LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc :

ALS Vvial : 19 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: BF139982.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  2.205 10 19 26 rVB 1689887 2786409 84.25% 10.281%
2 5.116 506 514 525 rVB 159939 244659 7.40% 0.903%
3 5.504 574 580 586 rBV 2303364 3140172 94.95% 11.586%
4 6.504 744 750 756 rBV 2136808 3051865 92.28% 11.261%
5 6.887 810 815 821 rVB 641707 825276 24.95%  3.045%
6 7.445 904 910 915 rBV 1516765 2016660 60.98% 7.441%
7 7.698 949 953 959 rBV 74495 89396 2.70% 0.330%
8 8.169 1028 1033 1049 rVB 821324 1015555 30.71% 3.747%
9 8.381 1063 1069 1077 rBV 30225 41097 1.24% 0.152%
10 9.245 1210 1216 1226 rBV 2598374 3307121 100.00% 12.202%

11 9.922 1326 1331 1346 rBV 744972 972812 29.42%
12 10.634 1447 1452 1459 rBV 130106 165180  4.99%
13 10.710 1459 1465 1481 rVV 1231121 1577181 47.69%
14 11.410 1579 1584 1592 rBV 685741 908669 27.48%
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15 11.933 1665 1673 1685 rBV 310680 502757 15.20% 855%
16 12.022 1685 1688 1697 rVB2 19270 42934 1.30% ©0.158%
17 12.622 1785 1790 1796 rBV 94435 134802 4.08% 0.497%
18 12.722 1802 1807 1814 rBV 63323 110325 3.34%  ©.407%
19 12.851 1824 1829 1835 rVB 85640 122033 3.69% 0.450%

20 12.998 1848 1854 1859 rBV 2267990 2927131 88.51% 10.800%

21 13.227 1889 1893 1899 rBV3 18562 44707 1.35%
22 13.904 2003 2008 2021 rBV 153358 340801 10.31%
23 14.051 2027 2033 2041 rBV 711483 1038194 31.39%
24 14.521 2109 2113 2116 rBV 57182 89198
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25 15.092 2207 2210 2219 rVB 52143 107997  3.27% 398%
26 15.174 2220 2224 2229 rBV 149504 215070 6.50% 0.794%
27 15.527 2279 2284 2296 rVB 449423 759070 22.95% 2.801%
28 15.768 2321 2325 2331 rBV 82295 135367 4.09% ©.499%
29 16.015 2362 2367 2372 rVB 118618 203072 6.14% 0.749%
30 16.833 2501 2506 2518 rVB 84458 186726 5.65% ©.689%

Sum of corrected areas: 27102236
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Oct 2024 23:43
: RC/JU
: P4385-20

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
BF139982.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: 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\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc

ALS vial : 19 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.
2.205 67.53 ng 2786410 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 19 (2.205 min): BF139982.D\data.ms (-10) (-) m/z 73.05 100.00%
3.0
5000 43.0 J\
87'1 \‘\\\\‘\\\\‘\\
2.20 2.40 2.60
AN p
0+t e e e e m/z 43.05 40.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L B B B ) B
43.0 2.20 2.40 2.60
' 87.0 m/z 55.10 30.50%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
0 \‘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 N
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 25.63%
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 2.20 2.40 2.60
m/z 41.05 12.77%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc

ALS vial : 19 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 4
R.T. EstConc Area Relative to ISTD R.T.
5.116 5.93 ng 244659 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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.116 min): BF139982.D\data.ms (-506) (-) m/z 43.00 100.00%

43.0
59.1
5000
1ol.1 4.80 5.00 5.20 5.40
1l | 83.0 : : . ' 9
-t m/z 59.10 57.46%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R IR B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.86%
15.0 101.0
‘ T | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
EEEmmaEE TS
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 17.61%
| LT
ol Wl L T
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R ARNmmmEs s,
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.70%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 e A BRSRaEEEE S
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc

ALS vial : 19 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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.634 3.40 ng 165180  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 384 C20H1603 023246-12-0 72
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
Abundance Scan 1452 (10.634 min): BF139982.D\data.ms (-1447) (- m/z 105.10 100.00%
105.1
77.1
5000 182.1
—— —
5 ‘.0 | 152.1 | 10.50 11.00
Ol prrroprderpreatyesepler ook e e e e pree m/z 77.10 64.15%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —— ——
10.50 11.00
m/z 182.10 50.00%
o 1520 |
O ‘\‘H\“HH’\H”\“\H\‘HH’\H\‘\H‘\‘HH’HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
77.0
—— —
10.50 11.00
m/z 51.00 28.17%
5000 182.0
28.0
0 “ T “‘h U M‘ “ ‘ 15%0 Il 272(
e e e e e e
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo- T A=
105.0 10.50 11.00
m/z 181.10 8.95%
5000 77.0
o2 e O B —
m/z--> 20 40 60 80 100120140160 180200220 240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc

ALS vial : 19 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 11.07 ng 502757  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 1673 (11.933 min): BF139982.D\data.ms (-1665) (- m/z 73.00 100.00%
43.1 |73.0

5000

=
N
©
5

213.2

157.1185.2

‘ 256.2 12.00
Om‘m“i“ m/z 43.10 97.38%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid

2 3

43.0 73.0 256.0

5000 ]
129.0 12.00
213.0 m/z 60.00 95.43%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
=
12.00
5000 129.0 m/z 57.10 84.62%
199.0
i H\ i
omsol B ALWATRS ) 0 L]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid T
3
43.0 730 12.00
m/z 55.05 78.50%
5000 129.0
171.0
214.0
0150? -
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc

ALS vial : 19 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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.722 2.43 ng 110325 Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 95
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 74

Abundance Scan 1807 (12.722 min): BF139982.D\data.ms (-1802) (- m/z 73.00 100.00%

73.0
129.0
185.1 9413 e

- m/z 43.05 98.21%

m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
10

5000

5000 129.0 — —
12.50 13.00
284.0 o
1850 5410 ‘ m/z 60.00 92.84%
0“¢\M JNM‘MMA‘y\‘uﬁﬂ‘u“M““““‘
m/z--> 50 0 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
=g A,
12.50 13.00
5000 129.0 m/z 57.05 88.35%

29.0
‘ 199.0 242.0
OH‘HH \\H“wh\\m‘\‘u}‘ L] ““HH‘HH‘HH“H
m/z--> 5 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — ——
43.0 12.50 13.00

m/z 55.05 85.22%

5000 284.0
3.0 129 0
185.0 2410

0 \‘\M uhH M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ \“\\\‘\‘\\\\‘37\27' —— —

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43

Operator : RC/JU

Sample : P4385-20

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M

: 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 Cyclopentadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.904 6.57 ng 340801 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 96
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
3 Octacosanol 410 C28H580 000557-61-9 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 2008 (13.904 min): BF139982.D\data.ms (-2003) (- m/z 57.05 100.00%
1.0
1400
o1 \‘ \‘ 1413071822 2301 2803 n/z 43.10  81.00%
m/z--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
5000 LN
14.00
m/z 55.05 76.29%
L1 o 200
0\“\ “ \\‘\\Hh‘\\\‘\‘1\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
——
14.00
5000 m/z 83.10 66.89%
o LU 00as202230 200
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol —
57.0 14.00
m/z 69.10 57.54%
5000 1.0 J\¢VVNAA/\&\VV«/‘V/\
ol L h i M 30195.0236.0 292.0334.0 392.
““““ B e e e ——
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc

ALS vial : 19 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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.174 5.67 ng 215070  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2224 (15.174 min): BF139982.D\data.ms (-2220) (-} | m/z 57.10 100.00%

57.1
5000

-

1500 1550
411 268.1

0 “kv‘$hu”h‘% ;183222522081 3233wz 71.10  60.77%

m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0

5000 — _—
15.00 15.50

m/z 43.10 55.18%

9.0
LT 0nes0  es0
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0

—
15.00 15.50

o

5000 m/z 85.10 44 . 66%
9.0
L mosme oo
bbb kHWNuMWﬂ‘M\‘H““““““““““
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane — —
57.0 15.00 15.50

m/z 55.10  22.44%

T

0 A % ‘}410183022502670 3230 380
R A A

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\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc

ALS vial : 19 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 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.769 3.57 ng 135367 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 93
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
3 Heptadecanal 254 C17H340 1000376-70-0 91
4 Hexacosanal 380 C26H520 026627-85-0 90
5 Eicosanal- 296 C20H400 002400-66-0 86
Abundance Scan 2325 (15.768 min): BF139982.D\data.ms (-2321) (- m/z 57.10 100.00%
57.1
5000
07.1
—— —
365.4 15.50 16.00
84 1 270.1 324.2
- “w“““ L “w i gl L BRE L  myz 43.10 78.14%
m/z--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 — ——
15.50 16.00
24.0 m/z 82.10 62.22%
LT o0 e
O\\\\‘““\‘ 1“\“\‘““‘“‘\“\”‘H‘\‘\‘\‘\\\\‘\\\\‘\\\\
miz-> 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0
41. T ‘ T T ‘ T
15.50 16.00
5000 m/z 55.10 59.70%
24.0
AL T as80 22202640
oL
m/z--> 50 100 150 200 250 300 350
Abundance #141014: Heptadecanal 7 —
43.0 15.50 16.00
m/z 83.10 49.14%
5000
o L 02000000
m/z--> 5 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc

ALS vial : 19 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 Tricosane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.015 5.35 ng 203072  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 2367 (16.015 min): BF139982.D\data.ms (-2362) (- m/z 57.10 100.00%
57.1
2000 ML
16.00 |
141.1 183.2 :
- H‘ L “ L1757 18322252266.1 3382 ./, 71,10 61.35%
miz--> 50 100 150 200 250 300 350
Abundance #246492: Tricosane, 2-methyl-
43.0
5000 —— :
50 16.00
m/z 43.10 56.18%
oL LL1 1127016002110 250 2% 3380
\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T \
16.00
5000 m/z 85.10 45 .00%
‘ 9.0
41.0
59 || 1)) | 101802250 2w
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane — ‘
57.0 16.00
m/z 55.10 21.12%
ol L 7l M | 1410183.0225.0 267.0309.0 367
i AN A o S e SR ——
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\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc

ALS vial : 19 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 Oxirane, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.833 4.92 ng 186726  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 62
3 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 60
4 Tetradecane 198 C14H30 000629-59-4 59
5 Eicosanal- 296 C20H400 002400-66-0 58
Abundance Scan 2506 (16.833 min): BF139982.D\data.ms (-2501) (- m/z 57.10 100.00%
57.1
— ——
278.1
oL— \‘ ‘m\m‘ ‘1 Hm - \‘ i ‘\L‘ ‘H?\]‘-‘G‘:‘L??‘?‘z m/z 43.10 74 .55%
miz--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 — ——
16.50 17.00
24.0 m/z 82.10 68.65%
] ‘ Hn m‘ | 166.0 211.0250.0
O\\\\““\‘ \[1“\‘\‘”‘“”‘\“\”‘ H‘\‘\\‘\\\\‘\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
— ——
16.50 17.00
5000 m/z 55.10 52.64%
24.0
L || 166.0 222.0264.0
oLl e
m/z--> 50 100 150 200 250 300 350
Abundance #275491: (Z)-14-Tricosenyl formate “ —
55.0 16.50 17.00
96.0 .
m/z 83.10 50.66%
320.0
o L 002200 2780900 g0, T T
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139982.D

Acqg On : 23 Oct 2024 23:43
Operator : RC/JU

Sample : P4385-20

Misc

ALS Vvial : 19 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... 2.205 67.5 ng 2786410 1 6.893 825276 20.0
2-Pentanone, 4-... 5.116 5.9 ng 244659 1 6.893 825276 20.0
Benzophenone 10.634 3.4 ng 165180 3 9.922 972812 20.0
n-Hexadecanoic ... 11.933 11.1 ng 502757 4 11.410 908669 20.0
Octadecanoic acid 12.722 2.4 ng 110325 4 11.410 908669 20.0
Cyclopentadecane 13.904 6.6 ng 340801 5 14.051 1038190 20.0
Nonadecane 15.174 5.7 ng 215070 6 15.527 759070 20.0
Oxirane, hexade... 15.769 3.6 ng 135367 6 15.527 759070 20.0
Tricosane, 2-me... 16.015 5.3 ng 203072 6 15.527 759070 20.0
Oxirane, heptad... 16.833 4.9 ng 186726 6 15.527 759070 20.0
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