LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
Data File : BF136002.D

Acqg On : 28 Oct 2023 13:27
Operator : CG\JU

Sample : PB156435BL

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-BF102523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136002.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 3 13 19 rVB 81442 120691 1.73% 0.262%
2 3.610 253 259 265 rBV 50664 77257 1.11% 0.167%
3  4.463 397 404 407 rBV 2342774 2676150 38.34% 5.800%
4 5.081 500 509 525 rBV 2173674 3565550 51.08% 7.728%
5 5.469 569 575 578 rBV 4667232 5616378 80.47% 12.173%

6 5.851 636 640 645 rVB 184941 143458 2.06% ©
7 6.463 737 744 747 rBV 4354957 5515692 79.03% 11.
8 6.828 802 806 809 rVB 1207030 957457 13.72%  2.075%
9 7.392 895 902 905 rBV 3603876 3535715 50.66% 7
8.104 1019 1023 1026 rBV 1643662 1296592 18.58% 2

11 9.192 1203 1208 1211 rVB 6259618 6108621 87.52% 13.240%
12 9.863 1318 1322 1325 rBV 1882760 1486908 21.30%  3.223%
13 10.657 1452 1457 1460 rBV 4045793 4143544 59.37%  8.981%
14 11.357 1572 1576 1579 rBV 1831432 1547227 22.17%  3.354%
15 12.963 1843 1849 1852 rBV 6498000 6979650 100.00% 15.128%

16 14.010 2023 2027 2031 rBV 1558605 1333280 19.10% 2.890%
17 15.498 2275 2280 2286 rBV 796959 1033106 14.80%  2.239%

Sum of corrected areas: 46137276
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Oct 2023 13:27
¢ CG\JU
: PB156435BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
BF136002.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102523.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BF136002.D\data.ms

5.469
6.463

7.392

4.463 5.081

6.828

2,163 3.610 5.851
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Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF136002.D\data.ms
9.192 12.963

10.657

9.863
8.104 11.357

0
Time-->
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6000000

5000000

4000000
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2000000
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TIC: BF136002.D\data.ms

14.010

15.498

Time-->

T ‘ T T T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
Data File : BF136002.D

Acqg On : 28 Oct 2023 13:27
Operator : CG\JU

Sample : PB156435BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102523.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.163 2.52 ng 120691 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 13 (2.163 min): BF136002.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
550 87.1
AT
‘ 2.202.302.402.502.60
Obrr eyt e Wiz 43.00 38.16%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 IR RN R R R
43.0 2.202.302.402.502.60
0 550 87.0 m/z 55.05 30.36%
29.0 ‘
O \\\‘\\\\‘\\\\‘\\\H"\\\\“‘}\‘\\‘\\\\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
AR RRARRRAY
2.202.302.402.502.60
5000 m/z 87.10 26.14%
43.0
oL 20 150 290 55.0 88.0
T e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol RN A RaRE
73.0 2.202.302.402.502.60
m/z 41.00 13.23%
87.0
410 559
5000
29.0
150 Mh \‘\ A
Ot e e e e e R R AN RRAERREmsNRE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
Data File : BF136002.D

Acqg On : 28 Oct 2023 13:27
Operator : CG\JU

Sample : PB156435BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102523.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 3-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.463 55.90 ng 2676150 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H1e0 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 404 (4.463 min): BF136002.D\data.ms (-397) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
A
4.20 4.40 4.60 4.80
\‘ Iy |1 ‘ | 67.0 | o
o1 m/z 55.10 95.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 L L R B L BN R
98.0 4.20 4.40 4.60 4.80
15.0 m/z 98.10 37.40%
O.”’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
A
4.20 4.40 4.60 4.80
5000 43.0 660 m/z 43.00 37.01%
29.0 '
67.0
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- o RAREEEEEEE S
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 26.02%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘H‘HH“m:;1‘”;‘;‘:1“m‘“;Hu,ulu,um,uu SRS | S —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80

8270-BF102523.M Mon Oct 30 04:30:14 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
Data File : BF136002.D

Acqg On : 28 Oct 2023 13:27

Operator : CG\JU

Sample : PB156435BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102523.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.081 74.48 ng 3565550 1,4-Dichlorobenzene-d4 6.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 509 (5.081 min): BF136002.D\data.ms (-500) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
4.80 5.00 5.20 5.40
-y 83.0 9
"t m/z 59.10 58.94%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L BN LR
59.0 4.80 5.00 5.20 5.40
m/z 101.10 19.87%
15.0 101.0
‘ ml i | ‘ 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance
59.0
AR Ramaa R
4.80 5.00 5.20 5.40
5000 410 m/z 58.00 19.31%
0 126.0142.0
e N B ammaea o SR
m/iz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime R AERRRREEESS ‘ e
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.90%
5000
101.0
ol 130 600 840
e A
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
Data File : BF136002.D

Acqg On : 28 Oct 2023 13:27

Operator : CG\JU

Sample : PB156435BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102523.M
: 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 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.851 3.00 ng 143458 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 38
3 3-Hexanol, acetate 144 C8H1602 040780-64-1 25
4 N-Formylmorpholine 115 C5H9NO2 004394-85-8 10
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 10
Abundance Scan 640 (5.851 min): BF136002.D\data.ms (-636) (-) m/z 43.00 100.00%
43.0 73.1
5000
A
| 860 1001 1191 5.60 5.80 6.00 6.20
Olrrrrrrrrprrrr el bt m/z 73.10 98.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 L B L I LN B
5.60 5.80 6.00 6.20
m/z 115.10 12.85%
150 290 | 560 7.0 1000 11‘5'0
OH\‘HH‘H\W‘\‘\H‘H‘H‘Hl\‘HH‘\}\\‘HH“H\H\\H‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
73.
30.0 30 )
A
43.0 5.60 5.80 6.00 6.20
5000 m/z 41.00 10.40%
0 15.0 58.0 87.0 100.0 117.0
R e e B ARARASARRS ™
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #24070: 3-Hexanol, acetate
43.0 5.60 5.80 6.00 6.20
m/z 55.05 7.10%
5000
84.0 101.0115.0
270 se0ev0 T T
T T T T T e e o TR T
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
Data File : BF136002.D

Acqg On : 28 Oct 2023 13:27
Operator : CG\JU

Sample : PB156435BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102523.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... 2.163 2.5 ng 120691 1 6.828 957457 20.0
3-Hexen-2-one 4.463 55.9 ng 2676150 1 6.828 957457 20.0
2-Pentanone, 4-... 5.081 74.5 ng 3565550 1 6.828 957457 20.0
2-Pentanone, 4-... 5.851 3.0 ng 143458 1 6.828 957457 20.0
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