LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BG@57083.D

Acqg On : 13 Apr 2023 15:39
Operator : CG/JU

Sample : PB152099BL

Misc :

ALS vial : 7 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_ G\Methods\8270-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57083.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.431 315 322 329 rBV 128082 193041 12.35%  3.054%
2 5.912 398 404 414 rVB 319005 496583 31.77% 7.856%
3 7.540 673 681 691 rBV 309567 538523 34.45% 8.519%
4 8.403 822 828 835 rBV 52261 86990 5.57% 1.376%
5 9.584 1021 1029 1038 rBV 183580 321560 20.57% 5.087%

6 11.246 1305 1312 1320 rBV 68137 121099 7.75% 1.916%
7 13.643 1713 1720 1728 rBV 515852 823454 52.68% 13.027%
8 15.018 1947 1954 1961 rBV 123539 198496 12.70%  3.140%
9 16.498 2199 2206 2217 rBV 478257 691622 44.25% 10.942%
10 17.761 2414 2421 2430 rVB 180750 278762 17.83% 4.410%

11 20.328 2852 2858 2864 rBV 1232801 1563081 100.00% 24.728%

12 22.073 3149 3155 3164 rVB2 177211 299562 19.16% 4.739%
13 23.641 3415 3422 3427 rVB3 17785 33566 2.15% 0.531%
14 24.522 3566 3572 3578 rVB5 22622 47352 3.03% 0.749%
15 25.609 3743 3757 3769 rVB3 93625 367603 23.52% 5.816%
16 26.819 3953 3963 3974 rVB4 32463 105409 6.74% 1.668%
17 28.323 4208 4219 4231 rVB3 28666 103641 6.63% 1.640%
18 30.127 4520 4526 4527 rBV5 11928 17417 1.11% 0.276%
19 32.324 4890 4900 4903 rBV5 12403 33310 2.13% 0.527%
Sum of corrected areas: 6321071
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57083.D

Acq On : 13 Apr 2023 15:39
Operator : CG/JU

Sample : PB152099BL

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057083.D\data.ms
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Abundance TIC: BG057083.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BG@57083.D

Acq On : 13 Apr 2023 15:39

Operator : CG/JU

Sample : PB152099BL

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
5.431 44.38 ng 193041 1,4-Dichlorobenzene-d4 8.403
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 14
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 322 (5.431 min): BG057083.D\data.ms (-315) (-)
3.1

m/z 43.15 100.00%

59.1
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101.2 R R
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ooyl ms2 ;
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Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 L L L L L L B N I B
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101.
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e
5.20 5.40 5.60 5.80
5000 41.0 ITI/Z 58.25 17.007%
126.0
bl b 12801420
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Abundance #242: Acetone AT REARS R
43.0 5.20 5.40 5.60 5.80
m/z 41.25 10.53%
5000
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59.0
Ot S92 SNMSE 5 M-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57083.D

Acq On : 13 Apr 2023 15:39
Operator : CG/JU

Sample : PB152099BL

Misc

ALS vial : 7

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 2 Octacosane Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
23.641 2.24 ng 33566 Chrysene-di12 22.073
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 52
2 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 47
3 Pentacosane 352 C25H52 000629-99-2 47
4 1-Iodoundecane 282 C11H23I 004282-44-4 46
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 43

Abundance Scan 3422 (23.641 min): BG057083.D\data.ms (-3415) (- | m/z 57.25 100.00%

57.3
5000
207.2

u M 0951 3549 23.50 24.00

0 ‘ e m/z 43.25  78.15%
miz--> 50 100 150 200 250 300 350

Abundance #298427: Octacosane
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5000
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oLk MH “‘4}918302250 281.0 337.0 394
T ‘ T ‘ T ‘ T ‘ L ‘ T T ‘ UL ‘ L ‘
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Abundance #275553: Octadecane, 5,14-dibutyl-

43.0

23.50 24.00
5000 50 m/z 85.25 58.21%
126.0 309.0
o L L 19902110 260020 son
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane L — A ‘
57.0 23.50 24.00
m/z 55.25  36.49%
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““““““““““ e R a e e e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57083.D

Acq On : 13 Apr 2023 15:39
Operator : CG/JU

Sample : PB152099BL

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.523 2.58 ng 47352  Perylene-d12 25.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
3 Hexacosane 366 C26H54 000630-01-3 74
4 Tetracosane 338 C24H50 000646-31-1 72
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 72
Abundance Scan 3572 (24.522 min): BG057083.D\data.ms (-3566) (- | m/z 57.20 100.00%
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209.1 24.50
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- “‘ A | ““‘MH‘L 11 TN N . N m/z 43.20 73.11%
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57.0 MWW
bk n 4 aps ‘ e ‘
24.50
5000 m/z 85.25 59.73%
9.0
141.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BGO57083.D

Acq On : 13 Apr 2023 15:39
Operator : CG/JU

Sample : PB152099BL

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.819 5.73 ng 105409  Perylene-di12 25.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 (C21H44 000629-94-7 91
4 Pentacosane 352 (C25H52 000629-99-2 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 3963 (26.819 min): BG057083.D\data.ms (-3953) (- | m/z 57.25 100.00%
571.3
5000
26.50 27.00
ol ‘H ﬂh‘ ‘H‘ Lt 4“1‘7“1‘]‘_9‘3‘]: o lOEL 3L 7120 75.51%
m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000 MAAMA‘ p ‘A‘ S '
26.50 27.00
m/z 43.20 68.47%
9.0
0 L 1/ u“\ \“\ H‘ | ]\\-4% (\) ]\'83 0 225 0 28\2 0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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Abundance #275537: Hexacosane
57.0
26.50 27.00
5000 m/z 85.20 64.89%
9.0
ol Ll Hh‘ i \\ | 14} 9 183.0 225.0 267.0 309.0 _367.(
gl A e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane e et
57.0 26.50 27.00
m/z 55.20 23.02%
5000
‘ 9.0
41.0
ol50 ||, 10ms0z50 2960
m/z--> 50 100 150 200 250 300 350 26.50 27.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG041323\

Data File : BG@57083.D

Acq On : 13 Apr 2023 15:39
Operator : CG/JU

Sample : PB152099BL

Misc

ALS vial : 7

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 5 Methoxyacetic acid, 2-tetra... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
28.323 5.64 ng 103641  Perylene-di12 25.615
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 91

2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexacosane 366 C26H54 000630-01-3 83
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 4219 (28.323 min): BG057083.D\data.ms (-4208) (- | m/z 57.25 100.00%
571.3

5000

-

28.00 28.50
155.2 283.1
O kb L2 38wz 71.25 71.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #181683: Methoxyacetic acid, 2-tetradecyl ester
57.0

-

5000
28.00 28.50

’ m/z 43.25 62.49%

‘l 2701970
L}

O‘\H ’\H\‘#\i\“\H\J‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘HH‘\H

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

%

Abundance #347241: Tetratetracontane
57.0
28.00 28.50
5000 m/z 85.20 47 .54%
0 H |} ‘1970267033704070 491.0 562.0
P N e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane b — A
57.0 28.00 28.50
m/z 55.25  28.12%
5000
oL 1]} 1019702670 3670
_‘H,HH‘HH‘H‘wH‘WH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041323\
Data File : BG@57083.D

Acqg On : 13 Apr 2023 15:39
Operator : CG/JU

Sample : PB152099BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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|
2-Pentanone, 4-... 5.431 44.4 ng 193041 1 8.403 86990 20.0
Octacosane 23.641 2.2 ng 33566 5 22.073 299562 20.0
Heneicosane 24.523 2.6 ng 47352 6 25.615 367603 20.0
Eicosane 26.819 5.7 ng 105409 6 25.615 367603 20.0
Methoxyacetic a... 28.323 5.6 ng 103641 6 25.615 367603 20.0
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