LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135852.D

Acqg On : 18 Oct 2023 17:40

Operator : CG\JU

Sample : 04793-03

Misc : SP-303-20231005

ALS Vvial : 16 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF135852.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.957 485 488 504 rBV 79110 115382 4.24% 0.842%
2 5.375 556 559 582 rBvV 750254 1076524 39.52% 7.853%
3 6.392 730 732 755 rBV 381809 650640 23.89% 4.746%
4 6.740 787 791 800 rBV 480848 478091 17.55% 3.488%
5 7.310 884 888 902 rBV 1760421 1648170 60.51% 12.023%
6 8.016 1005 1008 1029 rBV 693175 637897 23.42% 4.653%
7 9.098 1188 1192 1195 rBV 3061116 2723694 100.00% 19.869%
8 9.775 1303 1307 1318 rBV 814265 686529 25.21% 5.008%
9 10.575 1439 1443 1458 rBV 1580799 1565623 57.48% 11.421%
10 11.269 1558 1561 1581 rBV 750732 730156 26.81% 5.326%

11 12.869 1828 1833 1836 rBV 2714613 2543821 93.40% 18.557%
12 13.939 2011 2015 2027 rVB 434302 450824 16.55% 3.289%
13 15.415 2261 2266 2278 rBV 261180 400776 14.71%  2.924%

Sum of corrected areas: 13708127
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135852.D

Acqg On : 18 Oct 2023 17:40

Operator : CG\JU

Sample : 04793-03

Misc : SP-303-20231005

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135852.D\data.ms
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Abundance TIC: BF135852.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\

Data File : BF135852.D

Acqg On : 18 Oct 2023 17:40

Operator : CG\JU

Sample : 04793-03

Misc . SP-303-20231005

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: 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.
4.957 4.83 ng 115382 1,4-Dichlorobenzene-d4 6.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
Abundance Scan 488 (4.957 min): BF135852.D\data.ms (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000 J&
N AR EaE
| 650 101.1 4.60 4.80 5.00 5.20
Ol bl e e e M/Z 59.00 52.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \‘\\\\‘\\\\’\\\\‘\\\\‘\
59.0 4.60 4.80 5.00 5.20
m/z 101.10 14.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
Pl Ty
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.74%
410 101.0
o 150 270 ' 71.0 830
T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- A M
59.0 4.60 4.80 5.00 5.20
m/z 41.05 7.74%
5000 41.0
29.
87.0
0. 150 ‘ N H“ 70.0 980
“_“w‘u‘_“W‘H‘_“w‘H‘_“W‘H‘_“W‘H‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20

8270-BF101323.M Thu Oct 19 ©2:25:11 2023

Page:

3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135852.D

Acqg On : 18 Oct 2023 17:40

Operator : CG\JU

Sample : 04793-03

Misc : SP-303-20231005

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 115382 1 6.739 478091 20.0
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