LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32318.D

Acqg On : 04 Oct 2021 10:28
Operator : CG/JU

Sample : PB139114BL

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

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-BM100221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@32318.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.713 314 319 327 rBV 315825 425014  2.59% 0.545%
2 5.213 397 404 417 rBV 6217763 8843229 53.89% 11.342%
3 6.831 671 679 691 rBV 5441332 8962568 54.62% 11.495%
4 7.637 808 816 823 rBV 1020093 1513164 9.22% 1.941%
5 8.795 1005 1013 1022 rBV 3682918 5760708 35.11% 7.388%

6 10.430 1282 1291 1301 rBV 1320238 2080188 12.68% 2.668%
7 12.907 1704 1712 1718 rBV 8173396 12498746 76.17% 16.030%
8 14.283 1940 1946 1953 rBV 1977974 2670076 16.27% 3.424%
9 15.771 2192 2199 2214 rBV 6288053 9071423 55.28% 11.634%
10 17.012 2403 2410 2421 rBV 2356882 3213138 19.58% 4.121%

11 19.630 2849 2855 2860 rBV 11904012 16408991 100.00% 21.045%
12 20.383 2979 2983 2987 rBV 215173 247086 1.51% 0.317%

13 21.171 3113 3117 3124 rBV 2627162 3286854 20.03% 4.216%
14 23.330 3478 3484 3494 rBV 1751625 2989392 18.22%  3.834%

Sum of corrected areas: 77970577
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Oct 2021 10:28
: CG/IU
: PB139114BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
BM032318.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32318.D

Acqg On : 04 Oct 2021 10:28
Operator : CG/JU

Sample : PB139114BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.713 5.62 ng 425014  1,4-Dichlorobenzene-d4 7.637

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 319 (4.713 min): BM032318.D\data.ms (-314) (-) m/z 43.05 100.00%

5000
1011 R RN EEE S
‘ ‘ 4.40 4.60 4.80 5.00
ob bl 1469 2071 2811 3400 /7 59.10  63.03%
miz--> 50 100 150 200 250 300
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I L R
4.40 4.60 4.80 5.00
m/z 101.10 23.22%
101.0
0\‘“\“\“‘“\\\‘\“\\\\‘\\\\’\\\\‘\\\\’\\\\‘
miz-> 50 100 150 200 250 300
Abundance  #165726: Succinic acid, heptyl 2-methoxyethyl ester
59.0
e aARREEES R
4.40 4.60 4.80 5.00
5000 101.0 m/z 58.10 18.61%
159.0
A
ol bl d o I
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R R
59.0 4.40 4.60 4.80 5.00
m/z 41.05 8.27%
5000
m/z--> 50 100 150 200 250 300 4.40 4.60 4.80 5.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32318.D

Acqg On : 04 Oct 2021 10:28
Operator : CG/JU

Sample : PB139114BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.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-... 4.713 5.6 ng 425014 1  7.637 1513160 20.0
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