00 5.20 5.40
Ll

ol ) 1468 2088 2804/, 58.95  55.26%
miz--> 0 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B L L LR
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m/z 101.00 20.41%
‘ 101.0
Olgl(\)”‘\‘\““‘\\\‘\“\\\\‘\\\\‘\\\\’\\\\
miz--> 0 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R A REAS
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5000 ITI z 58.00 17.28%
\H L] 126.0
-
miz-> 0 50 100 150 200 250
Abundance #237: Acetone R ABARARAREE
43.0 4.80 5.00 5.20 5.40

m/z 40.95 8.32%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM092822\
Data File : BM@36792.D

Acqg On : 28 Sep 2022 10:38
Operator : CG/JU

Sample : PB147926BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@92722.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-... 5.081 6.7 ng 764715 1 7.987 2275410 20.0
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