LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102723\
Data File : BF135979.D

Acqg On : 27 Oct 2023 12:16
Operator : CG\JU

Sample : PB156392BL

Misc :

ALS vial : 4 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: BF135979.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.205 11 20 25 rVB 77429 111343 1.71% 0.249%
2 3.628 253 262 269 rVB 67032 95130 1.46% 0.213%
3 4.475 399 406 409 rBV 2271362 2740289 42.18% 6.130%
4 5.087 501 510 519 rBV 2176910 3681940 56.68% 8.237%
5 5.469 569 575 578 rBV 4720126 5555851 85.53% 12.429%

6 5.852 636 640 644 rBV 202130 159862 2.46% ©
7 6.463 737 744 746 rBV 4339343 5457763 84.02% 12.
8 6.822 802 805 809 rVB 1079767 949738 14.62%  2.125%
9 7.393 895 902 905 rBV 3383660 3417756 52.61% 7
8.104 1018 1023 1026 rBV 1637338 1262256 19.43% 2

11 9.187 1201 1207 1210 rBV 6398693 5915981 91.07% 13.235%
12 9.863 1318 1322 1325 rVB 1770970 1373297 21.14% 3.072%
13 10.657 1452 1457 1460 rBV 4037576 3711084 57.13%  8.302%
14 11.351 1572 1575 1579 rBV 1616412 1408896 21.69%  3.152%
15 12.963 1843 1849 1852 rBV 5938619 6496007 100.00% 14.532%

16 14.010 2022 2027 2030 rBV 1347622 1257426 19.36% 2.813%
17 14.110 2039 2044 2050 rBV 64402 75497 1.16% 0.169%
18 15.498 2274 2280 2288 rBV 782232 1029770 15.85%  2.304%

Sum of corrected areas: 44699886
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Oct 2023 12:16
¢ CG\JU
: PB156392BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102723\
BF135979.D

: 4 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102723\
Data File : BF135979.D

Acqg On : 27 Oct 2023 12:16
Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 4 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.
2.205 2.34 ng 111343 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 72
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance  Scan 20 (2.205 min): BF135979.D\data.ms (-11) (-) m/z 73.10 100.00%

73.1
5000 43.0
87.0

220 240 2.60

1 370

oHW‘H‘H‘w‘H‘_‘H“mWum‘HH“‘:WMWWW m/z 43.00  38.27%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T L T T T
55.0 220 240 260

87.0 m/z 55.00  29.42%

\\\‘\\\\‘\\\\‘\\\‘H‘M\\\‘\\\\‘\\\\‘\\\\}‘\1\\‘\\\‘\‘\\’\]\0‘1\.\0\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2245: Silane, tetramethyl-
73.0

2. 20 240 2.60
5000 m/z 87.00  26.13%

o

43.0
15.0 29.0 ‘ ‘
|

0 . | 1L | ‘59‘0 | 88.0

Frr e e e e e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100

Abundance #2307: 1,3-Dioxolane, 2-methyl- I e B e B
73.0 220 240 260

m/z 41.05 12.73%

5000 43.0
58.0
29.0 ‘ 87.0
0 L ‘ | s

m/z--> 0 10 20 30 40 50 60 70 80 90 100 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102723\
Data File : BF135979.D

Acqg On : 27 Oct 2023 12:16

Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 4 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 4-Penten-2-one, 4-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.628 2.00 ng 95130 1,4-Dichlorobenzene-d4 6.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 22
3 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 12
4 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 9
5 2-Propanone, 1-cyclopropyl- 98 C6H100 004160-75-2 7
Abundance Scan 262 (3.628 min): BF135979.D\data.ms (-253) (-) m/z 43.00 100.00%
43.0
5000
R N N S R Ra
83.0 3.40 3.60 3.80 4.00
Obrrr et e et e e 20sie | m/z 83.00 13.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000 R R e e
3.40 3.60 3.80 4.00
m/z 39.00 8.87%
83.0
0 \\\‘\‘\‘\\“”\\‘\‘\\\\“\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3555: 5-Hexen-2-one
43.0
3.40 3.60 3.80 4.00
5000 m/z 55.00 6.84%
15‘0 \‘\‘ ‘\\ \‘ 83\0 |
O o B B S N S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3681: Methyl 1-methylcyclopropyl ketone
43.0 3.40 3.60 3.80 4.00
m/z 41.10 4.62%
5000
98.0
0 ?ﬁ?ﬂk‘Mmﬂw‘Hl‘m“MM“W“‘W“‘W“H“‘H“H‘
mlz--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102723\
Data File : BF135979.D

Acqg On : 27 Oct 2023 12:16
Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 4 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 3 3-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.475 57.71 ng 2740290 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 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 406 (4.475 min): BF135979.D\data.ms (-399) (-) m/z 83.00 100.00%
55.0 83.0
5000
R R EE
‘ ‘ 4.20 4.40 4.60 4.80
Ol 2071 nyz 55.05  93.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0
5000 e B R
4.20 4.40 4.60 4.80
m/z 98.10 37.55%
0' \\“\}‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
R AR EE
4.20 4.40 4.60 4.80
5000 m/z 43.00 35.59%
29.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- A RAREE S
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 24.60%
5000
27.0
om‘w:‘m‘w‘;“l_““upluu_m_mwH_m_m_m AN | E——
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102723\
Data File : BF135979.D

Acqg On : 27 Oct 2023 12:16
Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 4 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.087 77.54 ng 3681940 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 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 510 (5.087 min): BF135979.D\data.ms (-501) (-) m/z 43.00 100.00%
43.0
5000
101.1 A RRRREE
‘ ‘ 4.80 5.00 5.20 5.40
Ol 0 4 2088 n/z 59.10  56.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R e e
4.80 5.00 5.20 5.40
m/z 58.00 19.74%
15.0 ‘ 101.0
0\\\‘\‘\‘M\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
 EAEEmaREE B
4.80 5.00 5.20 5.40
5000 m/z 101.10  19.33%
0 370 | 126.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime e RRRREEEEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.31%
5000
101.0
15.0 69.0
0 b el O e e e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102723\
Data File : BF135979.D

Acqg On : 27 Oct 2023 12:16
Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 4 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 5 2-Pentanone, 4-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.851 3.37 ng 159862 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 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 10
5 N-Formylmorpholine 115 C5H9NO2 004394-85-8 10
Abundance Scan 640 (5.851 min): BF135979.D\data.ms (-636) (-) m/z 73.10 100.00%
43.0 73.1
5000
A REEEmEEEEEEE
| 560 g6.0 1000 11‘5-1 5.60 5.80 6.00 6.20
Ol e e m/z 43.80  99.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 BN e e e

5.60 5.80 6.00 6.20
m/z 115.10 12.61%

90 20 | so | o 150
0H\‘\\‘\\‘H!i[\\H[\”H‘HH‘HH‘HH‘\H\‘H\\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4155: 1-Propen-2-ol, acetate
43.0
R RRERRE AR
5.60 5.80 6.00 6.20
5000 m/z 41.00 10.94%
58.0
72.0
. 100.0
0u\‘1\\5\(\)‘\\2\“?“.(\)\mm;u‘um‘uu‘!\u‘E\;\SFQWHWHWHW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4994: Pentane, 3-methoxy-
73.0 5.60 5.80 6.00 6.20
m/z 55.00 7.48%
5000
45.0
29.0
0H“Hu‘m‘:“um“1“H‘H??"Q‘Hm“_“““191‘19“””‘” T R T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\BF102723\
Data File : BF135979.D

Acqg On : 27 Oct 2023 12:16
Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 4 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... 2.205 2.3 ng 111343 1 6.828 949738 20.0
4-Penten-2-one,... 3.628 2.0 ng 95130 1 6.828 949738 20.0
3-Hexen-2-one 4.475 57.7 ng 2740299 1 6.828 949738 20.0
2-Pentanone, 4-... 5.087 77.5 ng 3681940 1 6.828 949738 20.0
2-Pentanone, 4-... 5.851 3.4 ng 159862 1 6.828 949738 20.0
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