LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131148.D

Acqg On : 11 Nov 2022 11:12
Operator : CG\JU

Sample : PB148960BL

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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131148.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 18 22 30 rVvB 49974 65650 2.28% 0.431%
2 5.116 509 515 526 rBV 649089 783029 27.16% 5.145%
3 5.510 578 582 585 rBV 1752323 1536017 53.28% 10.093%
4 6.510 747 752 755 rBV 1368023 1450889 50.33% 9.533%
5 6.881 811 815 819 rBV 531642 420198 14.58% 2.761%

6 7.451 906 912 915 rBV 1394659 1416551 49.14%  9.308%
7 8.169 1029 1034 1037 rBV 652352 570446 19.79%  3.748%
8 9.245 1211 1217 1220 rBV 2798235 2492099 86.45% 16.375%
9 9.928 1326 1333 1336 rBV 936292 743843 25.80%  4.888%
10 10.722 1463 1468 1471 rBV 1126979 1082859 37.56% 7.115%

IN
o
A
G
R

11 11.422 1583 1587 1590 rVB 829985 707524 24.54%
12 13.016 1852 1858 1861 rBV 2910306 2882806 100.00% 18.942%

13 14.069 2033 2037 2040 rBV 733199 596448 20.69%  3.919%
14 14.163 2047 2053 2057 rBV 24179 29120 1.01% ©0.191%
15 15.563 2286 2291 2299 rVB2 361552 441792 15.33%  2.903%

Sum of corrected areas: 15219271
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Nov 2022 11:12
: CG\JU
: PB148960BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
BF131148.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF131148.D\data.ms

5.510

6.510 7.451

5.116
6.881

2.216

Time-->
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2500000

2000000

1500000
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TIC: BF131148.D\data.ms
9.245 13.016

10.722

.92
9328 11.422

8.169
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Time-->
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Time-->

TIC: BF131148.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131148.D

Acqg On : 11 Nov 2022 11:12
Operator : CG\JU

Sample : PB148960BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 3.12 ng 65650 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 42
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9
Abundance  Scan 22 (2.216 min): BF131148.D\data.ms (-18) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.0
T
H 56.9 220 2.40 260
0 H,mWm‘i!mqmw‘i‘mwe‘w_m‘w_ww m/z 43.85 47.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L I R
55.0 220 240 260
87.0 m/z 55.05 33.65%
27.0 ‘ ‘
OH’\Hm“\\H“\H\‘\\H‘\H\H\}H‘HH‘H]\_\o‘]\-\(\)\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 S SR
220 2.40 260
5000 41.0 550 m/z 87.05 29.26%
27.0
0 112.0 129.0
A L R o ARBRENSOA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4950: Silane, ethyltrimethyl- T
73.0 220 2.40 260
m/z 41.05 15.43%
5000 59.0
87.0
43.0
29.0 M ‘ | 102.0
O brrprrrr bl el b e

m/z--> 20 30 40 50 60 70 80 90 100 110120 130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131148.D

Acqg On : 11 Nov 2022 11:12
Operator : CG\JU

Sample : PB148960BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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.
5.116 37.27 ng 783029 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 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-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9
Abundance Scan 515 (5.116 min): BF131148.D\data.ms (-509) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 A e R
‘ 83.0 4.80 5.00 5.20 5.40
) RTINS, « S m/z 59.10  58.11%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R IR R
4.80 5.00 5.20 5.40
59.0 m/z 101.10  16.86%
270 H gao 1010
O\\\‘\“\H\\“‘1\\‘\‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
EEEmmEEE TS
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 13.67%
87.0
26.0
R e B o
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A e a s
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.26%
5000 41.0
I 1 O 17 1 S N
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\BF111122\
Data File : BF131148.D

Acqg On : 11 Nov 2022 11:12
Operator : CG\JU

Sample : PB148960BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 3.1 ng 65650 1 6.881 420198 20.0
2-Pentanone, 4-... 5.116 37.3 ng 783029 1 6.881 420198 20.0
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