LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc :

ALS Vvial : 16 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136037.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.440 566 570 573 rBV 1566749 1308688 4.90% 1.260%
2 6.445 737 741 744 rVB 1634345 1306499 4.90% 1.258%
3 6.822 801 805 812 rVB 1267638 1097559 4.11% 1.057%
4 7.375 897 899 902 rVV 1018826 906480 3.40% 0.873%
5 7.416 904 906 910 rVB 547586 438533 1.64% 0.422%
6 7.622 936 941 945 rVB3 256589 381808 1.43% 0.368%
7 7.857 979 981 985 rVB4 236910 290312 1.09% 0.280%
8 8.063 1010 1016 1017 rBV5 175676 267434 1.00% 0.258%
9 8.098 1017 1022 1025 rVV2 1706446 2415474 9.05% 2.326%
10 8.169 1032 1034 1036 rVB 440657 329006 1.23% 0.317%
11  8.275 1045 1052 1054 rBv4 182989 302375 1.13% 0.291%
12 8.298 1054 1056 1060 rVB2 306576 289599 1.09% 0.279%
13 8.398 1068 1073 1075 rBV4 410952 592196 2.22% 0.570%
14 8.451 1080 1082 1085 rVB3 394306 344210 1.29% 0.331%
15 8.487 1085 1088 1091 rBV2 534330 508997 1.91% 0.490%
16 8.528 1091 1095 1097 rBV2 595898 531978 1.99% 0.512%
17 8.604 1105 1108 1111 rBV2 684089 613017 2.30% 0.590%
18 8.698 1120 1124 1127 rBV 1984929 1620522 6.07% 1.560%
19 8.763 1132 1135 1137 rVV2 366462 306314 1.15% 0.295%
20 8.928 1156 1163 1167 rBV5 621788 750837  2.81% 0.723%
21 8.981 1170 1172 1174 rBV2 322437 282061 1.06% 0.272%
22 9.063 1185 1186 1191 rVB2 480953 347749 1.30% 0.335%
23 9.104 1191 1193 1195 rBV2 341731 301199 1.13% 0.290%
24 9.128 1195 1197 1202 rVB2 656618 669108 2.51% 0.644%
25 9.181 1202 1206 1209 rBV 2138808 1611090 6.04% 1.551%
26 9.269 1215 1221 1224 rBV 2505353 2290470 8.58% 2.206%
27  9.298 1224 1226 1229 rVV4 222014 267615 1.00% 0.258%
28 9.334 1229 1232 1234 rVB 311910 276605 1.04% 0.266%
29 9.434 1245 1249 1251 rBV5 231306 334056 1.25% 0.322%
30 9.498 1257 1260 1262 rBV3 292199 365503 1.37% 0.352%
31 9.522 1262 1264 1266 rVvV3 436813 468171 1.75% 0.451%
32 9.545 1266 1268 1270 rVV2 442670 363054 1.36% 0.350%
33 9.586 1270 1275 1277 rVV4 1005985 1223231 4.58% 1.178%
34  9.610 1277 1279 1282 rVV2 722144 624841 2.34% 0.602%
35 9.645 1282 1285 1288 rVvB3 595718 494883 1.85% 0.477%

36 9.798 1308 1311 1315 rVB 2613092 2160435 8.10% 2.080%

8270-BF103023.M Tue Oct 31 04:13:25 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc :

ALS Vvial : 16 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.839 1315 1318 1319 rBV3 404030 378950 1.42% 0.365%
38 9.857 1319 1321 1324 rVB 1679694 1446596 5.42% 1.393%
39 10.039 1347 1352 1354 rBV4 356083 627259 2.35% 0.604%
40 10.057 1354 1355 1358 rVV 342497 286468 1.07% 0.276%
41 10.122 1362 1366 1370 rBv4 606728 651224  2.44% 0.627%
42 10.304 1393 1397 1399 rVWVW 2696047 2265844 8.49% 2.182%
43 10.357 1404 1406 1411 rVB4 232770 274811 1.03% 0.265%
44 10.522 1428 1434 1437 rBV 1052358 1348077 5.05% 1.298%
45 10.604 1446 1448 1451 rBV2 372404 378545 1.42% 0.365%
46 10.645 1451 1455 1460 rVB2 1172786 1091059 4.09% 1.051%
47 10.780 1474 1478 1486 rBV 2534697 3079921 11.54%  2.966%
48 11.104 1530 1533 1538 rVB3 232240 350993 1.32% 0.338%
49 11.228 1551 1554 1557 rBV 2129657 1839762 6.89% 1.772%
50 11.257 1557 1559 1565 rVB 894076 913103 3.42% 0.879%
51 11.351 1572 1575 1577 rBV 1374121 1113192 4.17% 1.072%
52 11.657 1624 1627 1630 rBV 1849106 1560037 5.85% 1.502%
53 11.775 1641 1647 1650 rVB 8279100 10233754 38.35%  9.855%
54 11.904 1664 1669 1675 rBV2 657478 983317 3.68% 0.947%
55 11.957 1675 1678 1684 rBV3 159751 299361 1.12% 0.288%
56 12.069 1694 1697 1702 rVB 1670596 1443172 5.41% 1.390%
57 12.492 1758 1769 1770 rBV5 8985897 26687301 100.00% 25.698%
58 12.569 1779 1782 1785 rVB 6078680 5703190 21.37% 5.492%
59 12.604 1785 1788 1789 rBV 1693390 1454893 5.45% 1.401%
60 12.622 1789 1791 1798 rVB 1329520 1412813 5.29% 1.360%
61 12.686 1800 1802 1807 rVB3 253959 328048 1.23% 0.316%
62 12.839 1825 1828 1831 rBV 904243 764187 2.86% 0.736%
63 12.957 1843 1848 1856 rVB 1659015 1586352 5.94%  1.528%
64 13.198 1886 1889 1890 rBV 682985 628510 2.36% 0.605%
65 13.292 1902 1905 1907 rBV 737201 636578 2.39% 0.613%
66 13.316 1907 1909 1914 rVVv4 543186 769870 2.88% 0.741%
67 13.357 1914 1916 1921 rVV2 482320 669643  2.51% 0.645%
68 13.398 1921 1923 1927 rVV3 290058 340409 1.28% 0.328%
69 13.445 1929 1931 1935 rVV2 315417 339151 1.27% 0.327%
70 13.504 1938 1941 1945 rVV2 296089 365121 1.37% 0.352%
71 13.539 1945 1947 1953 rVB 483667 447228 1.68% 0.431%
72 13.874 2001 2004 2012 rVB 425991 432017 1.62% 0.416%
73 13.969 2017 2020 2022 rBV 611077 566683 2.12% 0.546%
74 14.010 2022 2027 2029 rBV 1155560 1091548 4.09% 1.051%
75 14.192 2055 2058 2062 rVB 336077 298526 1.12% 0.287%
76 14.498 2107 2110 2116 rBV 298801 427434 1.60% 0.412%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS Vvial : 16 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 14.592 2123 2126 2134 rBV2 299179 338845 1.27% ©.326%
78 14.816 2161 2164 2169 rBV 245658 281900 1.06% ©.271%

79 15.168 2221 2224 2231 rVB2 228791 272258 1.02% 0.262%
80 15.498 2276 2280 2284 rVB 643883 758109  2.84% ©.730%

Sum of corrected areas: 103847968
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 30 Oct 2023 20:02
¢ CG\JU
: 05062-01 2X

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
BF136037.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

0

TIC: BF136037.D\data.ms

5.440 6.445

6.822 7.375

71416, 6o
Nor A\

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

8000000

6000000

4000000

2000000

TIC: BF136037.D\data.ms

12.492

11.775

.569

12.069 121604 12 957

21622
1.904 12.839 13,
ty}\_g5 12.686 p

=

0
Time-->

— — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

8000000

6000000

4000000

2000000

Time-->

TIC: BF136037.D\data.ms

14.010

o 13%73594 102 14upB924 816 15.168 |
MWMM

15.498

L - L — L — [ r 1 Tt T [ T 1 T T [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 15
R.T. EstConc Area Relative to ISTD R.T.
8.698 13.42 ng 1620520 Naphthalene-d8 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 1124 (8.698 min): BF136037.D\data.ms (-1120) (-) m/z 57.10 100.00%
57.1
5000
85.1
R R REREREE
8.40 8.60 8.80 9.00
1121 1451
ISR wHu At ST 182wz 43.85 71.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 UL L B R B L
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 52.03%
\‘ \“\ H\ \‘\ R 11?'0\14;]"0 184'0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
e ERaERES
8.40 8.60 8.80 9.00
5000 m/z 41.10 34.94%
85.0
29.0
‘\‘ \‘\ “‘\ H\ i M‘ 11M30 . 1410 1690 2260
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane R
57.0 8.40 8.60 8.80 9.00
m/z 85.10 32.08%
5000 85.0
29.0
\‘ 1l H\ \‘\ i ‘\‘ 11\\\3.0‘\ 14\1'0‘169'0 21?'0
et e A e e e e RRamwEREEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.128 9.25 ng 669108  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 53
Abundance Scan 1197 (9.128 min): BF136037.D\data.ms (-1195) (-) m/z 57.10 100.00%
57.1
5000
85.0
R ARRARENAEEES SE
1131 159.1 8.80 9.00 9.20 9.40
[ — “H“ o TITASTATTUA832 2123 g1 10 79.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 UL B B B IR B R |
8.80 9.00 9.20 9.40
20.0 85.0 m/z 43.10 49.99%
T ‘ \‘\‘\ \“‘\ T \H“ T \“} T “\‘\ T \H‘ \]-\J-MS\.‘O\“\ TT ‘ \J-\E\)§"q\ \]\-8‘:\3.\(\) \2‘()\6\'\0\ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
e ARRSaEEsELET S
8.80 9.00 9.20 9.40
5000 m/z 85.05 32.24%
29.0 85.0
113.0
141.0 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- R RE R haman
57.0 8.80 9.00 9.20 9.40
m/z 41.10 31.58%
5000
85.0
29.0 ‘ 113.0
O BT T e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.269 31.67 ng 2290470  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
Abundance Scan 1221 (9.269 min): BF136037.D\data.ms (-1215) (-) m/z 57.10 100.00%
57.1
5000
. MJAW@
 ARERRREE SE
9.00 9.20 9.40 9.60
113.1
0 m_uJ“m‘Hu”“‘u‘w‘m‘_m_Hlf“l‘%&??‘l_‘l???m_m m/z 43.10 67.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 L L B B
85.0 9.00 9.20 9.40 9.60
20.0 m/z 71.10 55.26%
TTT ‘\‘\‘\ \ T \H ‘ T \“\ T “1‘\ T ““]‘-‘].}:‘3“()‘\‘]‘-‘4.‘%‘()”]"‘6%‘()‘“1%?‘0“ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
e A RRREREEE S
9.00 9.20 9.40 9.60
5000 m/z 85.10 37.21%
85.0
29.0
‘\ Lo M‘ 113.0 141.0 169.0 197.0 226.0
H“H‘w“H,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane R BREREas o
57.0 9.00 9.20 9.40 9.60
m/z 41.10 33.18%
5000
85.0
29.0
L msoamo o
R RAAR L o e e S RARAR R SEARRaEESC A RESa R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Carbonic acid, eicosyl viny... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.586 16.91 ng 1223230  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 86
3 Tritetracontane 605 C43H88 007098-21-7 86
4 Decane, 5-propyl- 184 C13H28 017312-62-8 76
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1275 (9.586 min): BF136037.D\data.ms (-1270) (-) m/z 57.10 100.00%
57.1

=

5000
T T
l 132.1 9.50
ob kbbbl 082 m/z 71.16  83.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 1

o
9.50
m/z 43.10  73.50%

J M 50 196.0 280.0

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

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

Abundance #184136: Octadecane, 1-chloro-
57.0

=

T
9.50
5000 m/z 85.10 39.39%

\,

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

Abundance #346740: Tritetracontane T
57.0 9.50
m/z 55.05 35.54%

32 M)LW

| ﬂ7‘0‘ 197.0 267.0 337.0 463.0 533.0 604.!
RN R e e s RS AR FAN R e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50

[133.0203.0 288.0

Ly

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.798 29.87 ng 2160440  Acenaphthene-die 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 1311 (9.798 min): BF136037.D\data.ms (-1308) (-) m/z 57.10 100.00%
57.1

.

5000
‘ 99.1 9.50 10.00
ol ‘\“‘”‘\ i [ 241li7522128 4z 43.10  68.90%
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 s e

9.50 10.00

m/z 71.10 56.81%
23&)‘ | H‘Q? 0 1410 1830 226.0
L ‘ ‘ T T T ‘ T T T 7T ‘ L ‘ L ‘ T T
miz--> 100 150 200 250 300
Abundance #123961: Heptadecane
57.0
A o
9.50 10.00
5000 ITI/Z 85.10 37.99%
99.0
“ | ‘\ H Ll ;4;'0 183.0 240.0
e B A A aman o oo
miz-> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester A A —
57.0 9.50 10.00
m/z 41.10 32.56%
h \A\/‘V\J&/\/J
J ‘ | M\ \\ ‘n ﬁl410 1820 252.0 325.
o : R e e e
m/z--> 50 100 15 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Tridecane, 7-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.122 9.00 ng 651224  Acenaphthene-die 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 90
2 Tetracosane 338 C24H50 000646-31-1 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Tetradecane, 4-ethyl- 226 Cl16H34 055045-14-2 81
5 Hexatriacontane 507 C36H74 000630-06-8 80
Abundance Scan 1366 (10.122 min): BF136037.D\data.ms (-1362) (- m/z 57.10 100.00%
57.1
1000 1050
145.1 . .
188.1
ol “““M‘LHH‘ Lol z20= 2864 m/z 43.10  72.45%
m/z--> 50 100 150 200 250 300 350
Abundance #107221: Tridecane, 7-propyl-
43.0
5.0
5000 staas —
10.00 10.50
140.0 m/z 71.10 63.14%
\‘\“‘ “‘\“‘\h‘\\\\‘“\\\‘\"\22\6\\0‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
S -
10.00 10.50
5000 m/z 85.10 44.84%
9.0
L] iy 141.0183.0225.0267.0  338.0
A A e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane N =
57.0 10.00 10.50
m/z 41.10 37.32%
Ll h‘ H | 141 0183.0225.0 281.0 337.0 394.
i “““‘“““‘“““““““““‘ —— —
m/z--> 50 100 150 200 250 300 350 10.00 10.50

8270-BF103023.M Tue Oct 31 04:13:34 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.304 31.33 ng 2265840  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Nonadecane 268 C19H40 000629-92-5 90
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
Abundance Scan 1397 (10.304 min): BF136037.D\data.ms (-1393) (- m/z 57.10 100.00%
57.1
- LMM
— =
H 99.1 1412 26,3 10.00 10.50
Obrrrrratrst b d b i A832 2283 0 m/z 43.10  64.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
5000 — s
10.00 10.50
m/z 71.10 59.09%
27” | ‘990 141.0 183.0 226.0
\‘\\H‘HH‘\H\‘HH‘HH‘\H\‘\\H‘HH‘\H\‘HH’HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
— =
10.00 10.50
5000 ITI/Z 85.10 40.55%
270, h | I, 1410 1830 268.0
W‘H“H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘V‘H_‘H,HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176393: Nonadecane, 9-methyl- — ——
57.0 10.00 10.50
m/z 41.10 30.62%
5000
99.0 140.0
169.0
70, | L1 90 g aeme  teshile
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50

8270-BF103023.M Tue Oct 31 04:13:36 2023 Page: 11



Data Path :

Data File :
: 30 Oct 2023 20:02
: CG\JU

: 05062-01 2X

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
BF136037.D

: 16 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 8 Heptacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.522 18.64 ng 1348080  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Tridecane 184 C13H28 000629-50-5 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76

Abundance Scan 1434 (10.522 min): BF136037.D\data.ms (-1428) (- m/z 57.10 100.00%
57.1

=

5000
‘ | Fg.l 1602 10.50
ol A L L T 2892 nyz 71.10 46.63%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 == :
10.50
m/z 43.10 42.14%

| L \ | % 1 141.0183.0225.0267.0 323.0 380

T \\‘\\\‘\\\\‘\\\\‘\\r\‘\\\\‘\\w

miz--> 50 100 150 200 250 300 350

o1
~l
o

Abundance #59025: Tridecane
\ \
10.50
5000 m/z 85.10 24 .69%
L 590 1e101000
—A e
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane T ‘
57.0 10.50
m/z 41.10 21.15%
5000
9.0
226.0
150 ||| 1) 00280 -
m/z--> 50 100 150 200 250 300 350 10.50

8270-BF103023.M Tue Oct 31 04:13:37 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.781 55.33 ng 3079920 Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1478 (10.780 min): BF136037.D\data.ms (-1474) (- m/z 57.10 100.00%
57.1

-

5000
T —
‘ 9.1 1692 10.50 11.00
ol bbby, (1092 2402 h; 4310 62.44%
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 . o
10.50 11.00
9.0 m/z 71.10 61.47%
L\s.\d! ‘\““‘\ ‘“‘ \‘“‘\ H“ \“‘ \]“-\4}‘]_.‘“0\ 178\3\.(‘) T \2\4’10"0\ T ‘ L ’ L
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
~ —
10.50 11.00
5000 m/z 85.10 42.26%

9.0
\ L L F | 141.0183.0225.0267.0 323.0 380.

m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane = T
57.0 10.50 11.00
m/z 41.10  29.09%

-

5000

-

9.0
dF

\ T
m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF103023.M Tue Oct 31 04:13:38 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.227 33.05 ng 1839760  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87

Abundance Scan 1554 (11.227 min): BF136037.D\data.ms (-1551) (- m/z 57.10 100.00%

57.1
5000

—
99.1 11.00 11.50
L ‘

141.1
ol A ha [y 2411 2001 2543 m/z 43.10 63.67%

m/z--> 50 100 150 200 250
Abundance #141057: Octadecane
57.0

5000 —— S
11.00 11.50

m/z 71.10 60.02%

99.0
260] |y 1| ) 1410 1830 22102500
mi/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0

T
11.00 11.50

5000 m/z 85.10 41.87%
240‘ “Mjgao‘ 141.0 183.0 226.0
i A S e T
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane T —
57.0 11.00 11.50

m/z 41.10  29.15%

5000
99.0
] L ‘ Li h‘ | 3410 183.0 225.0 206.(

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

8270-BF103023.M Tue Oct 31 04:13:39 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.257 16.41 ng 913103  Phenanthrene-d1e 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Docosane 310 C22H46 000629-97-0 90
4 Octacosane 394 C28H58 000630-02-4 86
5 Octadecane 254 C18H38 000593-45-3 78

Abundance Scan 1559 (11.257 min): BF136037.D\data.ms (-1557) (- m/z 57.10 100.00%

57.1
5000

1100 1150
411 1832
N mmuJ LIt 188201900882 7100 74.85%

miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 sate ghe
11.00 11.50

m/z 43.10 46.73%

L‘ L ‘\ ° 1410 1830 2390  296.0
L ’ T L ‘ T 1T L ’ T T T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0

— —
11.00 11.50

5000 m/z 85.10 41.73%
99.
sa | | 0 a0 gm0 200
m/z--> 50 100 150 200 250 300
Abundance #212281: Docosane T —
57.0 11.00 11.50

m/z 41.10 23.62%

5000
99.0
‘ h 1410 1830 2250 267.0 3104

‘ T
m/z--> lOO 150 200 250 300 11.00 11.50

8270-BF103023.M Tue Oct 31 04:13:40 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.657 28.03 ng 1560040  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1627 (11.657 min): BF136037.D\data.ms (-1624) (- m/z 57.10 100.00%

57.1
5000

I
‘ 99.1 1411 11.50 12.00
ol b loajy 411 1832 2252 2683 . 4310 62.50%
miz--> 50 100 150 200 250
Abundance #107217: Hexadecane
57.0
5000 e e
11.50 12.00

m/z 71.10 60.44%

Zq\o\‘\ “\ H\ \\\g? 0\ 141 0 183.0 226.0
T T T i ‘ 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 #158600: Nonadecane
57.0

\ U

11.50 12.00
5000 m/z 85.10 42.44%

99.0
Vg, 1410 183.0 268.0
e L L
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane Al Aot
57.0 11.50 12.00

m/z 41.10  28.32%

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

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

8270-BF103023.M Tue Oct 31 04:13:41 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02

Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: 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 13 Hexadecanoic acid, methyl e... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.775 183.86 ng 10233800  Phenanthrene-di1e 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 80

5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002

005129-58-8 80

Abundance Scan 1647 (11.775 min): BF136037.D\data.ms (-1641) (-} | m/z 74.85 100.00%
74.0
5000
43.1 |
143.1 227.2 17 T
o‘wH_m_wwwl‘J‘HmH‘wH_JH‘JHJ‘w,w‘,w_m m/z 87.05 77.08%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000 e
43.0 11.50 12.00
143.0 m/z 43.10 31.81%
‘ M‘ 10 ‘ 1850 2270 2700
\\\‘\\‘\\“\\\\“\\‘\‘\“}‘1\\‘]‘T‘H‘\‘\‘\\‘\\‘\\\\‘\\‘\\‘\‘\\\‘\\\\’\‘\\\’H\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126208: Methyl tetradecanoate
74.0
e .
11.50 12.00
5000 m/z 55.85 27.67%
43.0
143.0 1990
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester o —
74.0 11.50 12.00
m/z 41.10 25.30%
5000 43.0
143.0
1850
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF103023.M Tue Oct 31 04:13:42 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.904 17.67 ng 983317  Phenanthrene-dle 11.351
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1669 (11.904 min): BF136037.D\data.ms (-1664) (- m/z 72.95 100.00%
73.0
411
5000 129.0
213.2 e
‘ 171.1 ‘ 256.1 12.00
Y S Al Ll b 2920 a3 a0 97.08%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 17
12.00
97.0 1o 2130 2560 m/z 60.00  95.22%
S “J‘M‘u h!‘\“ \f\u‘\rn; | ’ “ “ “‘ \’ ““\‘ : ’L‘ S
m/z--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
AT
41.0 12.00
5000 129.0 m/z 57.10 77 .96%
171.0
I
: “\‘ H‘\‘u‘w MH‘ L dh"‘\ I “ ’n“ L “‘ ’ “\‘ e
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid !
73.0 12.00
41.0 m/z 55.10 73.88%
5000 1290
185.0
M 228.0
. ““ Hw“”‘\\ h“ Al ﬂh"‘\ ‘\‘\\L‘h‘\ “ ! \‘\“ . \’ — ‘\‘ T —r—
m/z--> 50 100 150 200 250 12.00

8270-BF103023.M Tue Oct 31 04:13:44 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.069 25.93 ng 1443170  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1697 (12.069 min): BF136037.D\data.ms (-1694) (- m/z 57.10 100.00%
57.1
- MM
T \
9.1 12.00
1410 .
ol “ Lo 141018312052 2823 L/ 43.18 62.53%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 - :
12.00
9.0 m/z 71.10 61.94%
\“\ ‘\“‘ “‘ \h‘\ h“ \“‘ \]E “ “‘\][8\3\()‘2\2\5\(\)‘ \2\8\2\9 T 1T ‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T \
12.00
5000 m/z 85.10 44 ,35%
9.0 140.0
182.0
S O A -
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T ‘
57.0 12.00
m/z 41.10 26.74%
- M
| \ L F | ‘1410183022502670 3230 3804
““‘ A T e T e B
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.492 479.47 ng 26687300  Phenanthrene-d1e 11.351
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 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
Abundance Scan 1769 (12.492 min): BF136037.D\data.ms (-1758) (- m/z 67.10 100.00%
67.1
- M
09.1
e
263.1994.1 12.50
ol 37 M“h\ ML Hh Hh \\1802 2‘2‘0‘2‘ : ‘H\‘ ‘ ‘\‘ m/z 81.10 85.41%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 R
12.50
29.0 09.0 m/z 55.10 76.16%
294.0
L\“\u‘ il m H_ . 2230 2063070
miz--> 50 100 150 200 250
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
—
12.50
5000 ITI/Z 41.10 64.22%
09.0
‘ 263. o2 '
LA e 2200 2030
m/iz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) T
67.0 12.50
m/z 95.05 58.26%
5000
09.0
149.0
. “\M \“H“w‘\h\ u‘\ AL T “26‘2-‘0‘294‘-0 S
miz--> 50 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Docosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.198 11.52 ng 628510  Chrysene-di2 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Docosane 310 C22H46 000629-97-0 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 90

Abundance Scan 1889 (13.198 min): BF136037.D\data.ms (-1886) (- m/z 57.10 100.00%
7.1

57.
5000

99.1 .
13.00 13.50
‘L 1411 182.2216.1 253 2 291.1 331.4
R LS :

0- il h‘lu M‘u““, o P e m/z 71.10 65.67%

m/z--> 50 100 150 200 250 300
Abundance #123961: Heptadecane
57.0

5000 T
13.00 13.50
m/z 43.10 61.15%

99.0
T “\ : ‘ “\ H \“ T “’ \‘ T ]‘_\4\‘]“‘0\ ]\-8\3\'0‘ T \2\49.‘() L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #212282: Docosane
57.0

T
13.00 13.50

5000 m/z 85.10 50.54%
99.0
L1010 a0 2300 3100
L I Lalh Ll | 1 l L L i L |
T T e e AL S T e B

m/z--> 50 100 150 200 250 300

Abundance #246481: Tetracosane T ——
57.0 13.00 13.50

m/z 55.05 27.55%

. UMWW\M
99.0

\‘ L ‘\ M\ ‘M h‘ | :\L4\19 ;830 225.0 267.0 338.

T
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\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 18 Eicosanoic acid, methyl ester  Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.292 11.66 ng 636578  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 95
3 Methyl stearate 298 C19H3802 000112-61-8 94
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 93
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93

Abundance Scan 1905 (13.292 min): BF136037.D\data.ms (-1902) (- m/z 74.00 100.00%
74.0
- Jﬁ
143.0 e el
283.3 2 13.00 13.50
o 1y, o | 1991 g2 7 s :
oL Bl b L L m/z 86.95 77.40%
miz--> 50 100 150 200 250 300
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000
13.00 13.50
143.0 396.C m/z 43.05 38.74%
29. ' 283.0
T \“\ q ‘M‘\ “?‘ \‘M\ h“ 1= ‘\ T T \:‘1\9?\0\‘2\4\1‘0\ T \‘ =
miz--> 50 100 150 200 250 300
Abundance #197349: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
—— —
13.00 13.50
5000 m/z 55.10 30.17%
143.0 298.0
180 \L M\ L\ Wb gt ] 199.0 25'\5'0 MUI\{\MM
\\‘\“\h\ \‘\“‘\‘\‘\\“\\\‘\“\\\\‘\\\\“\\\\
miz--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate 7 T
74.0 13.00 13.50
m/z 143.00  23.05%
5000
143.0
‘ w | T ‘ 1990 25?0 298.0
(AP 1 U A - | . |
e e T :
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\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 19 1,5-Cyclodecadiene, (E,Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.316 14.11 ng 769870  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Cyclodecadiene, (E,Z)- 136 C1loH16 001124-78-3 70
2 E,E-6,11-Tridecadien-1-0l acetate 238 C15H2602 1000130-97-2 64
3 1,E-8,Z-10-Tridecatriene 178 C13H22 080625-30-5 50
41,2,3,4,4a,5,6,8a-0ctahydro-naph... 136 C1@Hl6 031244-58-3 50
5 2-(4-Hydroxybutyl)cyclohexanol 172 C10H2002 1000185-44-6 50

Abundance Scan 1909 (13.316 min): BF136037.D\data.ms (-1907) (- m/z 99.10 100.00%
551 99.1
5000
136.1
178.1 — —r
‘ “ H ‘24f 2021 337 13.00 13.50
ol b 222 m/z 55.10 83.46%
miz--> 50 100 150 200 250 300
Abundance #18077: 1,5-Cyclodecadiene, (E,Z)-
67.0
50007, — ——
136.0 13.00 13.50
m/z 81.10 66.33%
\“ H‘ ‘ \ \ T \ L T T ‘ L L ‘ T T L ‘ T L T
miz--> 50 150 200 250 300
Abundance #121065. E,E—6,11—Tridecadien—1—o| acetate
43.0
— —
13.00 13.50
5000 m/Z 43.10 60.58%
81.0
— ‘\‘HHH‘ lm‘ H‘u ‘\M ‘\.h‘ 17‘10 2‘2‘1‘0‘ A B A
m/iz--> 50 100 15 200 250 300
Abundance #52971: 1,E-8,Z-10-Tridecatriene “ —
67.0 13.00 13.50
m/z 67.10 59.32%
5000
07.0 178.0
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\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 20 1-Methylbicyclo[3.2.1]octane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.357 12.27 ng 669643  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylbicyclo[3.2.1]octane 124 C9H16 119972-41-7 59
2 Cyclopentane, (2-methyl-1-propen... 124 C9H16 053366-57-7 38
3 1-Methylcyclooctene 124 C9H16 000933-11-9 35
4 Benzene, 2-fluoro-1-methyl-4-nitro- 155 C7H6FNO2 001427-07-2 30
5 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H1l6 020348-74-7 27

Abundance Scan 1916 (13.357 min): BF136037.D\data.ms (-1914) (- m/z 155.10 100.00%
55.1 155.1
5000 109.1
216.1 506 ‘3‘6
13. 13.5
54.2
29213342 /7 55.10  94.43%
miz--> 50 100 150 200 250 300
Abundance #12190: 1-Methylbicyclo[3.2.1]octane
67.0
109.0
5000 — —
13.00 13.50
m/z 67.10 78.19%
MJ
miz--> 50 100 150 200 250 300
Abundance #12232: Cyclopentane, (2-methyl-1-propenyl)-
67.0
P P
13.00 13.50
5000 109.0 m/z 83.10 70.59%
27.
m/iz--> 50 100 150 200 250 300
Abundance #12139: 1-Methylcyclooctene — ——
81.0 13.00 13.50
m/z 81.10 67.86%
5000 41.0
124.0
m/z--> 50 100 150 200 250 300 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103023\
Data File : BF136037.D

Acqg On : 30 Oct 2023 20:02
Operator : CG\JU

Sample : 05062-01 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 8.698 13.4 ng 1620520 2 8.098 2415470 20.0
Dodecane, 2,6,1... 9.128 9.3 ng 669108 3 9.857 1446600 20.0
Tetradecane 9.269 31.7 ng 2290470 3 9.857 1446600 20.0
Carbonic acid, 9.586 16.9 ng 1223230 3 9.857 1446600 20.0
Hexadecane 9.798 29.9 ng 2160440 3 9.857 1446600 20.0
Tridecane, 7-pr... 10.122 9.0 ng 651224 3 9.857 1446600 20.0
Nonadecane 10.304 31.3 ng 2265840 3 9.857 1446600 20.0
Heptacosane 10.522 18.6 ng 1348080 3 9.857 1446600 20.0
Heptadecane 10.781 55.3 ng 3079920 4 11.351 1113190 20.0
Octadecane 11.227 33.0 ng 1839760 4 11.351 1113190 20.0
Heptadecane, 2,... 11.257 16.4 ng 913103 4 11.351 1113190 20.0
Heneicosane 11.657 28.0 ng 1560040 4 11.351 1113190 20.0
Hexadecanoic ac... 11.775 183.9 ng 10233800 4 11.351 1113190 20.0
n-Hexadecanoic ... 11.904 17.7 ng 983317 4 11.351 1113190 20.0
Eicosane 12.069 25.9 ng 1443170 4 11.351 1113190 20.0
9,12-Octadecadi... 12.492 479.5 ng 26687300 4 11.351 1113190 20.0
Docosane 13.198 11.5 ng 628510 5 14.010 1091550 20.0
Eicosanoic acid... 13.292 11.7 ng 636578 5 14.010 1091550 20.0
1,5-Cyclodecadi... 13.316 14.1 ng 769870 5 14.010 1091550 20.0
1-Methylbicyclo... 13.357 12.3 ng 669643 5 14.010 1091550 20.0
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