LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125477.D

Acqg On : 14 Sep 2021 16:42
Operator : JU/CG

Sample : PB139044BL

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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125477.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.281 26 33 39 rVB 97844 137342  2.15% 0.348%
2 4.510 408 412 421 rBV 201600 231176 3.63% 0.585%
3 5.122 511 516 533 rBV 1008222 1537890 24.12% 3.893%
4 5.522 578 584 587 rBV 4288356 4936298 77.42% 12.496%
5 6.516 747 753 756 rBV 3909916 4797443 75.24% 12.144%

6 6.875 810 814 817 rBV 1294446 1083232 16.99% 2

7 7.439 904 910 0913 rBV 2724485 3347571 52.50%  8.474%

8 8.157 1027 1032 1038 rBV 1506010 1439679 22.58% 3

9 9.239 1209 1216 1219 rBV 5145439 5773909 90.56% 14.616%
9.916 1325 1331 1342 rBV 1839280 1647950 25.85% 4.172%

11 10.710 1459 1466 1469 rBV 3792022 3821222 59.93% 9.673%
12 11.404 1579 1584 1592 rBV 1795954 1716508 26.92%  4.345%
13 12.998 1849 1855 1858 rBV 6530474 6375892 100.00% 16.140%
14 13.915 2007 2011 2018 rVB 119683 133051 2.09% ©.337%
15 14.051 2030 2034 2041 rVB 1560412 1376344 21.59%  3.484%

16 15.545 2282 2288 2304 rVB 841943 1148736 18.02%  2.908%

Sum of corrected areas: 39504243
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091421\
BF125477.D

: 14 Sep 2021 16:42

Ju/CaG

: PB139044BL

: 3  Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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\BF@91421\
Data File : BF125477.D

Acqg On : 14 Sep 2021 16:42
Operator : JU/CG

Sample : PB139044BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.281 2.54 ng 137342  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 47
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
Abundance  Scan 33 (2.281 min): BF125477.D\data.ms (-26) (-) m/z 73.00 100.00%
73.0
5000 43.0 J\
870 \‘\\\\‘\\\\‘\\\\
‘ ‘ 91 220 240 260
owH‘ww‘u;‘“m"w“‘1”,””‘wwwwwww m/z 43.00 47.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B
220 240 260
43.0
87.0 m/z 55.00 35.25%
29.0
N \‘ 90 i
O \‘H\\‘HH‘f\!\‘\f\f‘\\\\‘\\\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
PP brap tpb g o
220 240 260
5000 43.0 m/z 87.05 25.37%
58.0
29.0 ‘ 87‘-0
0“HWMHH‘H‘WH‘WH‘W‘MW‘HW‘H‘_H‘_H‘_‘H_‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol Aot oo S
73.0 220 240 260
87.0 m/z 41.00 14.41%
5000 41.0 55.0
27.0
ob b L M WL 1120 1200 A Vi
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125477.D

Acqg On : 14 Sep 2021 16:42
Operator : JU/CG

Sample : PB139044BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 3-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.510 4.27 ng 231176 1,4-Dichlorobenzene-d4 6.875

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 90
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
Abundance Scan 412 (4.510 min): BF125477.D\data.ms (-408) (-) m/z 55.00 100.00%
55.0 83.0
5000
43.0
98.1
A wmaa R
‘ | era 4.20 4.40 4.60 4.80
o s S m/z 83.00 86.49%
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 B R R B B
98.0 4.20 4.40 4.60 4.80
15.0 m/z 42.95 36.75%
O\\’\}‘\\‘\\1\‘\\\‘1}‘1\\\“\‘\}\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
PR AT PP PR
4.20 4.40 4.60 4.80
5000 43.0 m/z 98.10 27.53%
29.0 98.0
‘M‘\ H‘J 67.0 L
Ot e e i
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3812: 2-Pentene, 4,4-dimethyl-, (E)- EEEmmEEE TR
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.00 23.34%
5000 41.0
270 98.0
7.
15.0 “ ‘ 67.0
0",HM‘M‘1u"w}1H‘MLM‘MHJM“H“M“H‘wM“‘ R A AL RRRRCRRRE
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\BF@91421\
Data File : BF125477.D

Acqg On : 14 Sep 2021 16:42
Operator : JU/CG

Sample : PB139044BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.122  28.39 ng 1537890 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
Abundance Scan 516 (5.122 min): BF125477.D\data.ms (-511) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 LU L B R IR L R
83.0 4.80 5.00 5.20 5.40
Ol et RO TS L m/z 59.00 61.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L LA B B R
4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.53%
3¥O Ly | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\’\‘\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
AN maaEEE S
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.94%
20.0 101.0
o 20 Ll 730 850
e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- AR EmaEREES
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.72%
5000
41.0
29.0 101.0
O preee et 730 880 L)
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125477.D

Acqg On : 14 Sep 2021 16:42
Operator : JU/CG

Sample : PB139044BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.281 2.5 ng 137342 1 6.875 1083230 20.0
3-Hexen-2-one 4.510 4.3 ng 231176 1 6.875 1083230 20.0
2-Pentanone, 4-... 5.122 28.4 ng 1537890 1 6.875 1083230 20.0
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