LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138883.D

Acqg On : 09 Aug 2024 11:52
Operator : RC/JU

Sample : PB162423BL

Misc :

ALS vial : 6 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138883.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 8 20 27 rVB 33164 54740  2.24%  0.430%
2 5.093 504 510 524 rBV 59626 109045 4.46% 0.857%
3 5.481 570 576 600 rBV 1252318 1692497 69.16% 13.295%
4 6.487 741 747 765 rBV 1238792 1764369 72.10% 13.860%
5 6.840 802 807 812 rBV 219332 266402 10.89% 2.093%

6 7.404 897 903 926 rBV 807288 1149764 46.99%  9.032%
7 8.122 1019 1025 1038 rBV 268675 358061 14.63% 2.813%
8 9.192 1200 1207 1212 rBV 1590074 2142163 87.54% 16.827%
9 9.869 1317 1322 1336 rBV 329316 433814 17.73%  3.408%
10 10.669 1452 1458 1477 rBV 952646 1311890 53.61% 10.305%

11 11.357 1570 1575 1593 rBV 375947 477174 19.50% 3.748%
12 12.945 1838 1845 1850 rBV 1827769 2447083 100.00% 19.222%

13 13.998 2019 2024 2034 rVB 245154 319448 13.05% 2.509%
14 15.463 2267 2273 2293 rVB 116480 203916 8.33% 1.602%

Sum of corrected areas: 12730366
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 09 Aug 2024 11:52
: RC/JU
: PB162423BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
BF138883.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF138883.D\data.ms
1500000
5.481 6.487
1000000
7.404
500000
6.840
2.210 5.093
OT\?\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\W
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 TIC: BF138883.D\data.ms
12.945
9.192
1500000
1000000 10.669
500000 11357
8.122 Q'ng
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF138883.D\data.ms
1500000
1000000
500000
13.998
15.463
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 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\BF080924\
Data File : BF138883.D

Acqg On : 09 Aug 2024 11:52
Operator : RC/JU

Sample : PB162423BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.210 4.11 ng 54740 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 17
4 1,4-Butanediamine 88 C4H12N2 000110-60-1 9
5 2-Acetamido-N-methylacetamide 130 C5H1eN202 007606-79-3 9
Abundance  Scan 20 (2.210 min): BF138883.D\data.ms (-8) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1
e
‘ 2.20 240 2.60
Ob e bl L w2 4365 47.75%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B
43.0 2.20 240 2.60
550 87.0 m/z 55.10  32.75%
29.0 “ |
O\\‘\\\\‘\\\\“\\\\‘\\\‘\\\\’\\\\‘\}\\’\\\\‘\\\
miz--> 10 20 30 70 80 90
Abundance #5032.3—PentanoL 34nethyh
73.0
T
2.20 240 2.60
5000 m/z 87.10 28.84%
55.0
45.0
87.0
1o 290 |
o S N N LA O RN (NN B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #8502: 2-Methyl-5-hexen-3-ol T
73.0 2.20 240 2.60
- m/z 41.10 17.55%
43.0
5000
27.0
50 e
0“‘HM"H“‘H‘i;‘M‘yﬂm‘,‘u‘w‘lu,u‘u““ L R
m/z--> 10 20 40 50 60 70 80 90 2.20 240 2.60

8270-BF073024.M Mon Aug 12 03:04:25 2024 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080924\
Data File : BF138883.D

Acqg On : 09 Aug 2024 11:52
Operator : RC/JU

Sample : PB162423BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.093 8.19 ng 109045 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 510 (5.093 min): BF138883.D\data.ms (-504) (-) m/z 43.10 100.00%
3.1
59.1
5000
101.1 \\\‘\\\\‘\\\\‘\\\\’\\\\
‘ 83.0 4.80 5.00 5.20 5.40
Obrprrrepreetiberr bl et et M/Z 59.1@ 56.30%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I L A BN
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.51%
0 29'\0 L m‘ 83\'0
\\‘H\\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R aRa R R
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.39%
41.0
27.‘0 ‘ 101.0
o N S £
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.01%
5000 41.0
0 \H \‘ \‘ 1y 3.0 12\6'0 142.0 A
e e e T e e e e e A e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 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\BF080924\
Data File : BF138883.D

Acqg On : 09 Aug 2024 11:52
Operator : RC/JU

Sample : PB162423BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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... 2.210 4.1 ng 54740 1 6.840 266402 20.0
2-Pentanone, 4-... 5.093 8.2 ng 109045 1 6.840 266402 20.0
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