LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90624\
Data File : BF139269.D

Acqg On : 06 Sep 2024 10:01
Operator : RC/JU

Sample : PB163139BL

Misc :

ALS vial : 4 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-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139269.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.251 19 27 34 rVB 93442 151564 3.03% 0.479%
2 5.134 508 517 530 rBvV 181522 325931 6.51% 1.031%
3 5.516 575 582 587 rBV 3083897 4489629 89.71% 14.197%
4 6.516 744 752 757 rBV 2963657 4631267 92.54% 14.645%
5 6.886 810 815 820 rVB 832005 1003980 20.06% 3.175%

6 7.451 903 911 916 rBV 2037772 2945596 58.86% 9.314%
7 8.169 1027 1033 1038 rBV 1015990 1286461 25.70% 4.068%
8 9.245 1209 1216 1221 rBV 3643017 5004809 100.00% 15.826%
9 9.922 1325 1331 1337 rBV 1079991 1413554 28.24%  4.470%
10 10.716 1459 1466 1484 rBV 2024594 2762978 55.21% 8.737%

11 11.410 1579 1584 1589 rBV 1168595 1446685 28.91%
12 12.998 1848 1854 1860 rBV 3171776 4325885 86.43% 13.
13 14.051 2027 2033 2042 rBV 606258 804761 16.08%
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14 15.527 2277 2284 2288 rBV 426323 675673 13.50% 137%

15 15.568 2288 2291 2302 rVB 45452 76384 1.53% 242%

16 16.015 2361 2367 2379 rVB 40903 77073 1.54% 0.244%

17 16.533 2448 2455 2464 rBV 40139 83566 1.67% 0.264%

18 17.139 2551 2558 2572 rBV 26991 62787 1.25% 0.199%

19 17.856 2672 2680 2694 rBV2 18961 55384 1.11% 0.175%
Sum of corrected areas: 31623967
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Sep 2024 10:01
: RC/JU
: PB163139BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
BF139269.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M

Quant Title

TIC Library

: 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\BF090624\
Data File : BF139269.D

Acqg On : 06 Sep 2024 10:01
Operator : RC/JU

Sample : PB163139BL

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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.
2.251 3.02 ng 151564 1,4-Dichlorobenzene-d4 6.886

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, tetramethyl- 88 C4H12Si 000075-76-3 12
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 27 (2.251 min): BF139269.D\data.ms (-19) (-) m/z 73.05 100.00%
73.0
5000 43.1 A
T
‘ J 881 2. 20 240 2. 60
Ol prrreprer L P8O Li 881 n/z 43.10  48.10%

m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
7’1

5000 L L B L B
43.0 220 240 2.60
‘ m/z 55.10 32.95%
27.0 88.0
O \‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
220 2.40 260
5000 55.0 m/z 87.10  25.88%
39
0 I \‘ L L 880 11201200
“‘,“
miz--> 0 20 40 80 100 120
Abundance #2246: S|Iane,tetramethyl— e
73.0 220 2.40 260

m/z 41.05 15.91%
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43.0
0 15\.0 \‘ | ‘ ‘ 1 ‘\ 88 0

miz--> 0 20 80 100 120 220 240 2.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139269.D

Acqg On : 06 Sep 2024 10:01
Operator : RC/JU

Sample : PB163139BL

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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.
5.134 6.49 ng 325931 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Butane 58 C4H10 000106-97-8 9
Abundance Scan 517 (5.134 min): BF139269.D\data.ms (-508) (-) m/z 43.05 100.00%
43.0
5000 59.1
R AR amatE
631 10‘1-1 4.80 5.00 5.20 5.40
0 i e m/z 59.10 47.42%
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 B R R B
4.80 5.00 5.20 5.40
101.0 m/z 58.10 15.55%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R R RRRALT
4.80 5.00 5.20 5.40
5000 57.0 m/z 101.10 13.88%
29.0
‘ 101.0
Ol bl 780
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R mmaaE R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.44%
5000
101.0
ol 180 sio | %0950 gep AL
R AL SR R NE
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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Library Search Compound Re

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139269.D

Acqg On : 06 Sep 2024 10:01
Operator : RC/JU

Sample : PB163139BL

Misc

ALS vial : 4 Sample Multiplier: 1

port

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 3 Tetratetracontane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.015 2.28 ng 77073  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 2367 (16.015 min): BF139269.D\data.ms (-2361) (- m/z 57.05 100.00%
57.0

5000 j

16.00
71
o‘HH_wﬂ‘lﬁw“?9‘7‘9‘_m_HwHH‘HHw‘_m_wm m/z 43.05 63.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0
5000 el /\YVJ
16.00
m/z 71.10 57.07%
okl | 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘HH‘HH‘H\\‘\H!]W\\T[HT\‘TFH}H\\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0
T \
16.00
5000 ITI/Z 85.10 42.31%
0 JMHH%WO 296.0
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 j
Abundance #298427: Octacosane e o
57.0 16.00
m/z 55.00 24.05%
5000
ol 1l 1122701970 281.0  394.0 | ] J
“H‘_‘H‘H‘W‘H‘“‘W‘H‘_‘H‘H‘W‘H‘_“W‘H‘_‘H‘H‘ A A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139269.D

Acqg On : 06 Sep 2024 10:01
Operator : RC/JU

Sample : PB163139BL

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 4 Octacosane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.533 2.47 ng 83566  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2455 (16.533 min): BF139269.D\data.ms (-2448) (- m/z 57.05 100.00%
57.0
5000 k j\
\
L H 4111831 281.1 1650
0 “U‘www“ﬁuhd‘uu“““““““““““ m/z 43.05 60.07%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 \ B T T
16 50
9.0 m/z 71.10 57.49%
ol |11 114101830095 0267.0300.0 3650
\\\‘\\\\‘\\\Y‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0 \
oy
16 50
5000 m/z 85.10 42 .86%
9.0
oLl L1 ;141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
miz--> 50 100 150 200 250 300 350 \
Abundance #275537: Hexacosane A f
57.0 16.50
m/z 55.00 22.94%
5000
oL L] \L | 1410182.0225.0267.03090_ 367.0 \ L AN
m/z--> 50 100 150 200 250 300 350 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090624\
Data File : BF139269.D

Acqg On : 06 Sep 2024 10:01
Operator : RC/JU

Sample : PB163139BL

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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... 2.251 3.0 ng 151564 1 6.886 1003980 20.0
2-Pentanone, 4-... 5.134 6.5 ng 325931 1 6.886 1003980 20.0
Tetratetracontane 16.015 2.3 ng 77073 6 15.527 675673 20.0
Octacosane, 2-m... 16.533 2.5 ng 83566 6 15.527 675673 20.0
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