LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc :

ALS Vvial : 20 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF139945.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.181 7 15 22 rBV 1638561 2598081 97.23% 11.097%
2 5.110 506 513 520 rVB 138298 199047 7.45% 0.850%
3 5.504 574 580 585 rBV 1993105 2610716 97.70% 11.151%
4 6.504 744 750 755 rBV 1838805 2441364 91.36% 10.428%
5 6.893 810 816 821 rvB 572771 727034 27.21%  3.105%
6 7.445 904 910 915 rBV 1274006 1633778 61.14% 6.978%
7 7.698 949 953 959 rBV 72150 86093  3.22% 0.368%
8 8.169 1028 1033 1038 rBV 668457 830515 31.08% 3.547%
9 8.381 1063 1069 1077 rVB 31071 41581 1.56% 0.178%
10 9.245 1210 1216 1221 rBV 2094384 2577826 96.47% 11.010%

11 9.922 1326 1331 1336 rBV 591165 766494 28.68%
12 10.634 1447 1452 1458 rBV 122615 156238 5.85%
13 10.710 1460 1465 1476 rBV 1064122 1342860 50.25%
14 11.410 1579 1584 1592 rBV 600910 779260 29.16%
15 11.933 1664 1673 1685 rBV 331675 532273 19.92%
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16 12.622 1785 1790 1802 rBV 85881 158441
17 12.722 1802 1807 1815 rBV 53149 98319 .68%
18 12.851 1824 1829 1841 rVB2 73353 146070 47%
19 12.998 1848 1854 1859 rBV 2106109 2672140 100.00% 11.
20 13.892 2001 2006 2014 rBV 309888 487740 18.25%

.93%
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21 14.051 2028 2033 2041 rVB 635050 878649 32.88%
22 14.527 2110 2114 2126 rVB 96614 178178 6.67%
23 15.180 2220 2225 2235 rVB 173043 357384 13.37%
24 15.527 2279 2284 2297 rVB 384678 655296 24.52%
25 15.774 2323 2326 2335 rVB2 65910 101916 3.81%
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26 16.016 2363 2367 2371 rBV 105388 163102 6.10%
27 16.063 2372 2375 2386 rVB2 98014 192162 7.19% ©.821%
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Sum of corrected areas: 23412557
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF139945.D\data.ms
2000000 5.504
6.504
2.181
1500000
7.445
1000000
6.893
500000
OT\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\A
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF139945.D\data.ms
9.245 12.998
2000000
1500000
10.710
1000000
8.169 9.922 11.410
500000
11.933
10.6 12: 5
, | e
— A — = — ———— T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF139945.D\data.ms
2000000
1500000
1000000
15.527
500000
15.77488063
Mww%m
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 71.47 ng 2598080 1,4-Dichlorobenzene-d4 6.893

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 15 (2.181 min): BF139945.D\data.ms (-7) (-) m/z 73.05 100.00%
3.0
5000 43.0
87.1 H‘HH‘\H\‘HH‘HH‘HH
‘ 91 2.202.302.402.502.60
Ot 2 e m/z 43.05  41.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T [T T T[T T T[T T[T 11
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10  30.46%
29.0
M‘ \‘\“ LQO ‘ |
O\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 O
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.56%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2.202.302.402.502.60
m/z 41.05 13.42%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e A ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.110 5.48 ng 199047 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 513 (5.110 min): BF139945.D\data.ms (-506) (-) m/z 43.00 100.00%
3.0
5000
101.1
‘ ‘ 4.80 5.00 5.20 5.40
bbbl 2070 7 59,10 58.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R B R B R
4.80 5.00 5.20 5.40
m/z 101.10 17.79%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A EEmmaE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 17.28%
31.0
‘ 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9479: 2-Hexanol, 2-methyl- AT e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.64%
5000
101.0
31.0‘H
O Lt bt P e e e R =
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 3 Pentanedioic acid, dimethyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.698 2.07 ng 86093  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 91
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 59
3 Piperidine, 1-hydroxy- 101 C5H11NO 004801-58-5 30
4 Hydrazine, (1-methylethyl)- 74 C3H1ON2 002257-52-5 22
5 2-Hydroxy-2-methyl-4-methylthioh... 188 C9H1602S 1000187-67-9 12
Abundance Scan 953 (7.698 min): BF139945.D\data.ms (-949) (-) m/z 59.00 100.00%
59.0
100.1
5000 129.1
42.0
SRS
‘ ‘ 74.0 7.40 7.60 7.80 8.00
0 bl it bl m/z 100.18  65.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0
100.0
129.0 /\
5000 LA L B I B LA AL
7.40 7.60 7.80 8.00
15.0 42.0 m/z 101.18  47.33%
H 74.0 ‘
O H‘HH‘\Hw“\\H‘i\‘\‘\\‘\\}M\\\Hi1!\\‘\\‘\\‘\\\‘\M\\\J-‘]\-ﬁ.\c‘)\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #36520: Butanedioic acid, methyl-, dimethyl ester
59.0
e Y SRR
7.40 7.60 7.80 8.00
5000 m/z 55.00 43.57%
129.0
15.0 41.0 101.0
87.0
o 730 | 1180 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4591 Piperidine, 1-hydroxy- R e RRNEN RS
100.0 7.40 7.60 7.80 8.00
m/z 129.05 40.97%
5000 28.0 42.0 84.0
ST.O
Y | 1 S 1 R Y L S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.634 4.08 ng 156238  Acenaphthene-di10 9.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 1452 (10.634 min): BF139945.D\data.ms (-1447) (- m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.1
—— —
| | 1521 | 10.50 11.000
ot e e e e m/z 77.05 64.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 e ——
10.50 11.00
51.0 m/z 182.10  51.81%
0 2?.0 | L | 152.0 |
‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165542: Disulfide, dibenzoyl
105.0
—— —
770 10.50 11.00
5000 m/z 51.10 29.03%
51.0
0127.0 | A L 152.0 242.C
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52288: Benzenebutanoic acid, .gamma.-oxo- = Py
105.0 10.50 11.00
m/z 181.10 8.81%
5000 77.0
>0 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 13.66 ng 532273  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78

Abundance Scan1673(11933num BF139945.D\data.ms (-1664) (- m/z 73.10 100.00%

43.0
5000
129.1
213.2 =
157.1185.2 256.3 12.00
A m/z 60.00  96.63%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
m/z 43.05 96.02%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
—

12.00
5000 129.0 m/z 57.05 82.03%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —

43.0 73.0 12.00

m/z 55.05 79.19%

5000 129.0
199.0
e e T
150“‘HHM‘HH\HMHH\ L S

O‘H‘w‘qh“‘H"H‘_‘HM‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.722 2.52 ng 98319  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1807 (12.722 min): BF139945.D\data.ms (-1802) (- m/z 57.05 100.00%

5710
5000 129.0

185.2 2412

——
5.1 ‘ | 28‘4;1‘320. 12.50 13.00
“

0 | ‘M‘w‘u \H‘ b L LS5 myz ss.es 99.71%

m/z--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0

5000 129.0 — ——
3.0 12.50 13.00
1850 541 2000 m/z 43.10  99.53%
0! H}M‘\‘M w“‘ ‘ I ‘L “\‘ ‘[ \‘r‘\ “\ T —
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
e o
12.50 13.00
5000 129.0 m/Z 60.00 97.12%
#o 1710 213.0 256.0
ob—L u“‘ﬂ“ dﬂ‘w \“‘w LL ! “ : “u ———
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid “/\T“] ‘ —ha
73.0 12.50 13.00
m/z 73.00 95.32%
5000 129.0
29.0
‘ 199.0 2420
ol ! “\h‘L b ‘\‘WOJ‘\ ‘\

1 ‘
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 9-Tricosene, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.892 11.10 ng 487740  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 99
2 Cycloeicosane 280 C20H40 000296-56-0 95
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 2006 (13.892 min): BF139945.D\data.ms (-2001) (- m/z 57.10 100.00%
57.1
97.1
5000
56 1400
9.2 230 1 : :
ol AL L1 2 1822 TT/T266.13021342. ./, 55,10 89.63%
miz--> 50 100 150 200 250 300
Abundance #227238: 9-Tricosene, (2)-
57.0
97.0
5000 — ——
13.50 14.00
m/z 43.10 85.67%
Ul
Ol\ \Q\ \ \“\‘ W ‘ ““\ T ‘h‘ ‘“\ “\8\“2\(“) \22\4\()\ ‘2§6\(\) T ‘ T \L T ‘
miz--> 50 100 150 200 250 300
Abundance #173728: Cycloeicosane
55.0
— ——
13.50 14.00
5000 m/z 83.10 76.14%
0 \ \‘ “ ‘\ \“ 99 1820 224.0 280'0
i A e
m/iz--> 50 100 150 200 250 300
Abundance #155962: Z-5-Nonadecene — —
55.0 97.0 13.50 14.00
m/z 97.10 66.13%
5000
266.0
39.0
AEES RS GRS S
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.527 4.06 ng 178178  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 95
2 1-Octadecene 252 C18H36 000112-88-9 92
3 1-Octadecanethiol 286 C18H38S 002885-00-9 92
4 Pentadecafluorooctanoic acid, he... 652 C25H35F1502 1000406-04-7 90
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 90

Abundance Scan 2114 (14.527 min): BF139945.D\data.ms (-2110) (- m/z 57.10 100.00%
57.1

%

‘ Pl ROF RSN st m/z 43.10  69.67%
miz--> 50 100 150 200 250 300 350

Abundance #104594: Cyclohexadecane

5000 97.1
14.50
, MH ‘n %39 1 187, 1, 2401 315 23493

o

al
13x1
o

97.0
5000
14.50
m/z 55.10 55.89%
390 224.0
0 \‘\ ‘\“ T ‘ ‘ \ \‘\ h “\ T \Q’ T \‘\ T ‘ T T T ‘ L ’ T
m/z--> 50 100 150 2000 250 300 350
Abundance #138521: 1-Octadecene
57.0
7.0 T \
14.50
5000 ITI/Z 71.10 50.47%
39.0
(o= ‘ ‘\ \ } } “ ‘“ . ]"‘8‘2‘0 — \2\5“2.\0\ L L B m
m/z--> 50 100 150 200 250 300 350
Abundance #181803: 1-Octadecanethiol —— ‘
43.0 83.0 14.50
m/z 83.10 49.18%
h %A\N,JL;/\/\A

7
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.180 10.91 ng 357384  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetratetracontane 619 C44H99 007098-22-8 87

Abundance Scan 2225 (15.180 min): BF139945.D\data.ms (-2220) (- m/z 57.10 100.00%

57.1
5000

—
15.00 15.50

412 302.1
- u‘u AL H L1f21832 | 2532 BET 8521 . 7110 59.67%
mi/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 — —
15.00 15.50

m/z 43.05 56.62%
I

I | “ 141.0 183.0 225.0 267.0 338.0
O T T \M \m\ ‘ \h\ L “\ ‘\ \‘\ \‘\ \ ‘ T 1T ‘ Ll \‘\ ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

57.0

—
15.00 15.50

5000 ITI/Z 85.10 44 ,35%
9.0
41.0
oS8 L1 ¥#01ss0ms0 2050
m/z--> 50 100 150 200 250 300 350
Abundance #246491: Tricosane, 2-methyl- T —
43.0 15.00 15.50
m/z 55.10 23.18%
5000
5.0
o h | 1 127016902110 2530 27 338.0
el : T — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 11 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.774 3.11 ng 101916  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Octacosanal 408 C28H560 022725-64-0 87
3 1,19-Eicosadiene 278 C20H38 014811-95-1 81
4 9-Octadecen-1-o0l, (E)- 268 C18H360 000506-42-3 60
5 1-Hexacosene 364 C26H52 018835-33-1 58
Abundance Scan 2326 (15.774 min): BF139945.D\data.ms (-2323) (- m/z 57.10 100.00%
57.1
—— —
ok, v m/z 43.10 82.78%
miz--> 50 100 150 200 250 300 350 400
Abundance #158566: Octadecanal
43.0
5000 6.0 R T
15.50 16.00
m/z 82.10 74.36%
O \‘\ “\ ‘ “ ‘ ““ ‘ m‘ \“‘\]'[\52\0\]\-9\6‘\0\ \2\5?\()\ T ‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #307026: Octacosanal
57.0
—— —
15.50 16.00
5000 m/z 55.10 59.65%
390.0
ol \\L“ 8 HL 11520 2210 2780 3340 M
m/z--> 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene T T
55.0 15.50 16.00
m/z 83.10 53.10%
ol L1 “\‘H‘SZP20?9250‘9”_“_”‘_‘
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14

Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 12 Pentadecane, 8-hexyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.015 4.98 ng 163102  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 2367 (16.016 min): BF139945.D\data.ms (-2363) (- m/z 57.10 100.00%
57.1
16.00 |
141.1 .
0l ‘ “h L H‘ L1770 183222522681 3342 m/z 71.10 60.49%
miz--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 5.0 — :
16.00
7o 6.0 m/z 43.10 53.37%
O T ‘ “1 hh‘ \‘h\ “‘ T“ T ‘\ \‘ “\ T \“‘ U \2\3\9.‘0\2\8\0.\0‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0
T \
16.00
5000 ITI/Z 85.10 45, 34%
5.0
27 225.0
ol L Li | PT01690 22505680
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —— :
57.0 16.00
m/z 41.05 18.81%
- /Mkm
ol “\\ H | 1410183.0225.0267.0300.0_ 3650
= “““‘ A T P
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 13 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.063 5.86 ng 192162  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Docosene 308 C22H44 001599-67-3 93
5 Cyclohexane, 1,4-didecyl- 364 C26H52 055334-20-8 89
Abundance Scan 2375 (16.063 min): BF139945.D\data.ms (-2372) (- m/z 57.10 100.00%
57.1
5000
111
T \
231.2 16.00
- “h\ “Hwh‘h 90l 2781 382399 4316 ge.s3%
miz--> 50 100 150 200 250 300 350 400
Abundance #215085: 1-Heneicosano
57.0
5000 11.0 R
16.00
294.0 m/z 83.10 77.37%
O\\“\“\‘\“\‘\\“‘ “ ]I19502370
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
T \
1110 16.00
5000 ’ m/z 97.10 70.50%
i - P e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1 T
57.0 16.00
m/z 55.10 70.11%
111.0
5000
0 1500500380 380 -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139945.D

Acqg On : 22 Oct 2024 23:14
Operator : RC/JU

Sample : P4385-16

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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... 2.181 71.5 ng 2598080 1 6.893 727034 20.0
2-Pentanone, 4-... 5.110 5.5 ng 199047 1 6.893 727034 20.0
Pentanedioic ac... 7.698 2.1 ng 86093 2 8.169 830515 20.0
Benzophenone 10.634 4.1 ng 156238 3  9.928 766494 20.0
n-Hexadecanoic ... 11.933 13.7 ng 532273 4 11.410 779260 20.0
Octadecanoic acid 12.722 2.5 ng 98319 4 11.410 779260 20.0
9-Tricosene, (Z)- 13.892 11.1 ng 487740 5 14.051 878649 20.0
Cyclohexadecane 14.527 4.1 ng 178178 5 14.051 878649 20.0
Tetracosane 15.180 10.9 ng 357384 6 15.527 655296 20.0
Octadecanal 15.774 3.1 ng 101916 6 15.527 655296 20.0
Pentadecane, 8-... 16.015 5.0 ng 163102 6 15.527 655296 20.0
1-Heneicosanol 16.063 5.9 ng 192162 6 15.527 655296 20.0
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