LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91923\
Data File : BF135340.D

Acqg On : 19 Sep 2023 17:53
Operator : CG\JU

Sample : PB155405BL

Misc :

ALS Vvial : 13  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_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135340.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 9 15 22 rVB 58340 82513 2.01% ©0.312%
2 5.016 492 498 507 rBvV 90222 140285 3.42% 0.530%
3 5.398 558 563 566 rBV 3627491 3748682 91.42% 14.161%
4 6.404 728 734 753 rBV 3246028 3890203 94.87% 14.696%
5 6.757 790 794 797 rBV 927479 823308 20.08% 3.110%

6 7.322 884 890 893 rBV 2409858 2573672 62.77%  9.723%
7 8.034 1006 1011 1025 rBV 1220915 1109095 27.05%  4.190%
8 9.116 1189 1195 1198 rBV 4037334 4100394 100.00% 15.490%
9 9.792 1304 1310 1313 rBV 1296472 1182546 28.84% 4.467%
10 10.586 1440 1445 1462 rBV 2415314 2500250 60.98%  9.445%

11 11.280 1560 1563 1567 rBV 1284019 1240407 30.25% 4.686%
12 12.886 1830 1836 1839 rBV 3410268 3638772 88.74% 13.746%

13 13.939 2011 2015 2025 rBV 732193 704849 17.19%  2.663%
14 15.404 2259 2264 2283 rVB 501324 736180 17.95% 2.781%

Sum of corrected areas: 26471156
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 19 Sep 2023 17:53
¢ CG\JU
: PB155405BL

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091923\
BF135340.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91923\
Data File : BF135340.D

Acqg On : 19 Sep 2023 17:53
Operator : CG\JU

Sample : PB155405BL

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 Propane, 1,1-dimethoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.175 2.00 ng 82513 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 28
3 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 28
4 Methane, trimethoxy- 106 C4H1003 000149-73-5 28
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
Abundance  Scan 15 (2.175 min): BF135340.D\data.ms (-9) (-) m/z 75.00 100.00%

7:
45.0
5000

| 1030 2.202.302.402.502.60
e bl m/z 73.00  75.22%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5400: Propane, 1,1-dimethoxy-
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29.0

o

5000 450 L B L L R R
2.202.302.402.502.60
m/z 45.00 53.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5552: Aminoacetaldehyde dimethyl acetal
75.0
Ve
2.202.302.402.502.60
5000 m/z 41.85  38.66%
ol 130 u‘\ H‘ . ‘ 106.0
et e el T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17234: Acetic acid, dimethoxy-, methyl ester T A e
75.0 2.202.302.402.502.60

m/z 47.00 31.81%

5000
470
150 310
103.0
0 \‘ ‘ | 133.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91923\
Data File : BF135340.D

Acqg On : 19 Sep 2023 17:53
Operator : CG\JU

Sample : PB155405BL

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.016 3.41 ng 140285 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 498 (5.016 min): BF135340.D\data.ms (-492) (-) m/z 43.00 100.00%
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Jo1 1 SR £ U
83.0 ' 4.60 4.80 5.00 5.20 5.40
0l e+ m/z 59.00  52.88%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B B e e
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.10  16.17%
101.0
027.0111’11619i(1)183.0
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
Rmaas e ARARAREET
4.60 4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00  14.46%
29.0
101.0
O""‘“‘“"‘“‘MH‘HH\,HH,HH"HH‘HH“HH_
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- R e AR
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 7.71%
5000
41.0
20.0 101.0
Ol bl 739 880 |
m/z--> 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091923\
Data File : BF135340.D

Acqg On : 19 Sep 2023 17:53
Operator : CG\JU

Sample : PB155405BL

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Propane, 1,1-di... 2.175 2.0 ng 82513 1 6.757 823308 20.0
2-Pentanone, 4-... 5.016 3.4 ng 140285 1 6.757 823308 20.0
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