LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\
Data File : BM@36826.D

Acqg On : 04 Oct 2022 11:09
Operator : CG/JU

Sample : PB147982BL

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

Signal : TIC: BM@36826.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.834 123 127 136 rVB 236364 291793 1.32% 0.248%
2 4.452 227 232 242 rBV 2717992 3413837 15.39% 2.901%
3 4.575 248 253 265 rVB 141968 224844 1.01% 0.191%
4 5.069 331 337 353 rVB 4310868 5898618 26.58% 5.013%
5 5.534 409 416 429 rBV 9018878 12709760 57.28% 10.801%

6.151 516 521 528 rVB 166174 239263 1.e8% ©
7.146 677 689 709 rBV 8463158 13764326 62.03% 11.
7.975 822 831 841 rBV 1425916 2244299 10.11% 1.907%
9.140 1021 1029 1039 rBV 4942569 7986391 35.99% 6
10 10.781 1300 1308 1318 rBV 1972445 3218429 14.50% 2

11 13.233 1717 1725 1734 rBV 12793930 18309086 82.51% 15.560%
12 14.598 1950 1957 1967 rBV 2962050 4143205 18.67% 3.521%
13 16.080 2202 2209 2235 rBV 8638615 12537415 56.50% 10.655%
14 17.333 2416 2422 2437 rBV 3193141 4605322 20.75% 3.914%
15 19.956 2861 2868 2882 rBV 17031804 22189288 100.00% 18.857%

16 21.509 3127 3132 3140 rBV 2639064 3503772 15.79% 2.978%
17 23.921 3536 3542 3555 rVB2 1194079 2389884 10.77% 2.031%

Sum of corrected areas: 117669532
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Oct 2022 11:09
: CG/IU
: PB147982BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\
BM036826.D

: 3  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

1.6e+07

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000
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TIC: BM036826.D\data.ms

5.534 7140

.14
5.069 9.240

4.452

7975 10.781

3.834 .575 6.151

Time-->
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TIC: BM036826.D\data.ms
19.956

13.233

16.080

14.598 17.333

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
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1.6e+07

1.4e+07
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8000000
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Time-->

TIC: BM036826.D\data.ms

21.509
23.921

21.00 21.50 22.00 2250 23.00 23.50 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_M\Data\BM100422\
Data File : BM@36826.D

Acqg On : 04 Oct 2022 11:09
Operator : CG/JU

Sample : PB147982BL

Misc

ALS vial : 3  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 3
R.T. EstConc Area Relative to ISTD R.T.
3.834 2.60 ng 291793 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 43
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 25
4 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 9
5 2-Vinylethyl acetate 114 C6H1002 001576-84-7 9

Abundance Scan 127 (3.834 min): BM036826.D\data.ms (-123) (-) m/z 43.00 100.00%

5000 \L
A A ARRAR R
83.0 3.60 3.80 4.00 4.20
(
oM | 114914681760 2208 280 ./, g3.00 12.39%
miz-> 50 100 150 200 250
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000 L L R B L L R R
3.60 3.80 4.00 4.20
m/z 38.95 10.69%
83.0
0 T \H\ ‘\““\ T \‘\ “ T T T T ‘ T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #3549: 5-Hexen-2-one
43.0
AR AR
3.60 3.80 4.00 4.20
5000 m/z 55.00 6.37%
ot 0
miz--> 50 100 150 200 250
Abundance #3626 4-Penten-2-one, 3-methyl- N ARAREN RS
43.0 3.60 3.80 4.00 4.20
m/z 41.00 5.08%
5000
| | 98.0
o—Ad S
m/z--> 50 100 150 200 250 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\
Data File : BM@36826.D

Acqg On : 04 Oct 2022 11:09
Operator : CG/JU

Sample : PB147982BL

Misc

ALS vial : 3  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.
4.452  30.42 ng 3413840 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 94
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, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 232 (4.452 min): BM036826.D\data.ms (-227) (-) m/z 83.00 100.00%
550 830
5000
R EE e R AR
‘ ‘ J 4.20 4.40 4.60 4.80
Ol ol 2050 1829 2090 /7 55,00 85.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 \\\\‘26\\‘\\\\‘\\\\‘\\\
290 4.20 4.40 4.60 4.80
m/z 43.00 38.64%
OHH‘\“}H”hu”i“l‘\\HH\H“\H\‘\\H’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0 A AREREREEEa
20.0 4.20 4.40 4.60 4.80
5000 m/z 98.00 35.55%
o T e S & 8 Ha R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- T ERRREEEIE
55.0 83.0 4.20 4.40 4.60 4.80
m/z 38.95 26.57%
5000
27.0
om‘ww‘m I T SR § S —
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_M\Data\BM100422\
Data File : BM@36826.D

Acqg On : 04 Oct 2022 11:09
Operator : CG/JU

Sample : PB147982BL

Misc

ALS vial : 3  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 3 Cyclotrisiloxane, hexamethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.575 2.00 ng 224844  1,4-Dichlorobenzene-d4 7.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 91
2 Arsenous acid, tris(trimethylsil... 342 C9H27As03Si3  ©55429-29-3 56
3 4(15)-Selinene-11,12-diol 238 C15H2602 073035-82-2 50
4 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 45
5 4-tert-Octylphenol, TMS derivative 278 C17H300Si 078721-87-6 39
Abundance Scan 253 (4.575 min): BM036826.D\data.ms (-248) (-) m/z 207.00 100.00%
207.0
5000 /WJL
AR AR
96.0 132.9 ‘ 4.20 4.40 4.60 4.80
o808 | T Ll w/z208.60 20.83%
miz--> 50 100 150 200 250 300
Abundance #102257: Cyclotrisiloxane, hexamethyl-
207.0
5000 LI L L L LA B R
4.20 4.40 4.60 4.80
96.0 1330 m/z 209.00 12.42%
50 610 |, . . ||
T T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T T ‘ LI
miz-> 50 100 150 200 250 300
Abundance #251605: Arsenous acid, tris(trimethylsilyl) ester
207.0
T e
4.20 4.40 4.60 4.80
5000 m/z 95.95 10.57%
73.0 133.0
ob31o L | | .167.0 | h 241.0 327.(
LA e o e e B
m/iz--> 50 100 150 200 250 300
Abundance #121047: 4(15)-Selinene-11,12-diol AL ARee s L as o
75.0 207.0 4.20 4.40 4.60 4.80
149.0 m/z 190.90 9.53%
5000
9.0
41.0
m/z--> 50 100 150 200 250 300 4.20 4.40 4.60 4.80
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Data Path :

Data File : BM@36826.D

Acqg On : 04 Oct 2022 11:09
Operator : CG/JU

Sample : PB147982BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\

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

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...

R.T. EstConc Area

Concentration Rank 1

5.069 52.57 ng 5898620

Hit# of 5 Tentative ID

1 2-Pentanone, 4-hydroxy-4-methyl-
2 Acetic acid, cyano-, 1,1-dimethy.
3 1-Propen-2-0l, acetate

4 5-Hexen-2-one

5 Morpholine, 4-methyl-

Relative to ISTD R.T.
1,4-Dichlorobenzene-d4 7.975

MW MolForm CASH# Qual

116 C6H1202 000123-42-2 53
.. 141 C7H11NO2 001116-98-9 23

100 C5H802 000108-22-5 10

98 C6H100 000109-49-9 9

101 C5H11NO 000109-02-4 9

Abundance Scan 337 (5.069 min): BM036826.D\data.ms (-331) (-)

m/z 43.00 100.00%

43.0
5000
101.0 R  SARBRmmmmmm
‘ 4.80 5.00 5.20 5.40
ol bl 1469 2069 2668 =/, s59.0 52.83%
miz—-> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B LI B A BN
4.80 5.00 5.20 5.40
m/z 101.00 19.44%
‘ 101.0
O 1\3“\0 H‘\‘ ‘\h‘ ‘ ‘\ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR R
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.50%
L a0
o—tplt————t— e e
miz--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate R A RAREEEEEEE R
43.0 4.80 5.00 5.20 5.40
m/z 40.95 8.41%
5000
| I \ 100.0
o b o | SR & UNE—.
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100422\
Data File : BM@36826.D

Acqg On : 04 Oct 2022 11:09
Operator : CG/JU

Sample : PB147982BL

Misc

ALS vial : 3  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 5 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.151 2.13 ng 239263 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 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 33
3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 32
4 Isopropyl 5,11-dihydroxy-3,7,11-... 314 C18H3404 1000223-34-1 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 16

Abundance Scan 521 (6.151 min): BM036826.D\data.ms (-516) (-) m/z 43.00 100.00%

43.0 73.0
5000
T
115.0 5.80 6.00 6.20 6.40
oM by L2088 2810 . 75 95 99.84%
miz--> 50 100 150 200 250
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 T T T T[T T T rirr7
5.80 6.00 6.20 6.40
m/z 115.00  12.88%
115.0
0 \‘\M\“\‘H‘H\ \‘\‘\‘} \‘\ L I s B B B B B B B
m/z--> 50 100 150 200 250
Abundance #843: Acetamide, N-methyl-
43.0 73.0
Pt
5.80 6.00 6.20 6.40
5000 m/z 41.00 11.84%
ol%-PM_»H_ e —
m/iz--> 50 100 150 200 250
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)- T
73.0 5.80 6.00 6.20 6.40
m/z 39.00 8.26%
5000
43.0
bl 115.0
O e T T — — N
m/z--> 50 100 150 200 250 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\BM100422\
Data File : BM@36826.D

Acqg On : 04 Oct 2022 11:09
Operator : CG/JU

Sample : PB147982BL

Misc

ALS vial : 3  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 2.6 ng 291793 1 7.975 2244300 20.0
3-Penten-2-one,... 4.452 30.4 ng 3413840 1 7.975 2244300 20.0
Cyclotrisiloxan... 4.575 2.0 ng 224844 1 7.975 2244300 20.0
2-Pentanone, 4-... 5.069 52.6 ng 5898620 1 7.975 2244300 20.0
2-Pentanone, 4-... 6.151 2.1 ng 239263 1 7.975 2244300 20.0
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