LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100322\
Data File : BM@36823.D

Acqg On : @03 Oct 2022 18:49
Operator : CG/JU

Sample : PB148034BL

Misc :

ALS Vvial : 11 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 M\Methods\8270-BM100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36823.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.834 122 127 132 rBV 234401 278329 1.21% 0.219%
2 4.451 227 232 242 rBV 2618727 3373504 14.66% 2.651%
3 5.075 330 338 351 rBV 7108532 10427715 45.33% 8.193%
4 5.534 409 416 432 rBV 9369290 13052581 56.74% 10.255%
5 6.157 516 522 531 rvB 515888 758917 3.30% 0.596%

.139 680 689 703 rBV 8776039 13592445 59.08% 10.679%
.975 824 831 839 rBV 1541721 2390524 10.39% 1.878%
.145 1021 1030 1045 rBV 4983104 8291232 36.04% 6.514%
10.780 1296 1308 1325 rBV 2079233 3495502 15.19%  2.746%
10 13.233 1717 1725 1738 rBV 13125970 18800075 81.72% 14.771%

O NN

11 14.598 1951 1957 1969 rBV 3029015 4477011 19.46%  3.518%
12 16.086 2202 2210 2230 rBV 9111438 13075569 56.84% 10.273%
13 17.339 2416 2423 2436 rBV 3648281 5091625 22.13% 4.000%
14 19.950 2862 2867 2877 rBV 17917133 23005202 100.00% 18.075%
15 21.503 3126 3131 3141 rBV 3209305 4189026 18.21% 3.291%

16 23.915 3535 3541 3554 rVB2 1452315 2978229 12.95%  2.340%

Sum of corrected areas: 127277486
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100322\
Data File : BM@36823.D

Acqg On : 03 Oct 2022 18:49
Operator : CG/JU

Sample : PB148034BL

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM036823.D\data.ms
1.5e+07
1le+07
5534 7139
5.075
5000000 9.145
4.451
7,975 10.780
3.834 6.157
O \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM036823.D\data.ms
19.950
1.5e+07
13.233
le+07 16.086
5000000
17.339
14.598
O I L e o e L e L e LA B e s B A AR B B A A e
Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM036823.D\data.ms
1.5e+07
1le+07
5000000
21.503
23.915
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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_M\Data\BM100322\
Data File : BM@36823.D

Acqg On : 03 Oct 2022 18:49
Operator : CG/JU

Sample : PB148034BL

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.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 4-Penten-2-one, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.834 2.33 ng 278329 1,4-Dichlorobenzene-d4 7.975

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 47
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 43
4 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 12
5 4-Hexen-2-one 98 C6H100 025659-22-7 9
Abundance Scan 127 (3.834 min): BM036823.D\data.ms (-122) (-) m/z 43.00 100.00%
43.0
5000 \JL
AR BEEEEE
83.0 3.60 3.80 4.00 4.20
b b AA50 1909 n7 83,00 12.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000 L LA B B BN R
3.60 3.80 4.00 4.20
m/z 39.00 10.34%
83.0
0 \\\‘\‘\‘\\“”\\‘\‘\\\\“\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3555: 5-Hexen-2-one
43.0
A RREEET AR e
3.60 3.80 4.00 4.20
5000 m/z 55.00 6.62%
15.0 ‘ ‘ ‘ 83.0
0 Hk‘Mhuﬁmw‘_“‘m“ﬁ“‘w“‘w“u“‘u“u“‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3626 4-Penten-2-one, 3-methyl- S RRRRR RS
43.0 3.60 3.80 4.00 4.20
m/z 41.00 4.40%
5000
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100322\
Data File : BM@36823.D

Acqg On : 03 Oct 2022 18:49
Operator : CG/JU

Sample : PB148034BL

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.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-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.451  28.22 ng 3373500 1,4-Dichlorobenzene-d4 7.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 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, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 80
Abundance Scan 232 (4.451 min): BM036823.D\data.ms (-227) (-) m/z 83.00 100.00%
5000 43.0
R EAREEEEEY
‘ 4.20 4.40 4.60 4.80
0 ‘HWMu_"‘,‘H?P?-?H_m,m?s“‘r m/z 55.00 85.87%
m/z--> 50 100 150 200 250 300 350
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 L L I L I LN B
43. 4.20 4.40 4.60 4.80
m/z 43.00  38.75%
O' \\‘\\“\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #3553: 3-Hexen-2-one
55.0
T
4.20 4.40 4.60 4.80
5000 m/z 98.00 35.71%
98.0
15.
0 w‘m‘l‘w“u”‘_H‘,HH_MWH,HH_
miz--> 50 100 150 200 250 300 350
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R R RARER
83.0 4.20 4.40 4.60 4.80
m/z 39.00  26.23%
41.0
5000
0 H‘ e S | S
m/z--> 50 100 150 200 250 300 350 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100322\
Data File : BM@36823.D

Acqg On : 03 Oct 2022 18:49

Operator : CG/JU

Sample : PB148034BL

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

5.075 87.24 ng 10427700 1,4-Dichlorobenzene-d4 7.975
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 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 338 (5.075 min): BM036823.D\data.ms (-330) (-) m/z 43.00 100.00%
43.0
5000
101.0 S
‘ ‘ 4.80 5.00 5.20 5.40
Ol 890 1280 1909 m/z 59.60  54.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L I B LA L
4.80 5.00 5.20 5.40
m/z 101.00 20.43%
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
R RS
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.92%
ol s | 1260
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate AR EREmmEEEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.24%
5000
180 72‘-0 100.0
ottt T ey
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_M\Data\BM100322\
Data File : BM@36823.D

Acqg On : 03 Oct 2022 18:49
Operator : CG/JU

Sample : PB148034BL

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.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-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.157 6.35 ng 758917 1,4-Dichlorobenzene-d4 7.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-Formylmorpholine 115 C5H9NO2 004394-85-8 10
3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 522 (6.157 min): BM036823.D\data.ms (-516) (-) m/z 72.95 100.00%

5000
T
115.0 5.80 6.00 6.20 6.40
Ol e L1468 2069 1o 4306 95.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 730
5000 T T[T T T T[Tyt
5.80 6.00 6.20 6.40
m/z 114.95 12.72%
115.0
O\?‘?\?\‘\‘\\“hw\\\‘\\\\’\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8754: N-Formylmorpholine
29.0
R AR mamaa R
115.0 5.80 6.00 6.20 6.40
5000 56.0 m/z 41.00 11.25%
86.0
om,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)- BRRRENEEEEE S e
73.0 5.80 6.00 6.20 6.40

m/z 42.00 7.15%

5000
430 115 0
0 R

m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100322\
Data File : BM@36823.D

Acqg On : 03 Oct 2022 18:49
Operator : CG/JU

Sample : PB148034BL

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100322.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|
4-Penten-2-one,... 3.834 2.3 ng 278329 1 7.975 2390520 20.0
3-Penten-2-one,... 4.451 28.2 ng 3373500 1 7.975 2390520 20.0
2-Pentanone, 4-... 5.075 87.2 ng 104277060 1  7.975 2390520 20.0
2-Pentanone, 4-... 6.157 6.3 ng 758917 1 7.975 2390520 20.0

8270-BM100322.M Fri Oct 07 ©3:23:37 2022 Pag 7



