LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
Data File : BF136000.D

Acqg On : 28 Oct 2023 12:26
Operator : CG\JU

Sample : PB156392BL

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_ F\Methods\8270-BF102523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136000.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.151 3 11 18 rVB 73052 102519 1.83% 0.268%
2 4.457 397 403 407 rBV 2010322 2282383 40.74% 5.969%
3 5.075 500 508 519 rBV 2031206 3041274 54.28% 7.953%
4 5.469 569 575 578 rBV 4064634 4398114 78.50% 11.501%
5 5.851 636 640 644 rVB 162445 127512 2.28% 0.333%

6 6.463 737 744 746 rBV 3607022 4315476 77.03% 11.285%
7 6.828 802 806 809 rVB 1165127 908213 16.21% 2.375%
8 7.392 896 902 904 rBV 2839939 2752503 49.13%  7.198%
9 8.104 1020 1023 1026 rVB 1543151 1209424 21.59%  3.163%

9.186 1203 1207 1210 rBV 5481756 4985377 88.99% 13.037%

11  9.863 1318 1322 1325 rBV 1789713 1385448 24.73% 3
12 10.657 1452 1457 1460 rBV 3542863 3301190 58.92% 8.633%
13 11.357 1572 1576 1579 rBV 1793710 1442821 25.75% 3
14 12.963 1844 1849 1852 rBV 5749814 5602485 100.00% 14.651%
15 14.009 2023 2027 2031 rBV 1496719 1282459 22.89%  3.354%

16 14.109 2039 2044 2048 rBV 62362 72698 1.30% 0.190%
17 15.498 2275 2280 2287 rVB 791859 1029700 18.38%  2.693%

Sum of corrected areas: 38239596
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Oct 2023 12:26
¢ CG\JU
: PB156392BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
BF136000.D

: 3  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

5000000

4000000

3000000

2000000

1000000

o

TIC: BF136000.D\data.ms

5.469
6.463

7.392

4.457 5.075

6.828

151 5.851

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF136000.D\data.ms
9.186 12.963

10.657

9.863 11.357
8.104

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF136000.D\data.ms

14.009

15.498

4.109

T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
Data File : BF136000.D

Acqg On : 28 Oct 2023 12:26

Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 3  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 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.151 2.26 ng 102519 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 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 16
Abundance  Scan 11 (2.151 min): BF136000.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1
R AR
‘ ‘ 2.202.302.402.502.60
Ob el L w/z a3.es  46.e8%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5054 Butane, 2-methoxy-2-methyl-
73.0
5000 UL R R R RN R N
43.0 2.202.302.402.502.60
0 550 87.0 m/z 55.00 27.49%
290 \ |
0\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\\“\\\\“\}\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73.0
RN ARARsaZAT
87.0 2.202.302.402.502.60
41.0 550
5000 ' m/z 87.10 25.26%
29.0
15.0
N L b
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4950: Silane, ethyltrimethyl- R RRRRAREIEEE
73.0 2.202.302.402.502.60
m/z 41.00 12.37%
5000 59.0
87.0
43.0
0 299 \M Ll ‘\ | 10?0
T e e e e R EARRA R ST
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : BF136000.D

Acqg On : 28 Oct 2023 12:26
Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 3  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.
4.457 50.26 ng 2282380 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 403 (4.457 min): BF136000.D\data.ms (-397) (-) m/z 83.10 100.00%
55.1 83.1
5000 43.0 98.1
S AARRMEE
4.20 4.40 4.60 4.80
Ly H“m 67.0 i . 9
o1t e m/z 55.10 97.25%
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 I L LI L B
98.0 4.20 4.40 4.60 4.80
15.0 m/z 43.00 37.81%
O\\\‘\}‘\\‘\\}\‘\\\1}‘1\\\“\‘\}\‘\\\\.‘\\\\‘\}\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
o ARAEEEEEREESSL
43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 36.98%
29.0 98.0
15.0
67.0
Ottt e A e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- S RARRMEE
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 25.97%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 HW‘““H::“m:UH‘;‘Mwm‘“;mwulu‘um_uw Y | S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102823\
Data File : BF136000.D

Acqg On : 28 Oct 2023 12:26
Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 3  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.075 66.97 ng 30412760 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 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 508 (5.075 min): BF136000.D\data.ms (-500) (-) m/z 43.00 100.00%

43.0
5000
101.1

‘ 4.80 5.00 5.20 5.40

o‘Hww“‘H1“599‘HH_m‘W_WW_WZ‘QH m/z 59.10 59.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L I B A BN

4.80 5.00 5.20 5.40
m/z 101.10 19.78%

15.0 ‘ 101.0
O\\\‘\‘\‘M\\“h\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
e ARE e RARAS
4.80 5.00 5.20 5.40
5000 ITI z 58.00 18.67%
0 37.0 126.0
B o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate ‘H“‘H,“H“‘H“‘H
43.0 4.80 5.00 5.20 5.40

m/z 41.05 8.74%

5000
15.0 ‘ 720 100.0
0 | | | |

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\BF102823\
Data File : BF136000.D

Acqg On : 28 Oct 2023 12:26

Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 3  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 2.81 ng 127512 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 40
3 N-Ethylformamide 73 C3H7NO 000627-45-2 16
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
Abundance Scan 640 (5.851 min): BF136000.D\data.ms (-636) (-) m/z 73.10 100.00%
43.0 73.1
5000

e

56.0 1001 1191 5.60 5.80 6.00 6.20
om_m_m_M“memw‘m‘um‘WJW_MM m/z 43.00  96.75%

m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-

43.0 73.0
5000 ‘\/\LH‘HH’HH‘HH‘\H
5.60 5.80 6.00 6.20
m/z 115.10  13.52%
150 290 | 60 1000 1150
0H\‘\\H‘HH‘HH‘\”H‘HH‘HH‘\}H‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance
73.
30.0 30 )
A REmEE e
430 5.60 5.80 6.00 6.20
5000 m/z 41.00 10.85%
0 15.0 58.0 87.0 100.0 117.0
A o R AAfana=anEamaaEes
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #836: N-Ethylformamide sl
30.0 73.0 5.60 5.80 6.00 6.20
m/z 55.00 7.95%
5000
58.0
44.0
20 |
O bttt e e e e e e foprpromeptio eprmprre
m/z--> 10 20 30 40 50 60 70 80 90 100110 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\BF102823\
Data File : BF136000.D

Acqg On : 28 Oct 2023 12:26
Operator : CG\JU

Sample : PB156392BL

Misc

ALS vial : 3  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... 2.151 2.3 ng 102519 1 6.828 908213 20.0
3-Hexen-2-one 4.457 50.3 ng 2282380 1 6.828 908213 20.0
2-Pentanone, 4-... 5.075 67.0 ng 30412706 1 6.828 908213 20.0
2-Pentanone, 4-... 5.851 2.8 ng 127512 1 6.828 908213 20.0
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