LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131836.D

Acqg On : 27 Dec 2022 14:45
Operator : CG\JU

Sample : PB149909BL

Misc :

ALS vial : 5 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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131836.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  2.116 3 5 11 rvB 78764 82031 2.18% 0.400%
2 5.051 499 504 514 rBV 212611 319127 8.47% 1.557%
3 5.451 567 572 575 rBV 2614797 2521219 66.90% 12.299%
4 6.469 739 745 748 rBV 2342641 2526539 67.04% 12.325%
5 6.834 803 807 810 rBV 620527 512839 13.61% 2.502%

.404 898 904 907 rBV 1675724 1675632 44.46% 8.174%
.122 1021 1026 1030 rBV 750426 657459 17.44%  3.207%
.204 1204 1210 1214 rBV 3084355 3194711 84.76% 15.584%
.886 1320 1326 1329 rBV 976283 791944 21.01%  3.863%
10 10.680 1456 1461 1464 rBV 2271231 2010903 53.35% 9.809%

11 11.380 1576 1580 1583 rBV 1075626 850675 22.57% 4.150%

12 12.786 1816 1819 1823 rBV 59744 52217 1.39% ©.255%
13 12.980 1846 1852 1855 rBV 3905820 3768913 100.00% 18.385%
14 13.498 1937 1940 1943 rVB 53216 39037 1.04% ©.190%

15 14.033 2027 2031 2034 rBV 970407 807308 21.42% 3.938%

16 15.515 2278 2283 2297 rVB 513096 689077 18.28%  3.361%

Sum of corrected areas: 20499631
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 27 Dec 2022 14:45
: CG\JU
: PB149909BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
BF131836.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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_F\Data\BF122722\
Data File : BF131836.D

Acq On : 27 Dec 2022 14:45
Operator : CG\JU

Sample : PB149909BL

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.116 3.20 ng 82031 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 25
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 25
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 5 (2.116 min): BF131836.D\data.ms (-3) (-) m/z 73.00 100.00%
3.0
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R RRARAsEzEsE
‘ 2.202.302.40 2.50
o N | P m/z 43.85  33.74%
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Abundance #5060: Butane, 2-methoxy-2-methyl-
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5000 T T TR T
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27.0 ‘ ‘
0\‘\”“1 \‘i‘\‘\ \‘1”’ T \“\‘\ T \:L\O‘l\.QW\’\\\\‘\\\\‘\\\\
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Abundance #4994: Pentane, 3-methoxy-
73.0
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Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- R RERRREREEEs
73.0 2.202.302.402.50
m/z 71.05 11.74%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131836.D

Acq On : 27 Dec 2022 14:45

Operator : CG\JU

Sample : PB149909BL

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

Relative to ISTD R.T.

5.051 12.45 ng 319127 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

3 2,3-Butanedione, monooxime
4 1-Propen-2-0l, acetate
5 Butane, 1-ethoxy-

101 C4H7NO2
100 C5H802
102 C6H140

000123-42-2 56
001116-98-9 23
000057-71-6 17
000108-22-5 10
000628-81-9 9

Abundance Scan 504 (5.051 min): BF131836.D\data.ms (-499) (-)

m/z 43.00 100.00%
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bl A m/z 59.18  63.55%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R RREEEE
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5000 41.0 ITI/Z 58.00 15.55%
126.0
bl L 12001459
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Abundance #4529: 2,3-Butanedione, monooxime R ERRREEESE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.74%
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NN NPT .. 1 - N | B S A Y
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131836.D

Acqg On : 27 Dec 2022 14:45
Operator : CG\JU

Sample : PB149909BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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|
Butane, 2-metho... 2.116 3.2 ng 82031 1 6.834 512839 20.0
2-Pentanone, 4-... 5.051 12.4 ng 319127 1 6.834 512839 20.0
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