Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

BM044050.D

: 12 Feb 2024 11:05
: MA/JU
. PB155297BL

: 3  Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

01

0.2

. 0

tion: 5

: TIC: BM@44050.D\data.ms

peak R.T. first max last

# min

6 10.710
7 13.180
8 14.551
9 16.039
10 17.298

11 19.651
12 19.945
13 20.709
14 21.5e3
15 23.897

sCan scan scan

1285 1296 1306
1708 1716 1730
1942 1949 1957
2193 2202 2228
2410 2416 2427

2812 2816 2821
2859 2866 2877
2992 2996 3000
3125 3131 3142
3531 3538 3550

Sum

PK
TY

rVB
rBv
rBv
rBv
rBv

rBv
rBv
rBv
rBv
rBv

rBv
rBv
rBv
rBv
rVB

of corrected areas:

peak
height

208948
9543979
8406090
1726755
5238565

2230307
11622601
2994609
7704590
3417857

263629
14774771

177709
2999768
1833086
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LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021224\

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100

Peak Location: TOP

corr. corr.

area % max.

290129 1.49%
13916024 71.30%
13935248 71.40%
2786831 14.28%
8882355 45.51%

3862738 19.79%
18123532 92.86%
4639527 23.77%
11746560 60.18%
5026461 25.75%

307085 1.57%
19517874 100.00%
207283 1.06%
4110922 21.06%
3849424 19.72%

111201993

: Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM020824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

% of
total

3.474%
16.298%
4.172%
10.563%
4.520%

0.276%
17.552%
0.186%
3.697%
3.462%
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Feb 2024 11:05
: MA/JU
: PB155297BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@021224\
BM044050.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BM044050.D\data.ms

5.481

7.075

9.081

10.710

7.904

5.028

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BM044050.D\data.ms
19.945

13.180

16.039

14.551 17.298

19.651
A

0
Time-->

12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM044050.D\data.ms

21.503
23.897

.709

Time-->

[
L e I e By By I I L B B

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21224\
Data File : BM@44050.D

Acqg On : 12 Feb 2024 11:05
Operator : MA/JU

Sample : PB155297BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020824.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.028 2.08 ng 290129 1,4-Dichlorobenzene-d4 7.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

4 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 17
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 330 (5.028 min): BM044050.D\data.ms (-326) (-) m/z 43.00 100.00%

3.0
5000
101.0 T
‘ ‘ 4.80 5.00 5.20 5.40
Obpreedlbrbh et 28632099 2830 /7 59.60  58.81%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

5000 L B L I LN N B
4.80 5.00 5.20 5.40
m/z 101.00 20.50%
29.0 101.0
O\’\M‘\\‘i“\‘\\‘1‘}\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.76%
101.0
O ettt e e

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T T T T
59.0 4.80 5.00 5.20 5.40

m/z 41.00 7.94%

5000

126.0

owmwwmwmwwmwmwwmwmwwmwmw‘ R R S
m/z--> 20 40 60 80 100120140160 180200220240 260280 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21224\
Data File : BM@44050.D

Acqg On : 12 Feb 2024 11:05
Operator : MA/JU

Sample : PB155297BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020824.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|

Propane, 2-meth... 5.028 2.1 ng 290129 1 7.910 2786830 20.0
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