LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102122\
Data File : BG@55231.D

Acqg On : 21 Oct 2022 11:35
Operator : CG/JU

Sample : PB148458BL

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-BG101922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55231.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.327 339 347 356 rVB 91460 136742 4.40% 1.084%
2 5.809 422 429 441 rBV 764643 1202571 38.69% 9.529%
3 7.430 696 705 720 rBV 722203 1281463 41.23% 10.155%
4 8.288 844 851 858 rVB 125530 206870 6.66% 1.639%
5 9.458 1041 1050 1062 rBV 427153 778910 25.06% 6.172%

6 11.120 1325 1333 1342 rBV 174219 314998 10.13%  2.496%
7 13.529 1736 1743 1752 rBV 1190717 1845139 59.36% 14.621%
8 14.898 1969 1976 1991 rVB 293119 456345 14.68% 3.616%
9 16.379 2221 2228 2248 rBV 899165 1430254 46.01% 11.334%
0 17.630 2435 2441 2451 rBV 382042 587622 18.90% 4.656%

11 20.210 2874 2880 2888 rBV 2365348 3108289 100.00% 24.631%
12 21.914 3164 3170 3179 rVB2 356969 623620 20.06%  4.942%
13 25.327 3742 3751 3763 rVB3 218361 646790 20.81% 5.125%

Sum of corrected areas: 12619613
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102122\

BG055231.D

: 21 Oct 2022 11:
: CG/JU
: PB148458BL

35

: 3  Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101922.M

: 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_G\Data\BG102122\
Data File : BG@55231.D

Acq On : 21 Oct 2022 11:35
Operator : CG/JU

Sample : PB148458BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101922.M
Quant Title : 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.
5.327 13.22 ng 136742  1,4-Dichlorobenzene-d4 8.288

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 347 (5.327 min): BG055231.D\data.ms (-339) (-) m/z 43.00 100.00%
3.0
59.0
5000
10 500520540560
‘ 83.0 e I .
ot m/z 59.00 56.34%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I B
5.00 5.20 5.40 5.60
101.0 m/z 101.00  18.56%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R REEmma R
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 16.61%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester PP
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.33%
5000 41.0
SN | S - .71 I PORPVUS | BN
m/z--> 20 40 60 80 100 120 140 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\BG102122\
Data File : BG@55231.D

Acqg On : 21 Oct 2022 11:35
Operator : CG/JU

Sample : PB148458BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101922.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-... 5.327 13.2 ng 136742 1 8.288 206870 20.0
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