LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

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 M\Methods\8270-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42572.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.446 378 384 401 rBV 878329 1300542 23.60% 4.352%
2 7.075 654 661 674 rBvV 820159 1331458 24.16% 4.456%
3 7.910 794 803 813 rBV 227336 365408 6.63% 1.223%
4 9.116 996 1008 1021 rBV 513185 872551 15.83%  2.920%
5 10.733 1277 1283 1289 rBV 266084 441133 8.00% 1.476%
6 13.186 1693 1700 1706 rBV 1316193 1806849 32.78% 6.047%
7 13.316 1716 1722 1726 rVB2 38969 65328 1.19% 0.219%
8 14.116 1851 1858 1866 rBv9 21701 64508 1.17% 0.216%
9 14.392 1901 1905 1912 rBV 88027 119795 2.17% 0.401%
10 14.563 1929 1934 1943 rVB 390033 587855 10.67% 1.967%
11 14.651 1946 1949 1957 rVB7 25634 56780 1.03% 0.190%
12 14.945 1995 1999 2005 rBV6 37065 55219 1.00% 0.185%
13 15.345 2063 2067 2079 rBV 125995 152933 2.77% 0.512%
14 15.739 2129 2134 2139 rVB 106442 178743  3.24%  0.598%
15 16.057 2183 2188 2199 rVB 1025400 1518986 27.56% 5.084%

16 16.210 2209 2214 2220 rBV 243791 385250 6
17 16.998 2344 2348 2351 rBV 173227 195444 3
18 17.039 2351 2355 2361 rVB 130122 181656 3.30%
19 17.315 2397 2402 2407 rBV 501058 696942 12.
20 17.362 2407 2410 2417 rVB 68568 103519 1
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21 17.739 2470 2474 2478 rVB 166713 201500 3.66%
22 17.933 2503 2507 2514 rVB 824759 965502 17.52%
23 18.174 2542 2548 2557 rBV 1239588 1782054 32.33%
24 18.433 2588 2592 2596 rBV = 146922 178135 3.23%
25 19.086 2697 2703 2705 rBV 4904529 5511393 100.00%

0O Uwoe
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26 19.115 2705 2708 2720 rVB2 2944494 3903318 70

27 19.245 2726 2730 2734 rBV 437593 501289 9

28 19.309 2737 2741 2742 rVV 240639 284576 5.16%
7
6
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R
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29 19.333 2742 2745 2748 rVW 282511 404033
30 19.374 2749 2752 2759 rVW2 211278 369774
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31 19.445 2760 2764 2784 rVB 589033 937483 17.01%
32 19.739 2811 2814 2822 rVB2 148796 194312 3.53%
33 19.892 2837 2840 2842 rBV3 72531 70853 1.29%
34 19.933 2842 2847 2855 rVV 2391953 2709293 49.16%
35 20.186 2887 2890 2894 rBV2 90509 109197 1.98%
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36 21.497 3110 3113 3117 rVB 553317 678607 12.31% 2.271%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

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_M\Methods\8270-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 23.915 3520 3524 3530 rVB 324716 598143 10.85% 2.002%

Sum of corrected areas: 29880361

8270-BM103023.M Sat Nov 04 06:24:38 2023 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM042572.D\data.ms
5000000

4000000
3000000
2000000

1000000 5.446 7.075

9.116
7.910 j\ 10.733
-

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM042572.D\data.ms
5000000 19.086

4000000

19j115

3000000 19.933

2000000

1000000

D e e e e e e - = = et G SN NS
Time-> 12.00 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM042572.D\data.ms
5000000

4000000
3000000

2000000

21.497

1000000 23.915

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.316 2.22 ng 65328  Acenaphthene-die 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
Abundance Scan 1722 (13.316 min): BM042572.D\data.ms (-1716) (- m/z 57.10 100.00%
57.1
5000
85.0
— —
13.00 13.50
127.1 159.1
w"‘“i‘:‘w”‘_"‘“1‘“]“?‘5”1‘”‘uuwmm‘_‘w””,‘ m/z 43.10 86.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane
57.0
5000 — —
13.00 13.50
29.0 85.0 m/z 71.85 50.01%
\‘ . 1130 1410 184.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
57.0
— —
13.00 13.50
m/z 41.10 46.38%
5000 85.0 /
290.0 141.0
113.0 169.0
R AR e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane “ —
57.0 13.00 13.50
m/z 85.05 33.40%
5000
85.0
290
H Lo g, 1 1130 1410 1600 198.0
“H‘“‘H“"‘w‘“‘_““‘H““H““‘_“‘,‘ = P
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 1,4-Dimethyl-2-cyclopentylb... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.116 2.19 ng 64508  Acenaphthene-di0 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyl-2-cyclopentylbenzene 174 C13H18 062379-92-4 50
2 2,4,5-Trimethylphenylacetonitrile 159 C11H13N 075279-58-2 41
3 1-Methyl-5-(4-methylphenyl)tetra... 174 C9H1@N4 068826-33-5 38
4 1H-Inden-1-one, 2,3-dihydro-3,4,... 174 C12H140 035322-84-0 38
5 Pyrazole, 5-(4-methoxyphenyl)- 174 C10H10N20 1000157-86-0 30
Abundance Scan 1858 (14.116 min): BM042572.D\data.ms (-1851) (- | m/z 132.00 100.00%
1320 1741
5000 M/\
39.0 49, 910 W /\AAW ‘
M ‘ ‘ I M | 14.00 14.50
S TN W L wjz 17410 85.76%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #49141: 1,4-Dimethyl-2-cyclopentylbenzene
159.0
ﬂfﬂk M/Wn
5000 L
105.0 131.0 14.00 14.50
m/z 159.10 75.49%
o 7o |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
132.0 WM
—r —
159.0 14.00 14.50
5000 m/z 145.05  59.70%
39.0 91.0
65.0
15.0
T e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #49681: 1-Methyl-5-(4-methylphenyl)tetrazole —— ——
174.0 14.00 14.50
104.0 m/z 141.00 59.24%
132.0
5000
15.0
o 770 /\M
‘ \” P P
m/z--> 0 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Tritetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.392 4.08 ng 119795  Acenaphthene-di10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 80
2 Heptadecane 240 C17H36 000629-78-7 80
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 72

Abundance Scan 1905 (14.392 min): BM042572.D\data.ms (-1901) (- | m/z 57.10 100.00%
57.1

5000

.

—
159.1 14.00 14.50

el et L e M/Z 43,100 92.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane

57.0

-

5000 — —
14.00 14.50

m/z 71.10  55.83%

‘ \ 127.0197.0 267.0337.0  463.0 533.0 604.

H\\‘HH‘HH“\‘H‘\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H

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

-

Abundance
57.0
— ——
14.00 14.50
5000 m/Z 41.10 52.02%
127.0  240.0 W
T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107216: Hexadecane P —
57.0 14.00 14.50
m/z 85.10 38.84%
- J\/\/W\K/\/\/WA/
12702260
A A e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BM103623.M

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 Hexadecane

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.345 5.20 ng 152933  Acenaphthene-di10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 87
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64

Abundance Scan 2067 (15.345 min): BM042572.D\data.ms (-2063) (- | m/z 57.10 100.00%
57.1
5000
85.1
— ——
15.00 15.50
‘ 113.1 140.2 168.2 218.3
"m"m!_“‘m_H“‘HH‘HH_Mw}?‘l%w‘w m/z 43.10 87.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 — ——
15.00 15.50
290 85.0 m/z 71.10  60.83%
‘\ “ ., 1130 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
— —
15.00 15.50
5000 m/z 41.10 45 .85%
85.0
29.0 1120 00
"~ 168.0 211.0
T e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester — —
57.0 15.00 15.50
m/z 85.10 35.45%
85.0
5000
29.0 113.0
‘_HHHHW‘HMWWH‘_JM_‘H‘H‘WH‘W‘H‘_‘H_‘H - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Decane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.739 6.08 ng 178743  Acenaphthene-di10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 90
2 Undecane 156 C11H24 001120-21-4 74
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 62
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 58

Abundance Scan 2134 (15.739 min): BM042572.D\data.ms (-2129) ({ | m/z 57.10 100.00%
57.1

o m\
85.2

T
1131 168.1 15.50 16.00

143,
S H‘,w”\w‘“‘l‘u‘M‘M1““m“m%u“w‘l”u‘;!”‘9?"'92‘]"%;‘ m/z 43.10  65.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33083: Decane, 2-methyl-
57.0

5000

85.0
29.0 m/z 71.10 52.85%

‘ 112.0
\\\‘\‘\\\}\\“H"\\“‘\\‘H\\\\“\\!‘\‘\\J\-\4.‘]-\.9\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

57.0

5000 m/z 41.10 31.43%
290 85.0
113.0 156.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90204: Dodecane, 2,7,10-trimethyl- —— —
57.0 15.50 16.00

m/z 85.15  22.27%

5000
29.0‘ 85.0
113.0
\“ 1l H I ‘ [, 141.0 183.0

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.209 11.06 ng 385250  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 2214 (16.210 min): BM042572.D\data.ms (-2209) (- m/z 57.10 100.00%

57.1
5000

99.1 16.00 16.50
ob b bl g 1411 1832 2402 3290 .. 4310 79.45%
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane /\W\M//\w\/w
57.0
5000 r RN

16.00 16.50
m/z 71.10 67.30%

99.0
L7, 1410 1830 268.0
T T ‘ 1T T ‘ T T T ‘ L L ‘ L L ‘ T T T ‘ T L
m/z--> 50 100 150 200 250 300
Abundance
57.0

1 —
16.00 16.50

5000 m/z 41.10 41.89%
113.0
183.0 253.0 MJLMN
T T T T T T T T T T
m/z--> 50 100 150 200 250 300
Abundance #107218: Hexadecane T ——
57.0 16.00 16.50

m/z 85.10  32.62%

- MJLM
Z3H\ L) gg‘_o 141.0 183.0 226.0

. | S
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Heptadecane, 8-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.998 5.61 ng 195444  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Hexadecane 226 Cl16H34 000544-76-3 83

Abundance Scan 2348 (16.998 min): BM042572.D\data.ms (-2344) (- | m/z 57.10 100.00%
57.1

5000 85.1

%

h 11319471 18112101 246.2 100
e ALt 18112101 2462 s 43,10 84.79%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141070: Heptadecane, 8-methyl-
57.0
85.0
5000 T T
17.00
1260 m/z 71.10  62.40%
\H‘HH‘\H\‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘\H\‘H\\‘H\\‘\H\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance
57.0
——
85.0 17.00
5000 ' ITI/Z 41.10 46.06%
29.0
113014101690 2120
T T e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane T
57.0 17.00
m/z 85.10 41.02%
5000 85.0
29.0
“ | h | [113.0141.0169.0197.0 268.(
P e e e e e o e T P ——
m/z--> 20 40 60 80 100120140160 180200220240260 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.039 5.21 ng 181656  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86
3 Octadecane 254 C18H38 000593-45-3 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 72

Abundance Scan 2355 (17.039 min): BM042572.D\data.ms (-2351) (- | m/z 57.10 100.00%
57.1

5000
85.1

%

127.1 17.00
‘,“H\‘mmuxwuM‘H:‘wuLH“‘1‘5“5‘%‘ﬁ?ﬁ‘1‘”_”2(‘?”2,””,” m/z 71.10  75.86%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #141057: Octadecane
57.0 17.00

m/z 85.10 37.17%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — ‘
85.0 17.00
m/z 43.10 62.87%
127 0
h L] 183.0 253.0282.(
\’HH‘\H\‘HH‘HH‘HH‘HH‘\\\\‘HH‘HH‘HH‘HH‘\H\’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
— T \
17.00
5000 85.0 m/z 41.10 38.75%
182.0
127.0 211.0240.0269.0
T T e e A T
T \

5000 85.0

0/ | | | | 12701550 197.02950254.0

m/z--> 20 40 60 80 100120140160180200220240260280 17.00

%

8270-BM103023.M Sat Nov 04 06:24:46 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 1@-Methylnonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.739 5.78 ng 201500  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 10-Methylnonadecane 282 C20H42 056862-62-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86

Abundance Scan 2474 (17.739 min): BM042572.D\data.ms (-2470) (- m/z 57.10 100.00%

57.1
5000

T
91 17.50 18.00

167.1
b L assa R 21022422 m/z 43.10  83.19%

m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0

5000 s —
17.50 18.00

m/z 71.10 64.10%

J | ‘H‘u H\ , 1410 183.0 268.0
T T T T ‘ T T T T T T \ T ‘ T T T T ‘ T T T T ‘ T T T T ’
m/z--> 50 100 150 200 250
Abundance
57.0

T
17.50 18.00

5000 m/z 41.10 42.90%
99.0 154.0
267.0
N L
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane — s
57.0 17.50 18.00

m/z 85.10  40.95%

5000
99.0
2610“ \ Li h\ | 3410 183.0 225.0 296.(

m/z--> 50 100 150 200 250 17.50 18.00

8270-BM103023.M Sat Nov 04 06:24:47 2023 Page: 12



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\

BM@42572.D

: @3 Nov 2023 16:11
: MA/JU
. 05172-01

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 10 Hexadecanoic acid, methyl e...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.933  27.71 ng 965502  Phenanthrene-d1e 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 97
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 94
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 93

5 Pentadecanoic acid, methyl ester 256 C16H3202

007132-64-1 90

Abundance Scan 2507 (17.933 min): BM042572.D\data.ms (-2503) (- | m/z 74.10 100.00%
74.1
5000 43.1
o
31
UL T ass2 272 a0
0‘H‘HHMHWMWWNHWHH‘HHMH‘MHWM‘WHHM‘HMHW‘HWH m/z 87.10 69.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 ] ‘Aﬁ‘
43.0 18.00
143.0 m/z 43.10 43.99%
o 1880 270 2
\H‘HH‘HH’HH‘HH‘HH‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
74.0
——
18.00
5000 43.0 m/z 41.10  35.59%
111.0143'0 185.0 227.0 270.0
T T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109335: Tridecanoic acid, methyl ester ——
74.0 18.00
m/z 55.10 32.80%
5000
43.0 143.0
H ‘ ‘ 185.0 228.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.00

8270-BM103023.M Sat Nov 04 06:24:48 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.174 51.14 ng 1782050  Phenanthrene-d10 17.315
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 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2548 (18.174 min): BM042572.D\data.ms (-2542) (- | m/z 43.10 100.00%
43.1 73.1
5000
129.0
213.2 — T T
“ 1711 256.3 18.00 18.50
i e L L L m/z 73.10 91.87%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 A —
18.00 18.50
M97.0 1o 2130 2560 m/z 60.05 86.97%
—— ‘M‘H‘H W‘ L \\h“‘\ M‘n} ‘\ ‘ “ “ “‘ \‘ “ - “\‘ ——
miz-> 50 100 150 200 250
Abundance
43.0 73.0
— —
18.00 18.50
5000 129.0 m/z 41.10 84.63%
199.0 2420
158.0
e —— e T
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid —— —
73.0 18.00 18.50
43.0 m/z 55.10 73.27%
5000 129.0
185.0
|
. “‘ W ‘HH h“ il “‘H\L M\‘ ul “ ‘ L, \“ b \‘ — ‘\‘ — — —
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM103023.M Sat Nov 04 06:24:49 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 12 Eicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.433 s.11ng 178135 Phenanthrene-dio 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 Coota2 000112-95-8 95

2 Heptadecane 240 C17H36 000629-78-7 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 10-Methylnonadecane 282 C20H42 056862-62-5 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2592 (18.433 min): BM042572.D\data.ms (-2588) (- | m/z 57.10 100.00%
57.1
——
99.1 18.50
bbb 1411 1832 2252 2821 341 . 4310 g5.01%
mi/z--> 50 100 150 200 250 300
Abundance #176385: Eicosane
57.0
5000 T
18.50
m/z 71.10 60.68%
99.0 282.0
T \L\ ‘\“ \“H‘ \‘“‘\ H“ \“‘ \%4\‘1.‘?\ :!\-8\‘3\(‘)‘ \‘22\5\(\) T \‘.\ T T
miz--> 50 100 150 200 250 300
Abundance
57.0
—r—
18.50
5000 m/z 41.10 42.82%
99.0
15.0 141.0 183.0 240.0
7
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane —
57.0 18.50
m/z 85.10 41.68%
5000
99.0
L L7 1410 1830 268.0
A A e e e T e ——
m/z--> 50 100 150 200 250 300 18.50

8270-BM103023.M Sat Nov 04 06:24:49 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.086 158.16 ng 5511390  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 2703 (19.086 min): BM042572.D\data.ms (-2697) (1 m/z 67.10 100.00%
67.1
- /\\‘A
09.1 L — T
150.2 19.00
0 : “‘h‘u‘“‘ Ad ol 2203 2933370,2‘1‘3‘4‘1 L m/z 8110  77.71%
miz--> 50 100 150 200 250 300 350
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — :
19.00
09.0 m/z 55.10  72.02%
294.0
M 2280 L
miz--> 50 100 150 200 250 300 350
Abundance
67.0
1 \
19.00
5000 m/z 41.10 66.44%
290 e 294.0
150.0 2200 .
e B
m/z--> 50 100 150 200 250 300 350
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) = ‘
67.0 19.00
m/z 95.10 50.73%
5000
09.0
B ‘\“u‘\\ H‘MH u‘\ ‘u‘\‘H‘ \‘\ N ‘2‘6‘2;0‘ SN —.
m/z--> 50 100 150 200 250 300 350 19.00

8270-BM103023.M Sat Nov 04 06:24:50 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 14 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.115 112.01 ng 3903320  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 95
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
4 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 93
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 91
Abundance Scan 2708 (19.115 min): BM042572.D\data.ms (-2705) (- | m/z 55.10 100.00%
55.1
- i ’J\&M
= 7
H 1371 1802 222.3 2643 19.00 19.50
0 A b T L8041 855, u 4116 71.51%
miz--> 50 100 150 200 250 300 350
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 — S
7.0 19.00 19.50
264.0 m/z 43.10 61.67%
|| am01e00220
il o L .
\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
55.0
— —
19.00 19.50
5000 m/z 69.10 60.53%
97.0
264.0
222.0
138.0 180.0 300.0
I B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester = —
55.0 19.00 19.50
m/z 74.10 59.72%
5000 7.0
JN?’\? .0 180.0 222.0 264.0
b alls \“\ Il “ | h .
e R o — e
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM103023.M Sat Nov 04 06:24:51 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11

Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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
Concentration Rank 6

Peak Number 15 Methyl stearate

R.T. EstConc Area Relative to ISTD R.T.
19.245 14.39 ng 501289  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 91
3 Pentadecanoic acid, 14-methyl-, . 270 C17H3402 005129-60-2 87
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86

Abundance Scan 2730 (19.245 min): BM042572.D\data.ms (-2726) ({ m/z 74.10 100.00%
74.1
5000
143.1 R RN
“ ‘ ‘ 199.2 25‘5-3 2983 347 1 19.00 19.50
SYINE 8 1 OOV RO RO Ot m/z 87.10  73.10%
miz--> 50 100 150 200 250 300 350
Abundance #197275: Methyl stearate
74.0
5000 —L s
19.00 19.50
143.0 m/z 43.10 44.57%
| h\ | 1990 25502580
S Y Y N Y L L L |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
74.0
— —
19.00 19.50
5000 m/z 55.10 33.66%
143.0
29.0 213.0 256.0
T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester — —
74.0 19.00 19.50
m/z 41.10 32.27%
5000
29.
P, omsozmozmo L
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM103023.M Sat Nov 04 06:24:52 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 16 9,12-Octadecadienoic acid (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.309 8.17 ng 284576  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 97
3 Linoelaidic acid 280 C18H3202 000506-21-8 95
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 94
5 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 91
Abundance Scan 2741 (19.309 min): BM042572.D\data.ms (-2737) ({ m/z 67.10 100.00%
67.1
w /\b
o1 1900 1950
b L) L, “h‘ 41502 2031 24522803 T 10 71074
miz-> 5 100 150 200 250
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — —_—
19.00 19.50
2o 09.0 m/z 55.10  68.36%
0.0 280.0
: ‘\“ “‘\‘ H\Hm‘ ‘“ HH \Hh ‘Hh‘Hh‘ \’h ‘ :!-8‘2‘0‘ ‘22‘3‘0‘ — | :
m/z--> 50 200 250
Abundance
67.0
= =
19.00 19.50
5000 m/z 41.10 66.13%
109.0
29.0 280.0
150.0181.0 220.0
— T e e
m/iz--> 50 100 150 200 250
Abundance #173566: Linoelaidic acid T T
67.0 19.00 19.50
m/z 95.10 47.48%
5000
09.0
29.0
]
HHH j ‘Hh‘\\h‘\’hm1950”“”}“‘ I\
m/z--> 50 200 250 19.00 19.50

8270-BM103023.M Sat Nov 04 06:24:53 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 17 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.445  27.63 ng 937483  Chrysene-di12 21.497
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 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Isopropyl stearate 326 C21H4202 000112-10-7 72
Abundance Scan 2764 (19.445 min): BM042572.D\data.ms (-2760) (+ | m/z 43.10 100.00%
43.1
3.1 129.1
—
H‘ | ‘ 1852 2413 o | S
ol ety b L 896 s 7310 77.16%
mfz--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 e
185.0 2410 19.50
m/z 41.10 76.57%
M‘\h\‘ \‘ ‘\ \L\‘\" \‘\‘\ \“‘\\\‘\‘\\\\’\
miz--> 100 150 200 250 300 350
Abundance
73.0
=
19.50
5000 129.0 m/z 60.05 73.85%
29.0
199.0 2420
B B e A e
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid ; :
60.0 19.50
m/z 57.10 70.56%
5000 129.0
171.0 213.0 256.0
S 1 Y O I
m/z--> 50 100 150 200 250 300 350 19.50

8270-BM103023.M Sat Nov 04 06:24:53 2023 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 18 Pentadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.186 3.22 ng 109197  Chrysene-di12 21.497
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2890 (20.186 min): BM042572.D\data.ms (-2887) (- | m/z 57.10 100.00%
57.1
5000
216.1 2000 20.50
—— \“\ “ ' \\h “h H L H‘H u\ \ \‘m‘ i ‘u \M“m\ 2‘5\3‘2‘ . ‘3?§ ‘2‘ ??q m/z 43 .10 81 . 09"0
miz--> 50 lOO 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 —r ——
20.00 20.50
9.0 m/z 71.10 68.26%
41.
T \“\ ‘\‘ ‘ T H h‘ h‘ \“‘ \1-\ “ “\]‘\_8\3\()’ \22\5\(\) ‘ \2\8\2\0‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
20.00 20.50
5000 m/z 85.10 47.93%
18.0 9.0 141.0 212.0
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane T ——
57.0 20.00 20.50
m/z 41.10 39.91%
5000
o) || 920 sro o
i e A an e —— ——
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110323\
Data File : BM@42572.D

Acqg On : 03 Nov 2023 16:11
Operator : MA/JU

Sample : 05172-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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|
Tridecane 13.316 2.2 ng 65328 3 14.563 587855 20.0
1,4-Dimethyl-2-... 14.116 2.2 ng 64508 3 14.563 587855 20.0
Tritetracontane 14.392 4.1 ng 119795 3 14.563 587855 20.0
Hexadecane 15.345 5.2 ng 152933 3 14.563 587855 20.0
Decane, 2-methyl- 15.739 6.1 ng 178743 3 14.563 587855 20.0
Nonadecane 16.209 11.1 ng 385250 4 17.315 696942 20.0
Heptadecane, 8-... 16.998 5.6 ng 195444 4 17.315 696942 20.0
Hexadecane, 2,6... 17.039 5.2 ng 181656 4 17.315 696942 20.0
10-Methylnonade... 17.739 5.8 ng 201500 4 17.315 696942 20.0
Hexadecanoic ac... 17.933 27.7 ng 965502 4 17.315 696942 20.0
n-Hexadecanoic ... 18.174 51.1 ng 1782050 4 17.315 696942 20.0
Eicosane 18.433 5.1 ng 178135 4 17.315 696942 20.0
9,12-Octadecadi... 19.086 158.2 ng 5511390 4 17.315 696942 20.0
16-Octadecenoic... 19.115 112.0 ng 3903320 4 17.315 696942 20.0
Methyl stearate 19.245 14.4 ng 501289 4 17.315 696942 20.0
9,12-Octadecadi... 19.309 8.2 ng 284576 4 17.315 696942 20.0
Octadecanoic acid  19.445 27.6 ng 937483 5 21.497 678607 20.0
Pentadecane 20.186 3.2 ng 109197 5 21.497 678607 20.0
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