LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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: BGO60773.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.096 14 18 29 rvB2 35222 71659 1.06% 0.275%
2 5.076 350 355 364 rBvV 59002 89913 1.33% 0.345%
3 5.540 426 434 445 rBV 1151925 1790747 26.56% 6.864%
4 7.121 695 703 713 rBV 1198627 1982389 29.40% 7.599%
5 7.961 838 846 852 rVB 208165 344852 5.11% 1.322%

6 9.113 1033 1042 1050 rBV 702910 1224814 18.17% 4.695%
7 10.758 1310 1322 1331 rBV 288235 504685 7.49%  1.935%
8 13.214 1733 1740 1750 rBV 1881024 2881261 42.73% 11.044%
9 14.589 1965 1974 1986 rBV2 522837 804007 11.92%  3.082%
10 16.075 2219 2227 2240 rBV 1901106 2864540 42.48% 10.980%

11 17.338 2434 2442 2448 rBV 812146 1242043 18.42%
12 19.442 2795 2800 2804 rBV 55045 67604  1.00%
13 19.677 2835 2840 2845 rBV 157124 202337 3.00%
14 19.965 2881 2889 2897 rBV 4891308 6742507 100.00% 2
15 20.723 3014 3018 3023 rBV 143837 173566 2.57%

OV b
~N
N
o))
B

16 21.598 3161 3167 3179 rVB 981884 1577282 23.39%
17 23.143 3426 3430 3438 rVB2 84531 161158 2.39%
18 23.948 3562 3567 3576 rVB 116940 242654  3.60%
19 24.747 3693 3703 3715 rVB 578930 1646302 24.42%
20 24.900 3722 3729 3737 rVB2 135336 337674 5.01%

P OO0 OO
Xe]
w
[
R

21 26.034 3913 3922 3933 rVB2 117560 375743 5.57%
22 27.385 4143 4152 4166 rVB3 113772 415830 6.17% 1.594%
23 29.031 4421 4432 4445 rVB4 83617 344620 5.11% 1.321%
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H
N
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R

Sum of corrected areas: 26088187
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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: BG060773.D\data.ms
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Abundance TIC: BG060773.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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.
5.076 5.21 ng 89913 1,4-Dichlorobenzene-d4 7.961

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-Heptanone, 7,7-dichloro- 182 C7H12C120 066241-43-8 12
4 Propylamine 59 C3HSN 000107-10-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 355 (5.076 min): BG060773.D\data.ms (-350) (-) m/z 43.00 100.00%

5000 59.1

O AARABRERNEEE NS
‘ 831 101.0 4.80 5.00 5.20 5.40
Ol et et 83 m/z 59.10  49.50%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B B L B LR
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m/z 58.00 15.02%

0 27\\\ i , 830 101.0
\\‘\\\\’\\\\’\\\\’\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
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4.80 5.00 5.20 5.40
5000 57.0 m/z 101.00 10.91%
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Abundance #57209: 2-Heptanone, 7,7-dichloro- e RRaEEE T
43.0 4.80 5.00 5.20 5.40

m/z 41.00 9.65%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.677 2.57 ng 202337  Chrysene-di2 21.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 87
3 Heneicosanoic acid, butyl ester 382 C25H5002 1000405-18-0 59
4 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 49
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43

Abundance Scan 2840 (19.677 min): BG060773.D\data.ms (-2835) (- | m/z 56.10 100.00%

56.1
5000 A}\
257.1

19.50 20.00
L1 2oz |

— et bk 31203991 s 57,10 58.90%

miz--> 50 100 150 200 250 300 350
Abundance #214938: Hexadecanoic acid, butyl ester
56.0

5000 - S
19.50 20.00
257.0

1290 ‘ m/z 43.10  45.93%

. 312.0

01\5.\4\ ‘\ \Hh\ \ \‘ 1\7\‘]-'\‘0\2‘].\‘3\(\)} “\ L ‘ \‘\ T ‘ L

m/z--> 50 100 150 200 250 300 350

Abundance  #214978: Hexadecanoic acid, 2-methylpropyl ester
57.0

19.50 20.00
5000 ITI/Z 41.05 45.14%
239.0
] ‘\ 12291010 H 312.0
o0 wm O S Lot A O ot N
m/z--> 50 100 150 200 250 300 350
Abundance #289575: Heneicosanoic acid, butyl ester —r .
56.0 19.50 20.00

m/z 55.00 34.79%

5000
129.0
185 0 321.0 382.(
L5. q W h \\H hMU Hh\ u‘ \“ H u 22\7 9 28\3 0 (] | .

0= b L ] T i i L A e —
miz--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Octadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.723 2.20 ng 173566  Chrysene-di12 21.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 64
2 Tetracosanoic acid, isobutyl ester 424 C28H5602 1010405-17-3 50
3 Docosanoic acid, isobutyl ester 396 C26H5202 1000405-17-1 38
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
5 Docosanoic acid, butyl ester 396 C26H5202 026718-96-7 38

Abundance Scan 3018 (20.723 min): BG060773.D\data.ms (-3014) (- | m/z 56.05 100.00%

56.0
5000

129.1 285.1 T L

‘ H‘ 851 ‘ 20.50 21.00
o“‘dv‘hWMwwuv“‘J‘u?372h‘m“?99ﬁ‘39%§“ m/z 57.05 59.91%
miz--> 50 100 150 200 250 300 350 400
Abundance #249005: Octadecanoic acid, butyl ester
56.0
5000 T
285.0 340.0 20.50 21.00

m/z 43.00 46.00%

O 11 \‘h\\\‘\\\\‘\\\\“\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #315357: Tetracosanoic acid, isobutyl ester
57.0

T
20.50 21.00

5000 ITI/Z 41.05 40.17%
369.0
oL ‘u“ “ A h hm h“\ thu A“ “ - ‘178‘5 0‘ = “2‘69‘0‘ e L ‘4"2‘4"(
m/z--> 50 100 150 200 250 300 350 400
Abundance #299818: Docosanoic acid, isobutyl ester P ——
57.0 20.50 21.00

m/z 55.05 33.44%

5000
‘ ‘ 290 341.0
] h \H h“\ i, m“ | 185 0 241.0 \ “ 396.0

O L e o o e e A —— ——
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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 Tetradecane, 6,9-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.143 2.04 ng 161158 Chrysene-di12 21.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 6,9-dimethyl- 226 C16H34 055045-13-1 87
2 Hexadecane 226 C16H34 000544-76-3 87
3 Eicosane 282 C20H42 000112-95-8 83
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 3430 (23.143 min): BG060773.D\data.ms (-3426) (- | m/z 57.10 100.00%
7.1

5
5000

——
|| 132 23.00 23.50

209.1 269.1 . ‘
b LT S0 2090 3601 4191471 0 43,10 68.65%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #107238: Tetradecane, 6,9-dimethyl-
57.0

5000

T
23.00 23.50
m/z 71.10 54.31%

‘ 155.0
‘W“M”WMWH“”‘m*f?%%g‘\w"\‘H‘\‘H‘w“ww“
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107218: Hexadecane

57.0

T
23.00 23.50

o

5000 m/z 85.10 33.31%
0 ‘\ ‘L‘ | ‘ 113.0 169.0 226.0
A T e e T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane T —
57.0 23.00 23.50

m/z 41.10 23.10%

- Mwww
’ 13.0
Il

ol (1130 169.0 225.0 282.0
A e

T —
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BGo40424\

Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 6 Eicosane, 10-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.948 2.95 ng 242654  Perylene-di2 24.747
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 87
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 3567 (23.948 min): BG060773.D\data.ms (-3562) (- | m/z 57.10 100.00%
57.1

5000

%

24.00
7.1 207.9 28313530 429.3 g
o"""w‘f"_m,""_Hw"‘wm‘_Mwwwww m/z 43.10 61.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 LA
24.00
m/z 71.05 48.77%
281.0

0‘\\H[\\Ffi\i\‘\\‘i\h\\\’\\\\‘\\\\‘H\\‘\\H‘\\H‘HH‘HH‘HH‘\H

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

.

Abundance #158600: Nonadecane
57.0
24.00
5000 ITI/Z 85.10 38.34%
NI
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T
57.0 24.00
m/z 41.00 23.70%
B Mvw\mj&vmw
o \HH 27.0197.0267.0337.0407.0 491.0562.0
R e R R L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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 7 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.900 4.10 ng 337674  Perylene-d12 24.747
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Hentriacontane 437 C31He64 000630-04-6 87
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 3729 (24.900 min): BG060773.D\data.ms (-3722) (- | m/z 57.10 100.00%
57.1
— —
‘ ]1 208.0 267.1 341.0 2450 2500
ol A d LA, 10222080 267.1 3410 4074 = ., 4310 60.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 — e
24.50 25.00
m/z 71.10 48.35%
oLl } 11130 160.0 2250 281.0 380.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #74013: Tridecane, 2-methyl-
57.0
— —
24.50 25.00
5000 m/z 85.05 36.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane T —
57.0 24.50 25.00
m/z 55.00 23.72%
- ﬁNMWVMNWw/\meWNW«wW
o 1] 3130 1600 2250 2820
A S — ——
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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 8 Tridecane, 7-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.034 4.56 ng 375743  Perylene-d12 24.747
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Heptacosane 380 C27H56 000593-49-7 83
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 83
Abundance Scan 3922 (26.034 min): BG060773.D\data.ms (-3913) (- | m/z 57.10 100.00%
57.1
T \
‘ i 13.1 207.0 281.1331.3 429.1 485. 26.00
ol bbbty 200 20103818 4291485 m/z 43.10  67.79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158602: Tridecane, 7-hexyl-
57.0
5000 — :
26.00
182.0 m/z 71.10 51.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275538: Hexacosane
57.0
U \
26.00
5000 m/z 85.05 38.49%
oLl 18902250 2950 3660
“‘_“ A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl- T ‘
57.0 26.00
m/z 55.10 23.97%
o ¢WVAAwMﬂmw/\WMMWMNWKJM
113.0 239.0
o LT 1890 205940 3520
“"""H""‘H"“w““,u““u““‘w““ ——
m/z--> 50 100 150 200 250 300 350 400 450 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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 9 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.386 5.05 ng 415830  Perylene-di12 24.747
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heneicosane, 11l-decyl- 437 C31He64 055320-06-4 87
4 Tetracosane 338 (C24H50 000646-31-1 87
5 Hexatriacontane 507 C36H74 000630-06-8 87

Abundance Scan 4152 (27.385 min): BG060773.D\data.ms (-4143) (- m/z 57.10 100.00%
57.1

%

5000
3.1 27.00 27.50
207.0
o_HJl‘uluﬁ,u‘uwmw““2?‘3"‘1“3‘2‘92‘”Hfz‘?‘?mﬁl‘? m/z 43.10  63.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 — —
27.00 27.50
m/z 71.10 45.90%
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
— ——
27.00 27.50
5000 m/z 85.10 38.46%

m ﬂ\,}§902250281033703940

£

0“mu_‘u A T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320594: Heneicosane, 11-decyl-
57.0 27.00 27.50
m/z 55.00 24.83%
5000
295.0
0 \H 113016902050 | 435.0
“H‘_‘H,‘H‘_“W‘H‘_“W‘H‘_“W‘H‘_“W‘H — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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 10 Tricosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
29.031 4.19 ng 344620  Perylene-d12 24.747
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tricosane 324 (C23H48 000638-67-5 89
3 Tetracosane, 1-bromo- 416 C24H49Br 006946-24-3 81
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 76
5 Hentriacontane 437 C31He64 000630-04-6 76

Abundance Scan 4432 (29.031 min): BG060773.D\data.ms (-4421) (- ' m/z 57.10 100.00%
57.1

%

5000
113.1 207.0 355.2 29.00
0HH‘_“‘H‘Ju\uu"euuulhm‘2‘79‘1‘”‘““““‘4‘5‘4“4“_ m/z 71.05  53.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 ——
29.00
m/z 43.10 52.25%
0 ll “‘ | ‘\ J\’ll‘lﬂllelgozzso 296.0
L ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #229645: Tricosane

~

29.00
5000 m/z 85.10 35.35%

H ﬂ 169.0 295 0 324.0
SR O 0 e D

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #311452: Tetracosane, 1-bromo-
57.0 29.00
m/z 55.05 26.38%
h WWW\/\MW
} 135.0
337.0
0 m_m«“L‘MH‘H‘H‘\1‘97‘9?‘5‘3‘9‘_m_uﬁl“?‘o‘_w —_—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60773.D

Acqg On : 4 Apr 2024 11:13
Operator : MA/JU

Sample : PB159958BL

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|
2-Pentanone, 4-... 5.076 5.2 ng 89913 1 7.961 344852 20.0
Hexadecanoic ac... 19.677 2.6 ng 202337 5 21.598 1577280 20.0
Octadecanoic ac... 20.723 2.2 ng 173566 5 21.598 1577280 20.0
Tetradecane, 6,... 23.143 2.0 ng 161158 5 21.598 1577280 20.0
Eicosane, 10-me... 23.948 3.0 ng 242654 6 24.747 1646300 20.0
Heptacosane 24.900 4.1 ng 337674 6 24.747 1646300 20.0
Tridecane, 7-he... 26.034 4.6 ng 375743 6 24.747 1646300 20.0
Heneicosane 27.386 5.0 ng 415830 6 24.747 1646300 20.0
Tricosane 29.031 4.2 ng 344620 6 24.747 1646300 20.0
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