LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60718.D

Acqg On : 1 Apr 2024 16:46
Operator : MA/JU

Sample : PB159867BL

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_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60718.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.098 14 19 29 rVB3 43459 81372 1.04% 0.258%
2 5.079 350 356 364 rBvV 85465 130724 1.67% 0.415%
3 5.537 427 434 446 rBV 1606907 2475112 31.68% 7.855%
4 7.111 692 702 715 rBV 1631895 2808944 35.95%  8.915%
5 7.958 839 846 853 rVB 291767 477416 6.11% 1.515%

6 9.109 1034 1042 1051 rBV 899281 1538399 19.69%  4.882%
7 10.754 1314 1322 1329 rBV 398314 698697  8.94%  2.217%
8 13.210 1732 1740 1748 rBV 2517315 3955390 50.62% 12.553%
9 14.585 1967 1974 1983 rVB 681179 1061836 13.59%  3.370%
10 16.072 2218 2227 2239 rBV 2095965 3191439 40.84% 10.129%

11 17.329 2434 2441 2448 rVB 1070704 1537122 19.67% 4.878%
12 19.679 2836 2841 2847 rBV 154473 178019 2.28% 0.565%
13 19.961 2882 2889 2901 rVB 5552363 7813573 100.00% 24.798%
14 20.725 3014 3019 3024 rBV 129042 151265 1.94%  ©.480%
15 21.589 3159 3166 3175 rBV2 1106534 1788407 22.89% 5.676%

16 23.151 3426 3432 3440 rVB 80677 151844  1.94%
17 23.956 3562 3569 3576 rBV 106555 231491 2.96%
18 24.726 3689 3700 3712 rBV2 697379 1922724 24.61%
19 24.908 3723 3731 3742 rVB2 130554 328353  4.20%
20 26.042 3915 3924 3936 rBV3 110783 338149 4.33%
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21 27.399 4142 4155 4170 rBV3 98026 381791 4.89%
22 29.045 4422 4435 4447 rBV4 59169 266419 3.41% 0.846%
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Sum of corrected areas: 31508486
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60718.D

Acqg On : 1 Apr 2024 16:46
Operator : MA/JU

Sample : PB159867BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060718.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60718.D

Acqg On : 1 Apr 2024 16:46
Operator : MA/JU

Sample : PB159867BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Cyclohexane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.098 3.41 ng 81372  1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
4 Cyclobutanone, 2-methyl- 84 C5H80 001517-15-3 64
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 47
Abundance  Scan 19 (3.098 min): BG060718.D\data.ms (-14) (-) m/z 56.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60718.D

Acqg On : 1 Apr 2024 16:46
Operator : MA/JU

Sample : PB159867BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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.
5.079 5.48 ng 130724 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 Acetone 58 C3H60 000067-64-1 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 356 (5.079 min): BG060718.D\data.ms (-350) (-) m/z 43.00 100.00%
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ol gt 9L mjz 59.00 44.23%
m/z--> 0 50 100 150 200 250 300
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
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43.0 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60718.D

Acqg On : 1 Apr 2024 16:46
Operator : MA/JU

Sample : PB159867BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.956 2.41 ng 231491  Perylene-di2 24.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3569 (23.956 min): BG060718.D\data.ms (-3562) (- | m/z 57.05 100.00%
57.0
5000 /\
24.00
13.1 :
O J‘ u.uﬁ‘ L8092 2810 8581  m/z 43.10  68.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
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oL 1113-0169.0225.0281.0337.0 394.0
\\1\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320590: Hentriacontane
57.0
oo
24.00
5000 m/z 85.10 35.09%
113.0
ol LU 16902250 309.0365.0 436.0
A A e
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Abundance #339055: Hexatriacontane pelag e
57.0 24.00
m/z 55.05 22.54%
5000
0 ] } | ‘\‘3111”3;\0\159.‘0‘225.0 281.0337.0393.0449.0 506.(
A A A e T T e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60718.D

Acqg On : 1 Apr 2024 16:46
Operator : MA/JU

Sample : PB159867BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 4
R.T. EstConc Area Relative to ISTD R.T.
24.908 3.42 ng 328353  Perylene-d12 24.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3731 (24.908 min): BG060718.D\data.ms (-3723) (- | m/z 57.05 100.00%
57.0
5000 /\\
70 25.00
41. 1 207 0 :
ol “m DAL Yas 2070 | 2811 3860 L. 4365  66.25%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 T
25.00
m/z 71.10 52.96%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
e
25.00
5000 m/z 85.05 40.80%
oLy | H\\ H | 141-0183.0225.0267.0300.0 365.0
iy “““‘““““““““““,““‘
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane SN —
57.0 25.00
m/z 55.05 23.93%
5000
9.0
141 0
oLk L) 1018902250067030003520 s b
m/z--> 50 100 150 200 250 300 350 25. OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60718.D

Acqg On : 1 Apr 2024 16:46
Operator : MA/JU

Sample : PB159867BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 5 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.042 3.52 ng 338149  Perylene-d12 24.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Docosane, 11-decyl- 451 C32H66 055401-55-3 87
4 Tetratetracontane 619 C44H99 007098-22-8 87
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 87
Abundance Scan 3924 (26.042 min): BG060718.D\data.ms (-3915) (- | m/z 57.10 100.00%
57.1
5000 /\\
91 T
26.00
141.1
ol ‘L‘ ALt 2080 2649 3413 398 4300 63.01%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 P ;
26.00
m/z 71.10 53.47%
ol d L H | 141 0183.0225.0 281.0 337.0 394.(
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
T \
26.00
5000 m/z 85.05 38.54%
9.0
oL L, Mh‘ | | |141.0183.0225.0267.0309.0 367.0
e S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #325756: Docosane, 11-decyl- A
57.0 26.00
m/z 55.00 22.66%
5000
141.0 309.0
- “ m‘m”‘ |70 18302250267.0 717 7350.0892.0  eemenact e
m/z--> 50 100 150 200 250 300 350 400 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60718.D

Acqg On : 1 Apr 2024 16:46
Operator : MA/JU

Sample : PB159867BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 6 Sulfurous acid, butyl decyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.399 3.97 ng 381791  Perylene-d12 24.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
2 Tetratetracontane 619 C44H90 007098-22-8 68
3 Hentriacontane 437 C31H64 000630-04-6 68
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 64
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 64
Abundance Scan 4155 (27.399 min): BG060718.D\data.ms (-4142) (-~ | m/z 57.05 100.00%
57.0
5000 J\\
27. 00 27 50
7.1 210.0
o‘H‘J_leue‘mH,«H_2“9‘5‘:9‘wHH‘HHw‘_m_wm m/z 43.10 61.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
5000 g
27.00 27 50
m/z 71.10  55.25%
J ‘ ||, 1410
O‘\\lYY‘\‘H‘\‘\‘\\4‘\\H’\H\‘H\\‘HH‘\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
AA/\‘ r
27.00 27 50
5000 m/z 85.10 47 .40%
ol [ 1 || £27:0197.0267.0337.0407.0 491.0562.0
et - A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane ‘
57.0 27.00 27 50
m/z 55.05 23.77%
5000
7.0
0 JJP411191Q. 309.0379.0 Mo
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27. 00 27 50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\

BGO60718.D
1 Apr 2024 16:46
: MA/JU
: PB159867BL
: 3  Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
29.045 2.77 ng 266419  Perylene-di2 24.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 (C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Docosane 310 C22H46 000629-97-0 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 4435 (29.045 min): BG060718.D\data.ms (-4422) (- | m/z 57.05 100.00%
57.0
5000 VJ/\\kMWW
13.1 207.0 29 00
. 281.
oL hiL bl S 28188270 43.00  54.01%
miz--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000
29.00
m/z 71.05 49.43%
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
Wi y W |
2900
5000 m/z 85.10 38.27%
13.
oL L |1 ]M /1690 2250 2810 3370 394.0
Al ““ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane odtnnfen A
57.0 2900
m/z 55.00 20.33%
5000
0 uh\ ‘h ]1 h‘ L) \6\9 \0 y 2\2‘\5 0 309.0 365.0 437.1 /”
I o B L e R B AN E S
m/z--> 50 100 150 200 250 300 350 400 2900
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60718.D

Acqg On : 1 Apr 2024 16:46
Operator : MA/JU

Sample : PB159867BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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|
Cyclohexane 3.098 3.4 ng 81372 1 7.957 477416 20.0
2-Pentanone, 4-... 5.079 5.5 ng 130724 1 7.957 477416 20.0
Octacosane 23.956 2.4 ng 231491 6 24.726 1922720 20.0
Octacosane, 2-m... 24.908 3.4 ng 328353 6 24.726 1922720 20.0
Hexacosane 26.042 3.5 ng 338149 6 24.726 1922720 20.0
Sulfurous acid,... 27.399 4.0 ng 381791 6 24.726 1922720 20.0
Eicosane 29.045 2.8 ng 266419 6 24.726 1922720 20.0
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