LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc :

ALS Vvial : 15 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@42546.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.010 305 310 315 rBV 35935 53901 1.75% 0.248%
2 5.457 379 386 400 rBV 1135787 1607848 52.09% 7.404%
3 7.087 656 663 675 rBV 1106782 1723047 55.83% 7.934%
4 7.922 797 805 817 rBV 313923 493247 15.98% 2.271%
5 9.122 1001 1009 1017 rBV 676229 1090979 35.35% 5.024%
6 10.739 1278 1284 1291 rBV 372712 610330 19.77% 2.810%
7 11.663 1436 1441 1446 rBV 23290 38504 1.25% 0.177%
8 11.934 1481 1487 1492 rBV5 17556 31769 1.03% 0.146%
9 12.716 1615 1620 1627 rBV7 17642 37290 1.21% 0.172%
10 13.022 1668 1672 1680 rVB 54313 79888 2.59% 0.368%

11 13.192 1695 1701 1712 rBV 1586502 2223072 72.03% 10.237%

12 13.322 1713 1723 1728 rVV5 26883 79425 2.57% 0.366%
13 13.416 1733 1739 1746 rBV 203822 325599 10.55%  1.499%
14 13.969 1829 1833 1839 rVB 60218 90297 2.93% 0.416%
15 14.398 1902 1906 1914 rVB3 39124 57879 1.88% ©.267%
16 14.569 1930 1935 1945 rVB 539858 806085 26.12%  3.712%
17 15.345 2064 2067 2071 rVB 55073 65509 2.12% ©0.302%
18 15.745 2129 2135 2140 rBV 77906 137019 4.44% 0.631%
19 15.969 2170 2173 2180 rBV5 24959 32500 1.05% 0.150%
20 16.063 2184 2189 2201 rVV 1400703 1969362 63.81% 9.069%
21 16.216 2210 2215 2223 rBV 131540 224027  7.26% 1.032%
22 16.668 2289 2292 2297 rBV6 26453 38958 1.26% 0.179%
23 17.004 2345 2349 2352 rBV 64385 75621 2.45%  ©.348%
24 17.045 2352 2356 2361 rVB 101845 129113 4.18% ©.595%
25 17.321 2398 2403 2408 rBV 675723 942733 30.54% 4.341%
26 17.363 2408 2410 2418 rVB 58894 83864 2.72% 0.386%
27 17.745 2471 2475 2479 rVB2 84544 97264 3.15% 0.448%
28 17.939 2505 2508 2514 rVB 106242 122452 3.97% ©.564%
29 18.174 2543 2548 2556 rBV 531612 764000 24.75%  3.518%
30 18.439 2590 2593 2597 rVB 77097 83789 2.71% 0.386%

31 19.086 2698 2703 2706 rBV2 638404 790357 25.61%
32 19.115 2706 2708 2720 rVB2 363687 488753 15.84%
33 19.245 2727 2730 2734 rBV 75211 92443 3.00%
34 19.380 2749 2753 2757 rVB 108343 146199 4.74%
35 19.451 2761 2765 2771 rBV 282500 394755 12.79%
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36 19.745 2812 2815 2822 rVB 122113 147923 4.79%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS Vvial : 15 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 19.939 2843 2848 2855 rBV 2681989 3086415 100.00% 14.212%
38 20.533 2946 2949 2955 rBv4 105351 175234 5.68% 0.807%
39 21.168 3055 3057 3064 rVB3 260279 333542 10.81% 1.536%
40 21.503 3110 3114 3119 rVB 780519 980933 31.78% 4.517%

41 23.927 3521 3526 3534 rVB 502029 964480 31.25% 4.441%

Sum of corrected areas: 21716405
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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: BM042546.D\data.ms
2500000
2000000

1500000

5.457 7.087
1000000

9.122

500000 7022 10.739

0 5.010 }\ 11.663
LA O L B L L D B Y L B B B
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BM042546.D\data.ms

19.939
2500000
2000000
13.192

1500000 16.063

1000000

17.321 19.086

500000

Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM042546.D\data.ms

2500000

2000000

1500000 21.503
23.927

1000000
21.168

500000

o

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.010 2.19 ng 53901 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-(2-methoxyethoxy)propanoic aci... 190 C8H1405 1000506-61-7 45
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 310 (5.010 min): BM042546.D\data.ms (-305) (-) m/z 43.05 100.00%

3.0
5000
101.1 R e e e
‘ 770 ‘ 4.60 4.80 5.00 5.20 5.40
Ol SLO 2970 myz 59.10 53.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B AL B N
4.60 4.80 5.00 5.20 5.40
m/z 101.10  18.53%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
s A RaR T o
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.23%
103.0
0 15.0 73.0 130.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester BERRNEEESE LIRS Taanae
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 7.09%
5000
101.0
it 1 O
Ot e e e [T
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.416 8.08 ng 325599  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 78
2 Metacetamol 151 C8H9NO2 000621-42-1 47
3 Acetaminophen 151 C8HINO2 000103-90-2 47
4 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 45
5 4-Amino-2-methylpyrimidine 109 C5H7N3 000074-69-1 43
Abundance Scan 1739 (13.416 min): BM042546.D\data.ms (-1733) (- | m/z 43.10 100.00%
109.1
5000
151.1
—
\69\0 \ 173.2 1350
bbb o L AT32 0 n/7 109.10  57.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 R
13.50
69.0 m/z 151.05 30.71%
O \1\5\9\ \‘\ \"‘\ T \“\‘H‘ \“\“\ \H“\‘\‘\H\ ’ \ \H‘\‘\ ‘ T \ \ ‘ TT 1 T ‘ T \‘\ T ‘J\-\g\z\‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
=
13.50
5000 151.0 m/z 41.10 27.08%
43.0
80.0
15.0
R IR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen T
109.0 13.50
m/z 57.10 14.55%
5000 151.0
430 go.0
A N o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 Tetradecane, 1-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.969 2.24 ng 90297  Acenaphthene-d1e 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 78
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 64
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
Abundance Scan 1833 (13.969 min): BM042546.D\data.ms (-1829) (- | m/z 43.10 100.00%
43.1
2000 ot W/\M
14.00
141.1 183.1 :
0+ ‘d,W‘LuWM‘NWM e m/z 57.10 90.09%
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 T
14.00
m/z 71.10 81.75%
99.0 1550
O' T h”‘ \H‘\ “‘ T T T T “\ T \1\97‘.0\ T T T ‘ T T T T ‘ \32\4\.|
miz--> 50 100 150 200 250 300
Abundance
57.0
——
14.00
5000 m/z 85.10 42 .95%
o 90 1410 1830 226.0
—— e T T T
miz--> 50 100 150 200 250 300
Abundance #193303: Dodecane, 1-iodo- T
57.0 14.00
m/z 41.10 38.63%
- W\/\/
99.0 1550
S e Y7 T -T2 -
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 4 Pentadecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.745 3.40 ng 137019  Acenaphthene-di10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 83
2 Undecane 156 C11H24 001120-21-4 83
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 80
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 74
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64

Abundance Scan 2135 (15.745 min): BM042546.D\data.ms (-2129) (+ | m/z 57.10 100.00%

57.1
5000

—
Fgo 15.50 16.00

168.1
R0 221 281 s 43,10 63.86Y%

m/z--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0

5000 — —
15.50 16.00

m/z 71.10 50.85%

i1 ﬂ 114101830 2390
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0

I
15.50 16.00

o

o

5000 m/z 41.10 32.77%
99.0 156.0
oAb
m/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl- —— —
57.0 15.50 16.00

m/z 55.05 23.80%

b MLV\/W/\
\

&54 %M101%02M02B03ﬁ0 386.(

T \ \
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 Dodecane, 2,7,10-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.216 4.75 ng 224027  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 90
3 Decane, 5-propyl- 184 C13H28 017312-62-8 81
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 2215 (16.216 min): BM042546.D\data.ms (-2210) ({ | m/z 57.10 100.00%
57.1

5000
85.1

-
1132 16.00 16.50
b b b4 L, 18521831 2303 U310 79.93%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0

o

5000 T —
16.00 16.50
29.0 85.0 m/z 71.10 72.60%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
— —
16.00 16.50
5000 ITI/Z 41.10 41.53%
85.0
113.0 169.0
T T T T T T T T e T T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59032: Decane, 5-propyl- T —
57.0 16.00 16.50

m/z 85.10  32.63%

5000
85.0
29.0
‘ ‘ 140.0
L L ] 184.0

m/z--> 20 40 60 80 100120140160180200220240260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 Undecane, 5-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.045 2.74 ng 129113  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 80
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
3 Dodecane 170 C12H26 000112-40-3 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 74
Abundance Scan 2356 (17.045 min): BM042546.D\data.ms (-2352) (- m/z 57.10 100.00%
57.1
2000 ”KAfJ\WwJﬂAxﬂﬂA/W%AA/
113.1 17.00 |
183.2
0ol b ok 4, 150,0.1832214.1 2462 2810 0 0 74 60
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45488: Undecane, 5-methyl-
43.0
5000 ‘17\00‘ \
85.0 .
m/z 43.10 63.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
T \
17.00
m/z 85.10 42.91%
5000 85.0
127.0
0 170.0
T T T e e T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45479: Dodecane T ‘
43.0 17.00
m/z 41.10 38.79%
5000
85.0
\‘ L, pero 1700
Ot e e e e e e e ——
m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 Dodecane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.745 2.06 ng 97264  Phenanthrene-d1e 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 76
2 Docosane 310 C22H46 000629-97-0 72
3 Eicosane 282 C20H42 000112-95-8 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 2475 (17.745 min): BM042546.D\data.ms (-2471) (- | m/z 57.10 100.00%
57.1
e MM
w1 L s oo
oLl h“ et i 28D 7 43010 85.11%
miz-> 50 100 150 200 250 300
Abundance #59048: Dodecane, 2-methyl-
57.0
5000 T —
17.50 18.00
99.0 141.0 m/z 71.10 67.31%
Ol\5l\q‘\ ‘\" ‘\ ‘“‘ \““\ H“ \“‘ T ‘\ !“ ‘ T 9-8\4\.0‘ L ’ T T T T ‘ L
miz-> 50 100 150 200 250 300
Abundance
57.0
——
17.50 18.00
5000 m/z 41.10 45.75%
99.0
0 1410 183.0 225.0 267.0 310.
—— e
miz--> 50 100 150 200 250 300
Abundance #176386: Eicosane 7 —
57.0 17.50 18.00
m/z 85.10  45.05%
h M
99.0
0 | .., 1410 1830 2250 2820
e —— —
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 Hexadecanoic acid, methyl e... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.939 2.60 ng 122452  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 94
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81
5 7-Methyloctanoic acid, methyl ester 172 C10H2002 005129-53-3 76
Abundance Scan 2508 (17.939 min): BM042546.D\data.ms (-2505) (- | m/z 74.10 100.00%
74.1
50001 434 I
143.0 pann
“ || o1t 1852 223 o0 18.00
0 el bl b e ke ey | M/ 87.05 72.78%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
43.0 18.00
143.0 m/z 43.10 39.42%
e mowmore o
O\‘HH‘}H\‘HH‘\‘H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180 200 220 240260
Abundance
74.0
——
18.00
5000/ 43.0 m/z 55.10  32.11%
101.0 1430 1850 228.0
it G E.

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester —
74.0 18.00

m/z 41.10 31.75%

5000, 43.0

‘ M\ \\‘\‘1010 14930 1850 2270 2700

Ol AP S 28R0, 2270 270l

T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.174 16.21 ng 764000  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 12-Bromododecanoic acid 278 C12H23Bro02 073367-80-3 50
Abundance Scan 2548 (18.174 min): BM042546.D\data.ms (-2543) (- | m/z 73.10 100.00%
43.1 73.1
5000
129.0
213.2 e e
‘ H HH 171.1 256.3 18.00 18.50
0b—— M‘“ NWNM‘M‘N M,L j“u\“‘M “M m/z 43.10 97.93%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
97.0 1o 2130 2560 m/z 60.10 86.89%
ob— “\\‘M‘u W “H‘\‘\‘ \\h“‘\ ;‘H‘\‘n‘\ ‘\ ! “ “ “‘ \‘ “‘ - “\‘ ——
miz-> 50 100 150 200 250
Abundance
73.0
— —
43.0 18.00 18.50
5000 m/z 41.10 83.67%
129.0
185.0 228.0
oh iy el sl - e
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 18.00 18.50
m/z 55.10 74.98%
5000 129.0
‘ 199.0 2420
oL ’1610 ﬁ“ S —
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM103023.M Thu Nov 02 04:49:26 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01

Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 10 9,12-Octadecadienoic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.086 16.77 ng 790357  Phenanthrene-di10 17.321
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, methy... 294 C19H3402 002566-97-4 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98
4 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 97
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 96

Abundance Scan 2703 (19.086 min): BM042546.D\data.ms (-2698) (-

5000
09.1
o M B200 . 2082 29333031301

67.0
50

m/z--> 100 150 200 250

300

350

67.0

Abundance #191900: 9,12-Octadecadienoic acid, methyl ester

m/z 67.05 100.00%

-

T
19.00

m/z 81.10  79.82%

-

T
19.00

5000
29. 09.0 m/z 55.10  71.88%
150.0 294.0
0! - ‘lh A ‘2‘2‘3"0‘ e ‘\‘ e
miz--> 50 100 150 200 250 300 350
Abundance
67.0
T \
19.00
5000 ITI/Z 41.10 70.78%
109.0
oL Wb by e
m/z--> 50 100 150 200 250 300 350
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester P ‘
67.0 19.00
m/z 95.10 50.30%
5000
09.0 294.0
150.0 :
\H L 220.0
ob—, TH TR ST S S
m/z--> 50 100 150 200 250 300 350 19.00

8270-BM103023.M Thu Nov 02 04:49:27 2023
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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\BM110123\
BM042546.D

: 01 Nov 2023 19:01
: MA/JU
. 05169-01

: 15  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

R.T. EstConc Area

11 15-Octadecenoic acid, methy...

Relative to ISTD

Concentration Rank 3

19.115

Hit# of 5

10.37 ng

488753 Phenanthrene-di10

Tentative ID MW MolForm

1 15-Octadecenoic acid, methyl ester
2 9-Octadecenoic acid (Z)-, methyl..
3 12-Octadecenoic acid, methyl ester
4 9-Octadecenoic acid, methyl ester
5 11-Octadecenoic acid, methyl ester

296

. 296

296
296
296

C19H3602
C19H3602
C19H3602
C19H3602
C19H3602

004764-72-1 99
000112-62-9 99
056554-46-2 99
002462-84-2 99
052380-33-3 99

Abundance Scan 2708 (19.115 min): BM042546.D\data.ms (-2706) (- | m/z 55.10 100.00%
55.1
5000
7.1
-~ P e
“ 38.2 180.2 222.3 H 354, 19.00 19.50
ol ‘ Do o L 35 s 41010 81.45%
miz--> 100 150 200 250 300 350
Abundance #194417.lS(JMadecenok:add,nwﬁhyleﬁer
55.0
5000 AU AU
7.0 19.00 19.50
264.0 m/z 43.18  62.95%
‘ H H 38.0 180.0 2220 h
O T “\ ‘ “‘\ “\ ‘H‘\H ‘h ‘ \‘ T T \ T T T T \ \ LI ‘ T
miz--> 100 150 200 250 300 350
Abundance
55.0
P e
19.00 19.50
5000 97.0 m/z 69.10 61.02%
137.0 180.0 222.0 264.0
oL L bt g L
m/z--> 50 100 150 200 250 300 350
Abundance #194418: 12-Octadecenoic acid, methyl ester — —
55.0 19.00 19.50
m/z 74.10 52.32%
5000
97.0 264.0
38,0 180.0 22‘2.0 ‘
0! TPV PR RS S — —_ P
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM103023

.M Thu Nov 02 0©4:49:28 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 12 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.451 8.05 ng 394755 Chrysene-d12 21.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
Abundance Scan 2765 (19.451 min): BM042546.D\data.ms (-2761) (- | m/z 43.10 100.00%
43.1
5000 M
3.1 129.0
185.2 2412 T
H ‘ ‘ .3 19.50
ol “‘“hh B R Wl S ‘ b 2902 m/z 73.10 81.91%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 19.50
29, 185.0 ;5 284.0 m/z 60.05 77 .49%
O' ‘\“‘\Hh““‘“h“\“\\\\‘\\\\“\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0
—
19.50
m/z 41.10 77.11%
5000 284.0 /
83.0 129.0
185.0 2410
ol b by L) 3724
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid ——
73.0 19.50
m/z 57.10 75.07%
5000 129.0
2
9( 199.0 242 0
OH“H‘ P
m/z--> 50 100 150 200 250 300 350 19.50

8270-BM103023.M Thu Nov 02 04:49:29 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 Eicosanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.533 3.57 ng 175234  Chrysene-di12 21.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 78
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 56
3 Pentadecanoic acid 242 C15H3002 001002-84-2 48
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 42
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 42
Abundance Scan 2949 (20.533 min): BM042546.D\data.ms (-2946) (- | m/z 43.10 100.00%
43.1
216.1
5000
T \
20.50
ob— m/z 216.10  74.69%
miz--> 50 100 150 200 250 300 350 400
Abundance #214913: Eicosanoic acid
43.0
5000 1290 s
312.0 m/z 55.10 71.53%
O \\“\‘\“‘ ‘\J \“‘\ \‘\‘\‘\\2\4\]_‘0\‘\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
216.0
1 \
20.50
5000 m/z 41.10 69.24%
108.0
0 63.0 163.0
e e I B B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid —— ‘
3.0 20.50
m/z 73.10 68.99%
5000 129.0
199.0
i1 TP
I DR — .
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS vial : 15 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 1-Hexadecene, 16-bromo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.168 6.80 ng 333542  Chrysene-d12 21.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 80
2 1-Hexadecanol 242 C16H340 036653-82-4 58
3 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 58
4 1-Docosene 308 C22H44 001599-67-3 46
5 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 42

Abundance Scan 3057 (21.168 min): BM042546.D\data.ms (-3055) (- | m/z 55.10 100.00%

55.1 AM/JL\/\/\_
5000 111.1
2100 2150
161.1 227.1 296.1 357.3 . :
ob L d oL 2271 2961 3578 475 . 8316 96.09%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #201914: 1-Hexadecene, 16-bromo-
55.0
5000 — —
21.00 21.50
1110 m/z 97.10 75.14%
304.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
—— —
21.00 21.50
5000 ITI/Z 69.10 74 .33%
111.0
196.0
o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #71781: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alp —— —
55.0 21.00 21.50
m/z 43.10 54.80%
5000 111.0 /\WM
167.0
o“‘l, — —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42546.D

Acqg On : 01 Nov 2023 19:01
Operator : MA/JU

Sample : 05169-01

Misc

ALS Vvial : 15 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|
2-Pentanone, 4-... 5.010 2.2 ng 53901 1 7.922 493247 20.0
2,4,7,9-Tetrame... 13.416 8.1 ng 325599 3 14.569 806085 20.0
Tetradecane, 1-... 13.969 2.2 ng 90297 3 14.569 806085 20.0
Pentadecane, 2,... 15.745 3.4 ng 137019 3 14.569 806085 20.0
Dodecane, 2,7,1... 16.216 4.8 ng 224027 4 17.321 942733 20.0
Undecane, 5-met... 17.045 2.7 ng 129113 4 17.321 942733 20.0
Dodecane, 2-met... 17.745 2.1 ng 97264 4 17.321 942733 20.0
Hexadecanoic ac... 17.939 2.6 ng 122452 4 17.321 942733 20.0
n-Hexadecanoic ... 18.174 16.2 ng 764000 4 17.321 942733 20.0
9,12-Octadecadi... 19.086 16.8 ng 790357 4 17.321 942733 20.0
15-Octadecenoic... 19.115 10.4 ng 488753 4 17.321 942733 20.0
Octadecanoic acid 19.451 8.1 ng 394755 5 21.503 980933 20.0
Eicosanoic acid 20.533 3.6 ng 175234 5 21.503 980933 20.0
1-Hexadecene, 1... 21.168 6.8 ng 333542 5 21.503 980933 20.0
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