LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44735.D

Acqg On : 22 Mar 2024 15:24
Operator : MA/JU

Sample : PB159652BL

Misc :

ALS vial : 6 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-BM031324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@44735.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.869 297 303 316 rBV 1704472 2518438 29.17% 5.591%
2 5.310 371 378 390 rBV 2876340 4303769 49.85% 9.554%
3 5.634 425 433 438 rBV 118285 204923  2.37%  0.455%
4 6.351 548 555 566 rBV 181346 319505 3.70% 0.709%
5 6.869 636 643 659 rBV 2580696 4244906 49.17% 9.424%

.687 775 782 790 rBV 782358 1239316 14.36% 2
.963 823 829 832 rw2 54596 90065 1.04% ©
.004 832 836 844 rVB 165679 276253 3.20% ©.613%
.851 971 980 993 rBV 2361093 4024977 46.62% 8
10 10.463 1246 1254 1265 rBV 913385 1560117 18.07% 3

11 12.945 1669 1676 1696 rBV 4991336 7543048 87.37% 16.745%
12 14.327 1904 1911 1921 rBV 1103541 1697952 19.67%
13 15.827 2159 2166 2180 rBV 2076997 3019323 34.97%
14 17.086 2373 2380 2394 rBV 1190686 1757042 20.35%
15 17.992 2529 2534 2545 rBV2 54950 107227 1.24%
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16 19.733 2823 2830 2841 rBV 6516990 8633281 100.00% 19.166%
17 21.286 3089 3094 3101 rBV 1317220 1705784 19.76%
18 23.527 3468 3475 3488 rVB 920968 1799673 20.85%  3.995%
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Sum of corrected areas: 45045599
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44735.D

Acqg On : 22 Mar 2024 15:24
Operator : MA/JU

Sample : PB159652BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM044735.D\data.ms
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Abundance TIC: BM044735.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44735.D

Acqg On : 22 Mar 2024 15:24
Operator : MA/JU

Sample : PB159652BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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.
4.869 40.64 ng 2518440 1,4-Dichlorobenzene-d4 7.687

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 N,N'-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9

Abundance Scan 303 (4.869 min): BM044735.D\data.ms (-297) (-) m/z 43.00 100.00%
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Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU L B I B B L
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101.0 m/z 101.00 19.77%
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m/z--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
 EEARaREEE SR
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5000 m/z 57.95 14.48%
\ ‘ 12\6.0
— T
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Abundance #4528 2,3-Butanedione, monooxime T ‘ "
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m/z 41.00 8.68%
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m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44735.D

Acqg On : 22 Mar 2024 15:24
Operator : MA/JU

Sample : PB159652BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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-Cyclohexen-1-o0l Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.634 3.31 ng 204923 1,4-Dichlorobenzene-d4 7.687

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 94
2 2-Methylene cyclopentanol 98 C6H100 020461-31-8 87
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 43
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 37
5 2,6-Cyclooctadien-1-0l 124 C8H120 010017-18-2 32
Abundance Scan 433 (5.634 min): BM044735.D\data.ms (-425) (-) m/z 70.00 100.00%
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Abundance #3579: 2-Cyclohexen-1-0
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m/z--> 100 150 200 250

Abundance #3634 2-Methylene cyclopentanol

70.0

5.40 5.60 5.80 6.00

5000 M m/z 55.08  33.47%

\ “‘Hl 0 0

Ll
1 — —
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Abundance #3805: Cyclopentane, 1,3-dimethyl-  ARmamEERaE e S
70.0 5.40 5.60 5.80 6.00
m/z 97.00 33.21%
5000 330
m/z--> 50 100 150 200 250 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44735.D

Acqg On : 22 Mar 2024 15:24

Operator : MA/JU

Sample : PB159652BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.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 3 2-Cyclohexen-1-one Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.351 5.16 ng 319505 1,4-Dichlorobenzene-d4 7.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91
2 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 53
3 2H-Pyran-2-one, 5,6-dihydro- 98 C5H602 003393-45-1 53
4 5,6-Dihydro-2(1H)-pyridinone 97 C5H7NO 006052-73-9 42
5 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 36

Abundance Scan 555 (6.351 min): BM044735.D\data.ms (-548) (-) m/z 68.00 100.00%

68.0
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39.0 96.0

h‘ 1509 2210 2800 6.00 6.20 6.40 6.60

: 1. K 3
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miz--> 20 40 60 80 100120140160 180200220240 260280 J\W

Abundance #3152: 2-Cyclohexen-1-one
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Abundance #6536: 7-Oxabicyclo[2.2.1]hept-5-en-2-one
68.0

6.00 6.20 6.40 6.60
5000 m/z 39.95 17.51%

39.0
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #3502: 2H-Pyran-2-one, 5,6-dihydro- e Raaaanaas
68.0 6.00 6.20 6.40 6.60
m/z 42.00 10.20%
5000 39.0
98.0
SaS A eaa
m/z--> 20 40 60 80 100120140160180200220240260280 6.00 6.20 6.40 6.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
BM@44735.D

: 22 Mar 2024 15:24
: MA/JU
: PB159652BL

. 6

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 2-Chlorocyclohexanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8004 446ng 276253 1,4-Dichlorobenzene-dd  7.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 ceM11Cl0 001561-86-6 93
2 Cyclohexanol, 2-chloro-, trans- 134 C6H11C10 006628-80-4 28

1000309-37-2 14
004026-20-4 10

3 Oxalic acid, isobutyl heptyl ester 244 C13H2404
4 Butanoic acid, 2-hydroxy-3,3-dim... 132 C6H1203

5 (S)-(+)-3-Hydroxytetrahydrofuran 88 (C4H802 086087-23-2 10
Abundance Scan 836 (8.004 min): BM044735.D\data.ms (-832) (-) m/z 57.00 100.00%
57.0
5000
8.0 7.60 7.80 8.00 8.20 8.40
‘ 134.0 : : - . :
_Hw‘i”luu‘”‘Mim!wHumu_H‘_H“1‘9?"9””“_”‘235:5‘ m/z 80.00  26.64%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #17288: 2-Chlorocyclohexano
57.0
5000 (LN UL RN R R
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TSO m/z 81.00 19.66%
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Abundance #17295: Cyclohexanol, 2-chloro-, trans-
57.0
PR T
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.60  18.87%
134.0
28.0 8.0 ‘
B TN I
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #127949: Oxalic acid, isobutyl heptyl ester A AARESEaa
57.0 7.60 7.80 8.00 8.20 8.40
m/z 44.00 16.98%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.60 7.80 8.00 8.20 8.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32324\
Data File : BM@44735.D

Acqg On : 22 Mar 2024 15:24
Operator : MA/JU

Sample : PB159652BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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-... 4.869 40.6 ng 2518440 1 7.687 1239320 20.0
2-Cyclohexen-1-0l 5.634 3.3 ng 204923 1 7.687 1239320 20.0
2-Cyclohexen-1-one  6.351 5.2 ng 319505 1  7.687 1239320 20.0
2-Chlorocyclohe... 8.004 4.5 ng 276253 1 7.687 1239320 20.0
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