LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013023\
Data File : BGO56468.D

Acqg On : 30 Jan 2023 10:45
Operator : CG/JU

Sample : PB150196BL

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_ G\Methods\8270-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56468.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.314 339 345 354 rBV 111498 176282 4.78% 1.474%
2 5.796 420 427 444 rBB 480108 786866 21.32% 6.580%
3 7.423 696 704 718 rBV 479320 834943 22.62% 6.982%
4 8.275 842 849 859 rBB 98813 161579 4.38% 1.351%
5 9.456 1042 1050 1058 rBV 271286 496862 13.46%  4.155%

6 11.113 1324 1332 1340 rBV 129610 232199 6.29% 1
7 13.522 1735 1742 1751 rBV 1145438 1749184 47.38% 14.
8 14.897 1969 1976 1984 rBB 273531 409358 11.09%  3.423%
9 16.378 2222 2228 2245 rBV 831790 1276189 34.57% 10.
@ 17.635 2435 2442 2452 rBV 424167 609520 16.51% 5

11 20.214 2874 2881 2886 rBV 2808866 3691524 100.00% 30.868%
12 21.924 3165 3172 3179 rBV 450889 762933 20.67% 6.380%
13 25.344 3743 3754 3768 rVB 265494 771480 20.90% 6.451%

Sum of corrected areas: 11958919
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 30 Jan 2023 10:45
: CG/JU
: PB150196BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013023\
BGO56468.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BG056468.D\data.ms

5.796 7.423

9.456
5.314 8.275 11.113

Time-->
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Time-->

TIC: BG056468.D\data.ms
20.p14

13.522
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TIC: BG056468.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013023\
Data File : BGO56468.D

Acq On : 30 Jan 2023 10:45
Operator : CG/JU

Sample : PB150196BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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.
5.314 21.82 ng 176282  1,4-Dichlorobenzene-d4 8.275

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Butanoic acid, 4-iodo-, methyl e... 228 C5H9I02 014273-85-9 40
3 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 39
4 4-Ethyl-3-octanol 158 C10H220 019781-26-1 38
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 35
Abundance Scan 345 (5.314 min): BG056468.D\data.ms (-339) (-) m/z 59.00 100.00%
59.0
101.0
5000
R AAREEmaRE T
5.00 5.20 5.40 5.60

bbbl b e 200 m/z 43.00  83.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 UL L B L I BB
5.00 5.20 5.40 5.60
m/z 101.00 67.57%
101.0
O\‘\w‘\\“hf‘\\‘}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109599: Butanoic acid, 4-iodo-, methyl ester
59.0
R AAREEmEREEE
101.0 5.00 5.20 5.40 5.60
5000 m/z 58.00 20.30%
197.0
A L R o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\
Abundance #36862: Propane, 1,1-dipropoxy- R RREEmEE T
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.88%
5000 101.0
31.0
131.0
0 S SN2 A0 SNNBMSNEN A WM.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.00 5.20 5.40 5.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG013023\
Data File : BGO56468.D

Acqg On : 30 Jan 2023 10:45
Operator : CG/JU

Sample : PB150196BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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-... 5.314 21.8 ng 176282 1  8.275 161579 20.0
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