LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72424\
Data File : BF138639.D

Acqg On : 24 Jul 2024 14:34
Operator : RC/JU

Sample : PB162256BL

Misc :

ALS vial : 9 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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138639.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.216 16 21 31 rVB 45510 77946  2.38% 0.397%
2 5.098 505 511 524 rVB 119503 200773 6.14% 1.022%
3 5.487 571 577 583 rBV 1995362 2737737 83.67% 13.941%
4 6.486 741 747 753 rBV 1873015 2793636 85.38% 14.225%
5 6.851 804 809 814 rVB 404052 486354 14.86% 2.477%

6 7.416 898 905 910 rBV 1306810 1875354 57.32%  9.549%
7 8.133 1020 1027 1032 rBV 489424 660220 20.18%  3.362%
8 9.210 1202 1210 1215 rBV 2242221 3188376 97.45% 16.236%
9 9.886 1319 1325 1339 rBV 579620 742940 22.71%  3.783%
10 10.674 1453 1459 1488 rBV 1403120 1905853 58.25% 9.705%

11 11.369 1572 1577 1584 rBV 625135 769778 23.53% 3.920%
12 12.957 1841 1847 1852 rBV 2439748 3271936 100.00% 16.661%

13 14.004 2020 2025 2036 rBV 414415 532874 16.29% 2.713%
14 15.468 2267 2274 2295 rBV 235760 394494 12.06%  2.009%

Sum of corrected areas: 19638271
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Jul 2024 14:34
: RC/JU
: PB162256BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
BF138639.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF138639.D\data.ms

5.487
6.486

7.416

6.851

2216 5.098

Time-->

LA
L L L L B L L B L I L B L L B B L BN IR CTT T[T T T[T T[T Tt

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

2000000

1500000

1000000

500000

TIC: BF138639.D\data.ms

9.210 12.957

10.674

9.886 11.369
8.133

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

2000000

1500000

1000000

500000

Time-->

TIC: BF138639.D\data.ms

14.004
15.468

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T 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\BF072424\
Data File : BF138639.D

Acqg On 1 24 Jul 2024 14:34
Operator : RC/JU

Sample : PB162256BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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.
2.216 3.21 ng 77946  1,4-Dichlorobenzene-d4 6.851

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 39
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 21 (2.216 min): BF138639.D\data.ms (-16) (-) m/z 73.10 100.00%

73.1
5000 43.1
87.0

n ‘ 220 240 2.60
b 28 e Mz 43.10 45.98%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 T LI T T
43.0 2. 20 2. 40 2. 60
87.0 m/z 55.05 29.19%
29.0
N \‘ 90 i
O\‘\\\\‘\\\\‘f\f\‘\f\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SR
2. 20 2.40 2.60
5000 41.0 55.0 ITI z 87.05 28.35%
27.0
ob I ‘ 112.0 129.0
b e e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4950: Silane, ethyltrimethyl- B e
73.0 2. 20 2.40 2.60

m/z 41.05 14.09%

5000 59.0
87.0
43.0
290 | ! 102.0 AVl
S

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 220 240 2.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138639.D

Acqg On 1 24 Jul 2024 14:34
Operator : RC/JU

Sample : PB162256BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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.
5.098 8.26 ng 200773 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
Abundance Scan 511 (5.098 min): BF138639.D\data.ms (-505) (-) m/z 43.05 100.00%
43.0
59.1
5000
R EmERRE R
| 650 101.1 4.80 5.00 5.20 5.40
Y R) NN, « o S R m/z 59.10  54.36%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I B AL LR
4.80 5.00 5.20 5.40
101.0 m/z 58.10 15.55%
2710 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
S AREEEEE SR
4.80 5.00 5.20 5.40
5000 m/z 101.10 15.52%
101.0
41.0
NPT T - AR
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR A RRRS
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.34%
5000 41.0
I | 7. T S | S
m/z--> 20 40 60 80 100 120 140 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\BF072424\
Data File : BF138639.D

Acqg On 1 24 Jul 2024 14:34
Operator : RC/JU

Sample : PB162256BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.216 3.2 ng 77946 1 6.851 486354 20.0
2-Pentanone, 4-... 5.098 8.3 ng 200773 1 6.851 486354 20.0
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