LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112122\
Data File : BP@12690.D

Acqg On : 21 Nov 2022 17:23
Operator : CG/JU

Sample : PB148514BL

Misc :

ALS Vvial : 12  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 P\Methods\8270E-BP112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO12690.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.058 8 12 21 rvB 131636 237113 1.08% 0.254%
2 3.146 23 27 33 rVB 244349 286286 1.30% 0.306%
3 5.116 357 362 370 rVB 543239 789669 3.59%  0.845%
4 5.581 435 441 450 rBV 5868331 8386889 38.16% 8.978%
5 7.187 706 714 724 rBV 5637430 9198622 41.86% 9.847%
6 8.034 852 858 866 rVB 1149749 1839157 8.37% 1.969%
7 9.204 1049 1057 1069 rBV 3586967 5968961 27.16% 6.390%
8 10.851 1330 1337 1348 rVB 1616263 2728540 12.42% 2.921%
9 13.298 1746 1753 1763 rBV 10252650 15019637 68.35% 16.079%

10 14.669 1979 1986 1998 rBV 2744387 3848908 17.51% 4.120%

11 16.157 2232 2239 2255 rBV 7231954 10273964 46.75% 10.998%
12 17.422 2447 2454 2465 rBV 3237405 4574136 20.81% 4.897%
13 19.975 2882 2888 2897 rBV 18123400 21975810 100.00% 23.525%
14 21.510 3144 3149 3155 rBV 3405388 4420651 20.12% 4.732%
15 24.033 3571 3578 3589 rVB2 1890734 3865397 17.59% 4.138%

Sum of corrected areas: 93413740
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

: 21 Nov 2022 17:23
: CG/JU
: PB148514BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112122\
BP012690.D

: 12 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.5e+07

1le+07

5000000

0

TIC: BP012690.D\data.ms

5.581 7.187

9.204

8.034 10.851

2446 5.;\.16

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

1.5e+07

le+07

5000000

TIC: BP012690.D\data.ms
19.975

13.298

16.157

14.669 17.422

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.5e+07

1le+07

5000000

0

TIC: BP012690.D\data.ms

21.510
24.033

Time--> 20

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112122\
Data File : BP@12690.D

Acq On : 21 Nov 2022 17:23
Operator : CG/JU

Sample : PB148514BL

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112122.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.146 3.11 ng 286286 1,4-Dichlorobenzene-d4 8.034

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 27 (3.146 min): BP012690.D\data.ms (-23) (-) m/z 73.05 100.00%

73.0
5000 J\\
T
‘ ‘ 320 3.40
ol Aihl 1372 20712668 355.0415.7474.1 5417 /5 43,05  35.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B
3.20 3.40

m/z 55.10  27.39%

Al
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m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

o

320 3.40
5000 m/z 87.05 26.15%
0‘“””!! /k
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- T
73.0 320 3.40

m/z 71.05 11.16%

5000 J\\
b

m/z--> 50 100 150 200 250 300 350 400 450 500 550 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112122\
Data File : BP@12690.D

Acq On : 21 Nov 2022 17:23
Operator : CG/JU

Sample : PB148514BL

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112122.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.116 8.59 ng 789669  1,4-Dichlorobenzene-d4 8.034

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetone 58 C3H60 000067-64-1 38
3 4-Penten-2-one, 4-methyl- 98 C6H1e0 003744-02-3 27
4 Propylamine 59 C3HOSN 000107-10-8 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 362 (5.116 min): BP012690.D\data.ms (-357) (-) m/z 43.00 100.00%

3.0
5000
R NARERRREEE
101.0 4.80 5.00 5.20 5.40
Oyl 29082520 34114075 4909549, 1/, s5g.e0  25.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R E RN R

4.80 5.00 5.20 5.40
m/z 59.05 23.50%

101.0
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #242: Acetone
43.0
N ARAREE
4.80 5.00 5.20 5.40
5000 ITI/Z 101.00 8.58%
O b e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3639: 4-Penten-2-one, 4-methyl- A ERARmmmsE L
43.0 4.80 5.00 5.20 5.40
m/z 42.00 6.64%
5000
R S T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112122\
Data File : BP@12690.D

Acqg On : 21 Nov 2022 17:23
Operator : CG/JU

Sample : PB148514BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112122.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... 3.146 3.1 ng 286286 1 8.034 1839160 20.0
2-Pentanone, 4-... 5.116 8.6 ng 789669 1 8.034 1839160 20.0
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