LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

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_ F\Methods\8270-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135101.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.404 559 564 567 rBV 2045571 1949837 17.18% 3.674%
2 6.410 731 735 738 rBV 2049045 1870370 16.48% 3.525%
3 6.769 793 796 800 rBV 708819 586022 5.16% 1.104%
4 7.334 888 892 895 rBV 1406116 1148516 10.12% 2.164%
5 8.051 1008 1014 1017 rBV 949549 829994  7.31% 1.564%
6 8.645 1112 1115 1118 rBV3 210304 181239 1.60% 0.342%
7 9.075 1185 1188 1193 rVB3 125979 121036 1.07% 0.228%
8 9.128 1194 1197 1201 rVB 2198362 1866689 16.45% 3.518%
9 9.210 1207 1211 1216 rBV 252860 288832 2.55% 0.544%
10 9.533 1261 1266 1268 rBV3 199547 212717 1.87% 0.401%
11  9.557 1268 1270 1273 rVV3 127184 122060 1.08% 0.230%
12 9.745 1299 1302 1306 rVB 345004 265139 2.34% 0.500%
13 9.810 1306 1313 1316 rBV 801036 760832 6.71% 1.434%
14 10.069 1353 1357 1360 rBV5 92849 120783 1.06% 0.228%
15 10.245 1384 1387 1390 rVB 358388 277572  2.45% 0.523%
16 10.469 1419 1425 1430 rBV 151565 215287 1.90% 0.406%
17 10.598 1442 1447 1451 rBV 1061536 938237 8.27% 1.768%
18 10.722 1465 1468 1476 rVB 380452 453140 3.99% 0.854%
19 11.174 1542 1545 1547 rBV 278983 229616 2.02% 0.433%
20 11.204 1547 1550 1555 rVB2 160341 179807 1.58% 0.339%
21 11.298 1563 1566 1569 rBV 588161 539356 4.75% 1.016%
22 11.321 1569 1570 1573 rVB 249609 180879 1.59% 0.341%
23 11.604 1615 1618 1620 rBV 227396 190754 1.68% 0.359%
24 11.627 1620 1622 1625 rVB2 160357 119230 1.05% 0.225%
25 11.710 1632 1636 1639 rVB 4468047 3937032 34.70% 7.419%
26 11.851 1654 1660 1667 rBV2 1128869 1300017 11.46% 2.450%

27 12.010 1684 1687 1694 rVB 184813 203482 1.79% ©.383%
28 12.416 1749 1756 1757 rBV 7075153 11347122 100.00% 21.383%
29 12.439 1757 1760 1764 rVV2 7430328 9081385 80.03% 17.113%
30 12.510 1768 1772 1775 rVV2 2699929 2738115 24.13%
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31 12.557 1775 1786 1781 rVV 2095893 3011187 26.54%
32 12.574 1781 1783 1789 rVV 2388181 2615683 23.05%
33 12.639 1792 1794 1799 rVB 465382 385194  3.39%
34 12.751 1808 1813 1816 rBV 439459 545043  4.80%
35 12.904 1835 1839 1842 rVB 1697958 1426984 12.58%
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36 13.092 1868 1871 1876 rVB3 130656 211708 1.87% ©.399%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

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_ F\Methods\8270-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.151 1876 1881 1884 rBV2 254632 377800 3.33% 0.712%
38 13.233 1892 1895 1898 rBV 298647 247798 2.18% 0.467%
39 13.663 1965 1968 1971 rVB2 148082 187826 1.66% 0.354%
40 13.910 2007 2010 2012 rBV 270282 240857 2.12% 0.454%
41 13.957 2014 2018 2021 rVV2 652385 767689 6.77% 1.447%
42 13.986 2021 2023 2025 rVB 191242 147752 1.30% 0.278%
43 14.533 2113 2116 2121 rBV5 143629 158721 1.40% 0.299%
44 15.004 2193 2196 2199 rBV 119097 154701 1.36% 0.292%
45 15.427 2265 2268 2272 rBV 277308 332403 2.93% 0.626%
Sum of corrected areas: 53066443
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135101.D\data.ms

7000000
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4000000
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2000000 5.404 6.410

7.334
1000000 6.769
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Abundance TIC: BF135101.D\data.ms
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Abundance TIC: BF135101.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.210 7.59 ng 288832  Acenaphthene-di10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 9-methylheptadecane 254 C18H38 026741-18-4 90
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 1211 (9.210 min): BF135101.D\data.ms (-1207) (-) m/z 57.10 100.00%
57.1
5000
85.0
R RAARmESEE
h ‘ 113 1454 1784 210.2 8.80 9.00 9.20 9.40 9.60
Obererrflob ol g T13T, 1454 1784 2102 43 65 g4.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 B e e
8.80 9.00 9.20 9.40 9.60
2.0 850 m/z 71.10  51.59%
0 ‘\ ‘ L H‘ 113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\1’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane
57.0
R ARAmmEEEEE
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 42.14%
85.0
29.0
0 | A130,141.0 1600 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141059: 9-methylheptadecane R EAARA RN
57.0 8.80 9.00 9.20 9.40 9.60
85.0 m/z 85.05 33.74%
5000
140.0
111.0
0,1680196,0239‘ AU e n
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Octadecane, 1-chloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.533 5.59 ng 212717  Acenaphthene-di10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 64
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 64
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 58
5 Octane, 2-methyl- 128 C9H20 003221-61-2 53

Abundance Scan 1266 (9.533 min): BF135101.D\data.ms (-1261) (-) m/z 57.05 100.00%

57.0
5000
T T
| 99. ‘174-1 9.50
bbb bty L 2083 m/z 43.05 86.78%
miz--> 50 100 150 200 250
Abundance #184136: Octadecane, 1-chloro-
57.0
5000 e :
9.50
m/z 71.10 80.89%
0 \2\6\\ \ ‘\ H\‘ \‘ \““ ‘ \m ‘\ ﬁ:‘B\‘O‘ \‘17\‘5\ 0\ 2\17\0\ 2\52 \0\2\88\?
miz—-> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
T T
9.50
5000 m/z 55.05  43.28%
1.0
133.0
ol ‘ “M bl 170 2880
miz—-> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- T ‘
57.0 9.50
m/z 41.10 42.10%
- JtﬁﬁNMAMMAMmVAWﬂWJN
0 L‘ L1 ‘\ | 1410 1830 2300 296
— ““ I P e —
miz—> 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.745 6.97 ng 265139  Acenaphthene-di10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 80

Abundance Scan 1302 (9.745 min): BF135101.D\data.ms (-1299) (-) m/z 57.10 100.00%

57.1
5000 85.0

9.50 10.00
1131 145.1
m‘mWHhm”wwh“_m_m_“‘1‘99%””‘2‘1‘?“1”” m/z 43.10  80.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

o

5000 T ‘ :
9.50 10.00
290 880 m/z 71.10  56.28%
0 ‘\ “ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
1 —
9.50 10.00
m/z 41.05 38.42%
5000 85.0
29.0
0 \‘ l H\ il ‘11?0 141 0 169.0 212.0
R B e B e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane — —
57.0 9.50 10.00

m/z 85.05 37.83%

5000 85.0
29.0

oHwm‘_m_m‘mWHM_‘H_‘wawm‘w s .
miz—> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.245 7.30 ng 277572  Acenaphthene-di10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1387 (10.245 min): BF135101.D\data.ms (-1384) (- m/z 57.10 100.00%
57.1
5000
85.0
— —
10.00 10.50
113.1 144.0172.1
oH_Hw‘Huu”:wwuH‘_m_uwHH_Hwww?ﬁ‘?‘?ww m/z 43.10  75.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107216: Hexadecane
57.0
5000 —— —
85.0 10.00 10.50
290 m/z 71.05 53.52%
obd ||| [11901410165010702260
H‘\H\‘\\H‘H\\‘H\\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123961: Heptadecane
57.0
—— —
10.00 10.50
5000 m/z 85.05 35.83%
85.0
29.0
0 ‘ ‘ h H I \\‘113014101690 2400
A A e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #224374: Sulfurous acid, 2-propyl tetradecyl ester T T
43.0 10.00 10.50
m/z 41.05 34.79%
71.0
5000
99.
ob il M 127.0 168.0197-0 2310 261.(
"_‘H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘ —— ——
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 5 Pentadecane, 2,6,10-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.469 5.66 ng 215287  Acenaphthene-di10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
3 Tetracosane 338 C24H50 000646-31-1 64
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 64
5 Heneicosane 296 C21H44 000629-94-7 64

Abundance Scan 1425 (10.469 min): BF135101.D\data.ms (-1419) (- m/z 57.05 100.00%
57.0
o M
‘ ‘ 1050
1691 .
- u“‘ 1317 207wz 71.10 46.64%
m/z--> 50 100 150 200 250 300
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T
10.50
m/z 43.05 46.12%
99.0
oLl “ [ | 14101830 5390
\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300
Abundance #287349: Octadecane, 1-iodo-
57.0
——
10.50
5000 m/z 41.05 25.42%
.0
015q L \‘h L \‘ [ ’\]550 197.0 2530
A
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane —
57.0 10.50
m/z 85.05 22.73%
5000
99.0
oL Ll 14101830 2250 2670 33,
“““ e ——
miz--> 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.722 16.80 ng 453140  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane 184 C13H28 000629-50-5 96
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 1468 (10.722 min): BF135101.D\data.ms (-1465) (- m/z 57.05 100.00%

57.0
5000 85.1

1131 10.50 11.00

‘ 141.0169.1
e A A410169 00080 2402 s 10 73.00%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #74005: Tetradecane
57.0

5000 85.0 —— e

o

29.0

\ | | [113-0141.01690198.0
H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59029: Tridecane
57.0

o

10.50 11.00
5000 m/z 85.10  39.34%
85.0
290
0113014101840
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #158600: Nonadecane T —
57.0 10.50 11.00

5000 85.0
29.0
1

0 || [113:0141.0169.0197.0 268.(
el Al b b S T69.0197.0 205 —_— _

m/z--> 20 40 60 80 100120140160 180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.174 8.51 ng 229616  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1545 (11.174 min): BF135101.D\data.ms (-1542) (- m/z 57.00 100.00%

57.0
5000

-
11.00 11.50
141.0
o“‘uhu“W@ LAALD 2004 2543 . m/z 43.10  74.95%

m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0

5000 — it
11.00 11.50

m/z 71.05 61.00%

90
T “\ \L “ “ \“‘\ H“ \“‘ T “\ “ ‘(‘)\ 1‘\8\‘3\? T \2\57‘4.\0\ L ‘ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

—
11.00 11.50

o

5000 m/z 85.05 44.12%
ol F ‘1410183022502670 323.0 380.(
e R e e A e
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane — —
57.0 11.00 11.50

m/z 41.05 35.22%

h W
dL‘ F9°1410 212.0

OHH‘\“““ L

— —
m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF083023.M Wed Sep 06 14:17:43 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.204 6.67 ng 179807  Phenanthrene-die 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 1550 (11.204 min): BF135101.D\data.ms (-1547) (- m/z 57.05 100.00%
57.0
—T —
H | ‘11311410 18402132 11.00 11.50
O b Bt e e B m/z 71.05  69.40%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #176392: Nonadecane, 2-methyl-
57.0
5000 — —
85.0 11.00 11.50
29.0 m/z 43.10 52.46%
o i ‘ | [PO141.0169.0107.0 2390967
\H’HH’\H‘HH‘\\H‘\\H‘HH’HH‘HH‘HH‘\\H‘HH‘HH’HH
m/z--> 20 40 60 80 100120 140160 180200220 240 260
Abundance #168307: 2-Bromotetradecane
57.0
s =
11.00 11.50
5000 85.0 m/z 85.05 40.23%
29.0
‘ ‘ ‘ F1301410 197.0
0m,\‘m‘,‘m\“\‘\‘M“l‘m‘\m‘\‘m,‘m\‘m\‘uH‘WHWHWH,HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #123959: Heptadecane — —
57.0 11.00 11.50
m/z 41.00 29.62%
5000 85.0
29.0
0 ﬂ I h A m\w130ﬂ41016901970 240.0
e e e e e e = =
mlz--> 20 40 60 80 100120140160 180200220 240260 11.00 11.50

8270-BF083023.M Wed Sep 06 14:17:44 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.604 7.07 ng 190754  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1618 (11.604 min): BF135101.D\data.ms (-1615) (- m/z 57.10 100.00%

57.1
5000

\ T
99.0 11.50 12.00
il

141.1479.4203.1
ol b by 1720800 2463 m/z 43.10  70.69%

m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0

5000 — —
11.50 12.00

m/z 71.05 56.55%

99.0
26‘0 T “‘\ ‘!‘ \“‘\ ““ \“ T “1\4\‘1‘0‘\ T 2‘1\‘2-\0\ LA
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0

—
11.50 12.00

o

5000 m/z 85.10 40.72%
99.0
o150, | LI 110 190 ms0 7o
m/z--> 50 100 150 200 250
Abundance #141056: Octadecane — —
57.0 11.50 12.00

m/z 41.00 31.25%

5000
‘ 99.0
0 ZGL i1 ‘\ H\ ‘H\ H‘ 14‘10\ 1830 254.0

m/z--> 50 100 150 200 250 11.50 12.00

8270-BF083023.M Wed Sep 06 14:17:45 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.710 145.99 ng 3937030  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1636 (11.710 min): BF135101.D\data.ms (-1632) (-] ' m/z 74.00 100.00%
74.0
5000 43.0
143.0 L PRI
227.2
H\ 1150 185.1 | 270.3 11.50 12.00 :
owwHH_uhu‘wlu“_m,”H_HWHww‘mww\mww m/z 87.00  72.30%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T —
43.0 11.50 12.00
143.0 m/z 43.05 37.30%
0 ‘\ \“ ‘\‘ | \\1150\ 1. 019902270 270.0
\‘HH‘HH‘\H\‘HH‘HH’HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘

m/z--> 20 40 60 80 100120140160 180200 220 240 260

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

%

11.50 12.00
50001 43.0 m/z 55.00 30.12%

‘ “\ 1| 1110 30 1850 2270 2700

%

O‘M‘H‘H‘w“‘_‘H‘HH,H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W
m/z--> 20 40 60 80 100120 140160 180200220 240 260
Abundance #126208: Methyl tetradecanoate
74.0 11.50 12.00
m/z 41.10 27.82%
5000
43.0
143.0
0 ‘ M‘ H Il 11'0\ ‘ 171. 019\90 2420
‘_‘H‘H‘W‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W == ==
m/z--> 20 40 60 80 100120140160 180200220 240 260 11.50 12.00

8270-BF083023.M Wed Sep 06 14:17:46 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.851 48.21 ng 1300020 Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 70
Abundance Scan1660(11851nnn)BF135ﬂM D\data.ms (-1654) (- m/z 73.00 100.00%
43.1 ,73.0
5000 129.0 AJ\
213.2 T
|| 157.1185.1 256.1 11.50 12.00
— ] m/z 43.10 96.70%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
167.04g5,0213.0 2560 m/z 59.95 93.29%
0,
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #92069: Tridecanoic acid
73.0
— ——
43.0 11.50 12.00
5000 129.0 m/z 41.05 76.23%
171.0
o AL
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid = =
43.0 73.0 11.50 12.00
m/z 55.10 74.18%
5000 129.0
199.
5w W T
O?ﬁRh““NMWNMwwumuwwuuwﬂumuwuu_HWH‘WHH‘ = =
m/z--> 20 40 60 80 100120140160 180200220240260 11.50 12.00

8270-BF083023.M Wed Sep 06 14:17:47 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.010 7.55 ng 203482  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane 240 C17H36 000629-78-7 93
3 Pentadecane 212 C15H32 000629-62-9 93
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 1687 (12.010 min): BF135101.D\data.ms (-1684) (- m/z 57.10 100.00%
57.1
99.0 12.00 |
' 2 197.1 :
ok Mhh Ly, 1542 1971 24392741 . 4365 69.33%
m/z--> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
5000 ==
12.00
99.0 m/z 71.10 60.00%
oL 2700 LI ML L1 1830 2250 282
m/z--> 50 100 150 200 250
Abundance #123958: Heptadecane
57.0
— T \
12.00
5000 m/z 85.10 40.01%
99.0
2@0‘ H ‘ ‘ 141.0 183.0 240.0
oL— “\“ T M‘ Loy B et N
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane T
57.0 12.00
m/z 41.05 29.55%
5000
oL IO, w0 momzo L
m/z--> 50 100 150 200 250 12.00

8270-BF083023.M Wed Sep 06 14:17:48 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.416 420.77 ng 11347100  Phenanthrene-d1e 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1756 (12.416 min): BF135101.D\data.ms (-1749) (- m/z 67.05 100.00%
67.0
09.1 A
263.1 12.50
0 37% MH Mh_hh A w \ 187.12202 P29 s1.10 82.35%
m/z--> 50 100 150 200 250
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
5000 ‘12\50‘
29.0 03.0 2630294£ m/z 55.05 69.56%
150.0 :
N N
m/z--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
—r
12.50
5000 m/z 41.05 58.67%
09.0
oLb— L\“H‘ 1, HHN‘H H‘\ u\\ “u H ‘u‘ T ‘26‘2"0‘294"0
miz--> 50 100 150 200 250
Abundance #191900: 9,12-Octadecadienoic acid, methyl ester —r—
67.0 12.50
m/z 95.05 55.71%
5000
29.0 09.0
294.0
0 gl uh ‘nhwu”‘ m L. 2230 26307 AN
miz--> 50 100 150 200 250 12.50

8270-BF083023.M Wed Sep 06 14:17:49 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.439 336.75 ng 9081390  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 93
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91
3 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 90
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 90
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 90
Abundance Scan 1760 (12.439 min): BF135101.D\data.ms (-1757) (- m/z 55.10 100.00%
58.1
o T M
2641
251 180.2 222.2 T
: - 12.
L. | ‘ 296.1 2
0! L S A R m/z 74.00  70.80%
m/z--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
5000 T
12.50
264.0 m/z 69.10 70.39%
23.0 1800 2220 206.0
0,
m/z--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
—
12.50
41.10  65.34%
5000 87.0 m/z
264.0
il HL \‘ 2\30 180.0 2229 h 296.0
0! L \MHM . flepu b R it
m/z--> 0 100 150 200 250 300
Abundance #194407: 8-Octadecenoic acid, methyl ester T
55.0 12.50
m/z 83.10 58.41%
5000
264.0
23.0 222.0
| 18‘00 | ‘ 296.0
0! \‘\H\H‘u“\‘h Doy TR SR s
m/z--> 150 200 250 300 12.50

8270-BF083023.M Wed Sep 06 14:17:51 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 15 9-Octadecenoic acid, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.574 96.99 ng 2615680  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 90
2 Cyclopentadecane 210 C15H30 000295-48-7 80
3 1-Tetradecanol 214 C14H300 000112-72-1 80
4 Oleic Acid 282 C18H3402 000112-80-1 80
5 Cyclotetradecane 196 C14H28 000295-17-0 80
Abundance Scan 1783 (12.574 min): BF135101.D\data.ms (-1781) (-] ' m/z 55.10 100.00%
55.1
971
5000
264.1 Hz%d
ol l H“ \“ I 802 2222 130040y 6910 74.72%
m/z--> 50 100 150 200 250 300
Abundance #176223: 9-Octadecenoic acid, (E)-
55.0
5000 ' — ‘
12.50
m/z 83.10 67.47%
138.0 180.0 222.0
ok “‘ \;‘\M“‘
m/z--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
RN
12.50
5000 97.0 m/z 41.106  60.55%
UL e 200
(Y 1 5 S N N
m/z--> 50 100 150 200 250 300
Abundance #92362: 1-Tetradecanol T
83.0 12.50
43.0 m/z 43.10 58.88%
5000
25.0
LTS e
ol AALRALY L U 280 U
m/z--> 50 100 150 200 250 300 12.50

8270-BF083023.M Wed Sep 06 14:17:52 2023 Page: 18



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_F\Data\BF090523\
BF135101.D

: 05 Sep 2023 18:22
¢ CG\JU
¢ 04221-01

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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

16 Octadecanoic acid

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.639 10.04 ng 385194  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid

2 Pentadecanoic acid

3 n-Hexadecanoic acid

4 Octadecanoic acid, 2-(2-hydroxye...
5 n-Decanoic acid

284 C18H3602
242 C15H3002
256 C16H3202
372 C22H4404
172 C1eH2002

000057-11-4 99
001002-84-2 93
000057-10-3 91
000106-11-6 86
000334-48-5 60

Abundance Scan 1794 (12.639 min): BF135101.D\data.ms (-1792) (- m/z 43.10 100.00%
43.1
5000
129.0
31 185.1
) —r— =
H | 24‘1'3 284.3 12.50 13.00
[ ey b L b L myz 73.00 85.54%
m/z--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
5000/ 410 284.0 U =
185.0 241.0 12.50 13.00
m/z 60.00 79.36%
0! W‘H‘\‘WM H“‘ | L ‘L A “ | ““ ‘\ ‘\‘ : “‘ —
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
41,0
= —
12.50 13.00
5000 129.0 ITI/Z 57.10 78.20%
‘ 199.0 2420
ok ‘Mh MM ‘HGWO‘ “‘ ‘w“ —
m/z--> 100 150 200 250 300
Abundance #143510:n-Hexadecanok;acm — ]
12.50 13.00
m/z 55.05 71.13%
5000 129.0
1710 213.0 256.0
m/z--> 100 1 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.092 5.52 ng 211708  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9.cis.,1l.trans.t,13.tran... 292 C19H3202 1000336-42-6 60
2 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 49
3 9,12,15-0Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 45
4 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1OH16 016022-04-1 43
5 Cyclopentane, 1-ethenyl-3-methyl... 108 C8H12 029668-63-1 43

Abundance Scan 1871 (13.092 min): BF135101.D\data.ms (-1868) (- m/z 79.05 100.00%
0

(
79.

216.1

5000
292.3

F

13.00
0! Liwm— 'm/z 93.00 86.93%

miz--> 50 100 150 200 250 300
Abundance #189450: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienc
79.0 292.0

5000 — ‘
121.0 13.00

m/z 216.10  77.81%

63.0
0, ‘H‘ \“H ‘Hh’ % :\3‘0‘ “2‘4‘9 )M | —
m/z--> 50 100 150 200 250 300
Abundance #94571: 7TH-Benzo[c]fluorene
216.0

13.00
5000 m/z 91.00 70.55%
108.0
oHH_H‘HH"_H‘MJH‘_‘H_‘
m/z--> 50 100 150 200 250 300
Abundance #189454: 9,12,15-Octadecatrienoic acid, methyl ester, (Z —— ‘
79.0 13.00
41.0 m/z 215.10 61.06%
5000
21.0 92.0
64.0 2360
0! n\}h‘h \‘whh‘ \ ‘H L, ‘203 O‘ ey ‘N S —— e
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 cis-10-Heptadecenoic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.151 9.84 ng 377800  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 83
2 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 70
3 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 70
4 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 64
5 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 64

Abundance Scan 1881 (13.151 min): BF135101.D\data.ms (-1876) (- m/z 55.00 100.00%

58.0
215.1
5000

97.1
—r —
0! et LIECT 1920 /7 215,10 64.24%
miz--> 50 100 150 200 250 300
Abundance  #176265: cis-10-Heptadecenoic acid, methyl ester
55.0
5000 97.0 T T T T I T

13.00 13.50

m/z 216.10  62.82%

166.0 208.0 250.0
ol5. e 1\‘ 2840
miz—-> 50 100 150 200 250 300
Abundance #229545: cis-Methyl 11-eicosenoate
55.0

P =
13.00 13.50
5000 or.0 m/z 43.05 57.88%
292.0
37.0 208.0 250.0
0159 AL O X
m/z--> 50 100 150 200 250 300
Abundance #229553: 11-Eicosenoic acid, methyl ester T T
55.0 13.00 13.50
m/z 41.05 57.73%
o k&NkauwakﬂwmhﬂhmV
139.0 208.0 250.0
0 7 —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22

Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 19 Eicosanoic acid, methyl ester  Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.233 6.46 ng 247798  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Eicosanoic acid, methyl ester
2 Heptadecanoic acid, methyl ester

3 Hexadecanoic acid, 15-methyl-, m...

4 Methyl 18-methylnonadecanoate

326 C21H4202
284 C18H3602
284 C18H3602
326 C21H4202
298 C19H3802

001120-28-1 98
001731-92-6 93
006929-04-0 90
1000424-52-4 90
000112-61-8 87

5 Methyl stearate

Abundance Scan 1895 (13.233 min): BF135101.D\data.ms (-1892) (- m/z 74.00 100.00%
74.0
5000 AJLAVV
143.1
2
‘ in ‘ 199.12412%%% 3363 570 1300 1350
oL H“MJH“Hw‘_HwHw_”uw”_m m/z 78.24%
miz--> 100 150 200 250 300 350
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000
1300 1350
143.0 28303260 m/z . 42.36%
Ll [ 19902410%%
0 \\\\‘\\\“\“\‘\\f‘\\\\‘\\\\‘\\\\“\\‘\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
1300 1350
5000 m/z 55.85  37.66%
143.
B L s aqomi
0b ‘mHMmm_HM\HH‘_HMHWHH
m/z--> 100 150 200 250 300 350
Abundance #179165.Hexadecanmcacm,154nemyk,meﬂwleﬁer P —
74.0 13.00 13.50
m/z 41.10 26.03%
5000
143.0 284.0
20| s 2010”
o‘m“ue““‘u‘ﬂm‘”_m‘mwmuwH_m e e
m/z--> 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 20 trans,trans-1,8-Dimethylspi... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.663 4.89 ng 187826  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 58
2 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 49
3 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 38
4 Tricyclo[4.3.1.1(3,8)]undecan-3-01 166 C11H180 014504-80-4 38
5 Cyclopropane, 1-(1-methylethyl)-... 152 C11H20 056259-17-7 27
Abundance Scan 1968 (13.663 min): BF135101.D\data.ms (-1965) (- m/z 81.00 100.00%
81.0
151.1
5000
43. 2371
—— —
187.0 2771 13.50 14.00
0! \‘LH “‘ ‘th‘m\“\ \;u‘\‘ \L‘ L ‘\“\ Mo L, : \\‘3‘27“‘1 " m/z 95.00 93.80%
m/z--> 50 100 150 200 250 300 350
Abundance #41584: trans,trans-1,8-Dimethylspiro[4.5]decane
95.0
55.0
5000 1350  14.00
166.0 . :
“ m/z 151.05 61.07%
0\\\‘\\\‘\\‘\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #29481: Cyclodecene, 1-methyl-
81.0
—— —
410 13.50 14.00 ;
5000 m/z 55.05 50.31%
152.0
0! uu!u““upmWm_m_m_
m/z--> 50 100 150 200 250 300 350
Abundance #19514: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl- — —
95.0 13.50 14.00
m/z 67.00 44.23%
5000 55.0
‘138.0
0’ um:H‘w‘m_m_m_m_ e e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135101.D

Acqg On : 05 Sep 2023 18:22
Operator : CG\JU

Sample : 04221-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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|
Hexadecane 9.210 7.6 ng 288832 3 9.810 760832 20.0
Octadecane, 1-c... 9.533 5.6 ng 212717 3 9.810 760832 20.0
Pentadecane 9.745 7.0 ng 265139 3 9.810 760832 20.0
Heptadecane 10.245 7.3 ng 277572 3 9.810 760832 20.0
Pentadecane, 2,... 10.469 5.7 ng 215287 3 9.810 760832 20.0
Tetradecane 10.722 16.8 ng 453140 4 11.298 539356 20.0
Octadecane 11.174 8.5 ng 229616 4 11.298 539356 20.0
Nonadecane, 2-m... 11.204 6.7 ng 179807 4 11.298 539356 20.0
Heneicosane 11.604 7.1 ng 190754 4 11.298 539356 20.0
Hexadecanoic ac... 11.710 146.0 ng 3937030 4 11.298 539356 20.0
n-Hexadecanoic ... 11.851 48.2 ng 1300020 4 11.298 539356 20.0
Eicosane 12.010 7.5 ng 203482 4 11.298 539356 20.0
10,13-Octadecad... 12.416 420.8 ng 11347100 4 11.298 539356 20.0
13-Octadecenoic... 12.439 336.8 ng 9081390 4 11.298 539356 20.0
9-Octadecenoic ... 12.574 97.0 ng 2615680 4 11.298 539356 20.0
Octadecanoic acid 12.639 10.0 ng 385194 5 13.957 767689 20.0
Methyl 9.cis.,1... 13.092 5.5 ng 2117068 5 13.957 767689 20.0
cis-10-Heptadec... 13.151 9.8 ng 377800 5 13.957 767689 20.0
Eicosanoic acid... 13.233 6.5 ng 247798 5 13.957 767689 20.0
trans,trans-1,8... 13.663 4.9 ng 187826 5 13.957 767689 20.0
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