LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS Vvial : 14 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141191.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.416 560 565 578 rVB 456679 625941 7.77% 1.203%
2 6.434 728 738 746 rBV 448372 614644 7.63% 1.181%
3 6.651 769 775 782 rBV2 95610 158374 1.97% 0.304%
4 6.816 797 803 809 rBV 717640 931130 11.57% 1.790%
5 7.092 839 850 853 rBV3 63266 119532 1.48% 0.230%
6 7.210 865 870 874 rBvV2 64217 96979 1.20% 0.186%
7 7.369 889 897 901 rBV 310666 505313 6.28% 0.971%
8 7.416 901 905 908 rVW 234496 306123 3.80% 0.588%
9 7.463 908 913 916 rVB4 59364 88002 1.09% 0.169%
106 7.522 916 923 927 rBV6 33031 85022 1.06% 0.163%
11  7.622 936 940 948 rVB3 86884 164101 2.04% 0.315%
12 7.722 949 957 958 rBV4 63661 118709 1.47% 0.228%
13 7.816 970 973 975 rBv2 69362 90780 1.13% 0.174%
14 8.092 1008 1020 1028 rBV3 995833 2071031 25.72%  3.980%
15 8.157 1028 1031 1035 rVV2 150135 227007 2.82% 0.436%
16 8.275 1044 1051 1052 rBV3 42699 82577 1.03% 0.159%
17 8.392 1066 1071 1077 rBV7 115117 207183 2.57% 0.398%
18 8.445 1077 1080 1083 rVV2 68241 83118 1.03% 0.160%
19 8.481 1083 1086 1089 rVvV3 105010 126453 1.57% 0.243%
20 8.522 1089 1093 1099 rVV 150640 239966 2.98% 0.461%
21 8.604 1103 1107 1110 rBV2 134184 167584 2.08% 0.322%
22 8.692 1118 1122 1126 rBV 485890 595184 7.39% 1.144%
23 8.810 1140 1142 1146 rVB2 152905 179488 2.23% 0.345%
24  8.916 1155 1160 1167 rBV3 151003 277332  3.44% 0.533%
25 9.057 1181 1184 1188 rVB3 92396 121361 1.51% 0.233%
26 9.122 1188 1195 1199 rVV2 154624 281326 3.49% 0.541%
27  9.175 1199 1204 1208 rVB 544250 688043  8.55% 1.322%
28 9.257 1213 1218 1223 rBV 539815 745543  9.26% 1.433%
29 9.322 1227 1229 1235 rVB2 72593 100689 1.25% 0.194%
30 9.439 1244 1249 1254 rVB3 94224 162251 2.02% 0.312%
31 9.510 1255 1261 1264 rVvVv3 151402 290390 3.61% 0.558%
32 9.575 1268 1272 1275 rVV3 228953 375572 4.67% 0.722%
33 9.633 1279 1282 1286 rVB2 109211 140885 1.75% 0.271%
34 9.716 1292 1296 1300 rBV 85045 116634 1.45% 0.224%
35 9.786 1304 1308 1312 rVV 477653 605609 7.52% 1.164%

36 9.851 1312 1319 1323 rVV 844916 1193310 14.82% 2.294%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS Vvial : 14 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.886 1323 1325 1334 rVB2 197135 318744 3.96% 0.613%
38 10.057 1350 1354 1359 rvv2 189965 298437 3.71% 0.574%
39 10.110 1359 1363 1367 rVB5 95327 146548 1.82% 0.282%
40 10.286 1389 1393 1400 rVB 430725 532332 6.61% 1.023%
41 10.398 1408 1412 1418 rBV 236785 342012 4.25% 0.657%
42 10.510 1426 1431 1436 rVB 167193 254747 3.16% 0.490%
43 10.563 1436 1440 1443 rVB2 90914 110462 1.37% 0.212%
44 10.639 1448 1453 1457 rVB2 295852 416389 5.17% ©.800%
45 10.763 1470 1474 1482 rVB 454035 712278 8.85% 1.369%
46 10.869 1488 1492 1496 rVB 94760 118260 1.47% 0.227%
47 11.210 1546 1550 1553 rBV 294194 399434  4.96% 0.768%
48 11.239 1553 1555 1561 rVB2 211788 255102 3.17% 0.490%
49 11.339 1568 1572 1574 rBV 701266 958553 11.91% 1.842%
50 11.363 1574 1576 1581 rVV 1175854 1390277 17.27% 2.672%
51 11.416 1581 1585 1589 rVB 359637 442479  5.50%  0.850%
52 11.569 1607 1611 1618 rVB2 81632 156796 1.95% 0.301%
53 11.639 1619 1623 1625 rBV 273700 352184 4.37% 0.677%
54 11.739 1635 1640 1646 rVB 2662779 3331009 41.38% 6.402%
55 11.845 1654 1658 1659 rBV 135447 163510 2.03% 0.314%
56 11.874 1659 1663 1667 rVB 790292 1025440 12.74% 1.971%
57 11.957 1673 1677 1684 rVB 311453 549251 6.82% 1.056%
58 12.045 1688 1692 1700 rVB 209402 324219 4.03% 0.623%
59 12.139 1705 1708 1716 rVB4 126146 208475 2.59% 0.401%
60 12.392 1747 1751 1753 rBV 116558 159579 1.98% 0.307%
61 12.433 1753 1758 1760 rBV 5214803 8050720 100.00% 15.473%
62 12.533 1771 1775 1777 rBV 1177662 1614415 20.05% 3.103%
63 12.563 1777 1780 1783 rVV 2106309 3670086 45.59% 7.054%
64 12.592 1783 1785 1793 rVV 1752007 2326860 28.90% 4.472%
65 12.663 1793 1797 1802 rVV3 307870 437823 5.44% 0.841%
66 12.786 1811 1818 1825 rBV 1492384 2406631 29.89% 4.625%
67 12.927 1835 1842 1849 rVB3 476563 754040 9.37%  1.449%
68 13.116 1870 1874 1879 rVB 239395 356204 4.42%  0.685%
69 13.180 1880 1885 1888 rBvV2 275172 398183 4.95% 0.765%
70 13.216 1888 1891 1895 rVB 95059 108157 1.34% 0.208%
71 13.310 1904 1907 1916 rVB3 118375 302322 3.76% 0.581%
72 13.733 1975 1979 1981 rBV3 124055 175722 2.18% 0.338%
73 13.980 2016 2021 2024 rBV2 1155952 1875689 23.30%  3.605%
74 14.892 2172 2176 2182 rVB 273721 438979 5.45% 0.844%
75 15.027 2195 2199 2209 rVB 551244 1193895 14.83%  2.295%
76 15.327 2246 2250 2256 rVB 270401 403954 5.02% 0.776%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS Vvial : 14 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.392 2256 2261 2266 rBV 402456 600579  7.46%  1.154%
78 15.451 2267 2271 2275 rBV ~ 388145 609679  7.57% 1.172%
79 16.904 2514 2518 2526 rVB2 180082 356364 4.43% 0.685%

Sum of corrected areas: 52030005
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141191.D\data.ms

5000000
4000000
3000000
2000000

1000000 6.816
5.416 6.434

0 ssi romitilnge
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Abundance TIC: BF141191.D\data.ms
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Abundance TIC: BF141191.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 16
R.T. EstConc Area Relative to ISTD R.T.
8.692 5.75 ng 595184  Naphthalene-d8 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 68
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 68
Abundance Scan 1122 (8.692 min): BF141191.D\data.ms (-1118) (-) m/z 57.10 100.00%
57.1
5000
85.1
B  EAAREREaEE
8.40 8.60 8.80 9.00
131.0
0ol wHu b 10081842 7 43.10 78.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L B L B L AL SR
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 56.80%
‘\ “ L | 113.0 141.0 184.0
O \\\‘\\\\“}\\\“\\H\“l‘\\\“‘\\U\‘\‘\\\“\\\\‘\\\\‘i\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
 REBEEEEE R
8.40 8.60 8.80 9.00
5000 m/z 41.10 39.72%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ e 11?'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane AR B
57.0 8.40 8.60 8.80 9.00
m/z 85.10 35.22%
5000 85.0
29.0
0 “ \‘\ H\ “\ \‘\ \\‘ 11\?’0\\ 14”10 1690 19\80
rrrrrr e e e e e e e B RAEEE e e R
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\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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, 2,7,10-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.122 4.72 ng 281326  Acenaphthene-di10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 87
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
Abundance Scan 1195 (9.122 min): BF141191.D\data.ms (-1188) (-) m/z 57.10 100.00%
57.1
5000
85.1
R A aaans
1272 1591 8.80 9.00 9.20 9.40
183.2
Y I Y an‘ bbb 3832 mjz 71.18 83.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 L L R B B
8.80 9.00 9.20 9.40
29.0 85.0 m/z 43.10 52.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
A RRREEEEEENESAR
8.80 9.00 9.20 9.40
5000 m/z 41.10 36.96%
29.0 85.0
L 30 1550 1630 060
e e e A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- e ARRREEES ST,
57.0 8.80 9.00 9.20 9.40
m/z 85.10 33.88%
5000
85.0
29.0
ol H I ‘ 130 1410 169.0 197.0
“““““ R RRREE AT,
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\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 7
R.T. EstConc Area Relative to ISTD R.T.
9.257 12.50 ng 745543  Acenaphthene-di10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80
Abundance Scan 1218 (9.257 min): BF141191.D\data.ms (-1213) (-) m/z 57.10 100.00%
57.1
- o4 w\kj\\/m
 EARAESNEEEEESEE
h " 1541 1982 9.00 9.20 9.40 9.60
Obrrrrrhre e 2L 3541 1982wz 43.10  75.68%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane
57.0
5000 L L L L L L B I IR
85.0 9.00 9.20 9.40 9.60
29.0 m/z 71.10 58.43%
11
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
 ARAREEEEEEESEEEE
9.00 9.20 9.40 9.60
m/z 41.10 39.62%
5000 85.0
29.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane R E R RERaT
57.0 9.00 9.20 9.40 9.60
m/z 85.10 37.52%
5000
85.0
29.0
0 ‘\ ‘ | H‘ 113.0141.0169.0197.0226.0
e e e e e e e e R A ARA RS
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Naphthalene, 1,2-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.510 4.87 ng 290390  Acenaphthene-di10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93

Abundance Scan 1261 (9.510 min): BF141191.D\data.ms (-1255) (1) | m/z 156.10 100.00%
156.1
5000 571 JL
115.0
e
L L
) S ”“‘U‘,wuuM“m”‘”“Uw“HHHH‘““‘1‘9‘9"1‘””‘ m/z 141.05  89.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
5000 51.0 ‘9%0‘ ‘
115.0
o m/z 57.10  49.85%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
T \
9.50
5000 ITI/Z 155.10 31.65%
115.0
LS oS G0 ) S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33135: Naphthalene, 1,3-dimethyl- oA —T—
156.0 9.50
m/z 71.10 29.02%
5000
76.0 115.0
4L O RN | S 1
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Carbonic acid, eicosyl viny... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.575 6.29 ng 375572  Acenaphthene-d10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 72
2 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 64
3 Hexadecane 226 C1l6H34 000544-76-3 58
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58

Abundance Scan 1272 (9.575 min): BF141191.D\data.ms (-1268) (-) m/z 57.10 100.00%

57.1
- M
T
‘ 7.1 132.0 4.1 9.50
Y b “HL‘ e m/z 71.10  88.38%
miz-> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 e :
9.50
m/z 43.10 83.97%
ol d LAk w\ Liso o o o
m/z--> 50 100 200 250 300
Abundance #74025: Decane, 2,3,5,8-tetramethyl-
57.0
T
9.50
5000 m/z 41.10  47.39%
99.0
155.0
o H 1980
miz--> 100 150 200 250 300
Abundance #107220: Hexadecane 7
57.0 9.50
m/z 85.10 42.43%
5000
99.0
o0 ||| 10 1800 260 -7
m/z--> 50 100 150 200 250 300 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.786 10.15 ng 605609  Acenaphthene-di10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 1308 (9.786 min): BF141191.D\data.ms (-1304) (-) m/z 57.10 100.00%
57.1

‘9‘50‘ io‘od
113.1 1451 : :
oHWJ‘MUHH‘MuH‘WHw,wl‘?‘}_l”“2‘1‘%,2‘”””_”‘ m/z 43.10  75.17%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
5000 T —r—
85.0 9.50 10.00
29.0 m/z 71.10 60.30%
0 \‘ ‘\‘ | | | 1301410 184.0
\H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH’HH‘\\H‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane
57.0
—r —
9.50 10.00
5000 85.0 ITI/Z 85.10 40.31%
29.0
0 “ “ 11\‘3 0‘14]_ 0169 0198 0
“““,“‘,“
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane — T —
57.0 9.50 10.00
m/z 41.10 36.65%
5000 85.0
29.0
0 \‘ h H\ Il ull§ 0\141 0169.0197.0 268.(
“““,“‘,“ —— —
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.286 8.92 ng 532332  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1393 (10.286 min): BF141191.D\data.ms (-1389) (- m/z 57.10 100.00%
57.1
" . \uvﬂkf\AAJ«A\,VJ\vw,vﬂ
1000 10.50
‘ 113.1941.1 : :
obrdhd A 20720 2262 s 10 72.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107219: Hexadecane
57.0
5000 85.0 — —T
10.00 10.50
m/z 71.10 61.62%
29.0 ‘ .
226.0
0\\H‘\‘\‘H‘MH!‘\\Hl\[U‘H\“‘\\‘U\‘\“%?%\9‘%??\?%\93\9\\‘\‘H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
—— —
10.00 10.50
m/z 85.10 41.27%
5000 85.0
29.0
0 1 h | | [A130141.0169.0197.0 268.(
e Rt NS AN P mih e i e s
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane — —7
57.0 10.00 10.50
m/z 41.10 36.23%
5000 85.0
29.0
0 ‘ || 113.0141.0169,0198.0
HH‘H‘W‘HW‘H‘_‘HM‘H‘H‘WH‘W‘H‘MH‘_‘H‘H‘WH‘W‘H‘ —— ——
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.763 14.86 ng 712278  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 1474 (10.763 min): BF141191.D\data.ms (-1470) (- m/z 57.10 100.00%

57.1
5000 85.1

=

113.1 10.50 11.00
140.1 169.1

S A s R N S N ey e OO TR ST

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane
57.0
85.0

5000 T -
10.50 11.00

m/z 71.10 67.18%

H | \\1150‘\14”1016901970 240.0
\H‘\H\‘\H\‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240
Abundance #74004: Tetradecane
57.0

T
10.50 11.00

o

o

5000 85.0 m/z 85.10 41.93%
29.0
obo i L 3014101600 1980
e e el e e e T e e
m/z--> 20 40 60 80 100120140160 180 200220 240
Abundance #141056: Octadecane T —
57.0 10.50 11.00

m/z 41.10 35.74%

- i A\Auu
29.0 M 113.0

| | ) 141.0169.0197.0225,0 254.0

Ot bbb o O L97.0225,0 254.C A —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Tridecane, 6-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.210 8.33 ng 399434  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90

Abundance Scan 1550 (11.210 min): BF141191.D\data.ms (-1546) (- m/z 57.10 100.00%
7.1

5
5000

il )
99.1 1100 1150
1411
I — “hu b g 24bL 192122212543 m/z 43.10  68.59%

m/z--> 50 100 150 200 250
Abundance #107222: Tridecane, 6-propyl-
43.0

5000 85.0 T —
11.00 11.50

m/z 71.10 66.17%

126.0 183.0
ob bbb d 1 T 2260
mi/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0

— —
11.00 11.50

5000 m/z 85.10 43.65%
99.0
L2700 %0 1m0 1m0 220 em
A T LA A R e e e IR
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane T —
57.0 11.00 11.50

m/z 41.10 34.26%

o) | | [
il

ol b b A, 74D 18202120 —

: —
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknownll.239 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.239 5.32 ng 255102  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 46
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 46
3 Heptacosane 380 C27H56 000593-49-7 43
4 Hexadecane 226 Cl6H34 000544-76-3 43
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 43

Abundance Scan 1555 (11.239 min): BF141191.D\data.ms (-1553) (- m/z 57.10 100.00%

7. 184.0
5000

L 1100 1150
H\ N 227. O : .

hmu\‘ ‘ u‘ ‘uw“\‘\‘ - m/z 184.00 85.60%

m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000

11.00 11.50
m/z 71.10  79.32%

O L\ h\ I \‘ H‘ \ \ o 183 O 239 0 296 0
L ‘ T ‘ L ‘ T \ T ‘ LI ‘ T T ‘ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #168307: 2-Bromotetradecane

57.0

—
11.00 11.50

o

5000 m/z 85.10 39.58%
9.0
41 O 197.0
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 11.00 11.50

m/z 43.10 35.14%

) MAJLVA/
| ‘ I F |y 141.0183.0225.0267.0 323.0 380.(

omw_ e e e A e S e =
miz--> 50 100 150 200 250 300 350 11.00 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

BF

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\

141191.D

: 16 Jan 2025 17:50
: RC/IU
: Q1099-01 5X

: 14  Sample Multiplier: 1

hod
le

ry

: C:\Database\NIST20.L

OR-02-01152025

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Dodecane, 2-methyl-6-propyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.639 735 0g 352184  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 26 CleHa 655045-08-4 76
2 Nonadecane 268 C19H40 000629-92-5 76

268 CleH21I
248 C12H25Br

002050-77-3 70
013187-99-0 68

3 Decane, 1-iodo-
4 2-Bromo dodecane

5 Eicosane 282 C20H42 000112-95-8 68
Abundance Scan 1623 (11.639 min): BF141191.D\data.ms (-1619) (- m/z 57.10 100.00%
57.1
P e
‘ 131, , Zofl 11.50 12.00
o‘_u‘_‘ﬂmwuﬂMHWHJwu‘w‘uﬁﬁﬁﬁ‘H‘N‘H?§%?H‘%§§? m/z 43.10  69.77%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 85.0 == —
11.50 12.00
m/z 71.10 65.63%
o L ms0t0 1820
\‘HH‘\\H‘\H\‘\H\‘HH‘HH‘\\H‘\H\‘\H\‘HH‘HH‘\H\‘\H\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #158597: Nonadecane
57.0
P e
11.50 12.00
5000 85.0 ITI/Z 85.10 46.16%
29.0
A N e RN R RN
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #157263: Decane, 1-iodo- —— —
43.0 11.50 12.00
m/z 41.10 34.84%
71.0
5000
99.0 141.0
Ol e b L2690 (2680 — =
m/z--> 20 40 60 80 100120140160 180 200220240260 11.50 12.00

8270-BF011025.M Fri Jan 17 ©3:14:39 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.739 69.50 ng 3331010  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 92
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 92
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1640 (11.739 min): BF141191.D\data.ms (-1635) (- m/z 74.05 100.00%
74.0

N

5000
43.1
143.1 T T
| ‘ L ‘ 185.2 22‘7-2 270.2 11.50 12.00
owwHH‘_Juw‘vl‘ﬁm,”‘”_Hwm,mH_ww\ww‘ m/z 87.05 74.34%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 11.50 12.00
143.0 m/z 43.18  34.56%
‘u \“ ‘\ ‘ | \1(\)\1 0 | 17\1 0\199 022\7 0 2700
O\‘\\\\‘\\\\‘\\‘\\‘\‘\\\“\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
= =
11.50 12.00
5000/ 43.0 m/z 55.10  28.51%
0 ILL, \H ‘H‘ L 101 0 \14‘3 ° 18?9 228.0
bbbt b e e e S
m/z--> 20 40 60 80 100120140160 180200220240260
= —

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 11.50 12.00

m/z 41.10 26.84%

5000 43.0

el WP 1850, 2270 270
miz-> 20 40 60 80 100120140160 180 200 220 240 260 1150  12.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.874 21.40 ng 1025440  Phenanthrene-d10 11.339
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1663 (11.874 min): BF141191.D\data.ms (-1659) (- m/z 73.00 100.00%
43.1 73.0
5000 129.0 192.1
— =
157.1
A | 0 | e
0 bprerebl AWML ”u;u““ u‘wm bbbl T L m/z 43.18 89.44%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
157.01g5 02130 2560 m/z 60.00 83.09%
O,
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #109281: Tetradecanoic acid
73.0
— =
43.0 11.50 12.00
5000 m/z 57.10 70.20%
129.0
185.0 228.0
1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid . T
73.0 11.50 12.00
43.0 m/z 41.10 70.04%
5000 129.0
171.0
‘ 214.0
ocr = =
m/z--> 20 40 60 80 100120140 160180200 220 240 260 11.50 12.00

8270-BF011025.M Fri Jan 17 ©3:14:41 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\

Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc . OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 14 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.957 11.46 ng 549251  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 76
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 50
4 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 47
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 28

Abundance Scan 1677 (11.957 min): BF141191.D\data.ms (-1673) (| m/z 190.10 100.00%
19p.1
5000
94.7 A
12.00
63.0 ‘ 163.1
o138 0k 28T AT 2181 2581 s 189,10 98.79%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64925: 4H-Cyclopenta[deflphenanthrene
190.0
5000 L
12.00
95.0 m/z 192.10  43.27%
o630 | 13701630 |
HH‘H\\‘HH‘\H\‘HH‘H\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
— =
12.00
5000 m/z 191.10 37.10%
94.0
163.0 H‘
) NN N NN [N | [S—
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- —
190.0 12.00
m/z 94.70  24.83%
5000
95.0 13401620
w00 10 b
R e an— N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF011025.M Fri Jan 17 ©3:14:42 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 14
R.T. EstConc Area Relative to ISTD R.T.
12.045 6.76 ng 324219 Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Pentadecane 212 C15H32 000629-62-9 96
3 Tetradecane, 4-ethyl- 226 C1l6H34 055045-14-2 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 1692 (12.045 min): BF141191.D\data.ms (-1688) (- m/z 57.10 100.00%
57.1
T \
99.1 12.00
411 1811 :
ob— L d g 24LL 18112121 25002825 /4310 69.34%
miz-> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
5000 = :
12.00
99.0 m/z 71.10 65.74%
0, | | 1L, 10 w0 o
O T T \ \ ‘ H\ \H\ T T T "\ ‘\ \ T : \ T T T ‘ T T \‘ T
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
T \
12.00
5000 m/z 85.10 45,99%
99.0
oL MO LTI, 1410 18202120
e A
miz--> 50 100 150 200 250
Abundance #107225: Tetradecane, 4-ethyl- 1 ‘
43.0 12.00
m/z 41.10 31.58%
5000 85.0
i J\J@
ol “M LT 1660™T 02270 110
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Naphthalene, 2-phenyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.139 4.35 ng 208475  Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 78
2 5,16[1',2']:8,13[1"'"',2"'']-Dibenz... 408 C32H24 005672-97-9 68
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 64
4 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 64
5 Benzene, 1,1'-(1-buten-3-yne-1,4... 204 C1l6H12 013141-45-2 49
Abundance Scan 1708 (12.139 min): BF141191.D\data.ms (-1705) (- m/z 204.10 100.00%
204.1
74.0 \ —— .
12.00 12.50
143.0
ol m“w‘m‘m A W 2841 m/z 202.10  36.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80582: Naphthalene, 2-phenyl-
204.0
5000 e —
12.00 12.50
m/z 203.10  28.44%
101.0
0 51.0 | ‘H \‘15\\\2"‘0\ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
—— =
12.00 12.50
5000 m/z 74.05 21.20%
NI 1010 45530, | 313.0 408.(
A e s e i W s
m/z--> 50 100 150 200 250 300 350 400 M
Abundance #80598: Tricyclo[8.2.2.2(4,7)|hexadeca-2,4,6,8,10,12,13, — —t
204.0 12.00 12.50
m/z 87.00 16.45%
5000
101.0
51.0 152.0 ‘
0\H\i‘w‘w“w‘\}‘\H\i“u‘“m“\\H‘HH‘HH‘HH‘H — o
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.433 167.98 ng 8050720  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1758 (12.433 min): BF141191.D\data.ms (-1753) (- m/z 67.10 100.00%
67.1
5000
09.1
—
12.50
‘ 220.2 2631204
— ‘HM“‘ I ‘”“ ”‘ “ ArA2ERs TSN m/z s1.1e 86.76%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 ]
12.50
09.0 m/z 55.10 68.84%
| | ‘\ | 262.0294.(
0-—— M‘ Mm H\‘ \‘H\H”\ H \‘\ L I B B B B
miz--> 50 150 200 250
Abundance  #191900: 9, 12 Octadecadlenoic acid, methyl ester
67.0
——
12.50
5000 m/z 95.10 59.60%
29.0 09.0
294.C
oLl mH uh i ‘uh m L. 2230 26307°F
miz--> 50 150 200 250
Abundance #191919: 9,12- Octadecadlen0|c acid (Z,2)-, methyl ester e
67.0 12.50
m/z 41.10 57.87%
5000
29.0 e 294.C
263.0294.
oL, \“ | ) mH Vm“ nh “\‘1‘&‘1‘0 2200 | | LW
Mz 150 200 250 12.50

8270-BF011025.M Fri Jan 17 ©3:14:45 2025 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.663 9.14 ng 437823  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1797 (12.663 min): BF141191.D\data.ms (-1793) (-} | m/z 43.10 100.00%

1851 2412 J UY

284.3 12.50 13.00

0 L] ‘ o, ‘L b 320 7300 97.37%

mi/z--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
’.1
129.0 284.0

5000 ' T RN
185.0 241.0 12.50 13.00

m/z 60.00 81.77%

0! HM\ pl H“‘ ” “ A “ | ““ ‘\‘ : “‘ e
m/z--> 100 150 200 250 300
Abundance #126199 Pentadecanoic acid

5000

12.50 13.00
5000 129.0 m/z 57.10 79.31%
‘ 199.0 242.0
ol ‘uh\\\\n‘\m \1«530\ \m‘\‘_m_”
m/z--> 100 15 200 250 300
Abundance #109281: Tetradecanoic acid —— —
73.0 12.50 13.00

m/z 55.10  75.34%

5000
129.0
29. 185.0 228.0
0 “ HM‘ h“ M‘\ m L \u ‘ L ‘\ . - -

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 N,N-Dimethyloctylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.892 14.40 ng 438979  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 72
2 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S 027421-70-1 64
3 4-Chloro-N-[3-(dimethylamino)pro... 363 C13H18CIN305S 1000509-64-1 64
4 Dimantine 297 C20H43N 000124-28-7 59
5 2-Butanone, 4-(dimethylamino)-3-... 129 C7H15NO 022104-62-7 59
Abundance Scan 2176 (14.892 min): BF141191.D\data.ms (-2172) (|  m/z 58.10 100.00%
58.1
5000 /\k
14‘56 EI.S‘O(;
157.1 364.3 . : :
Ol JO9L T 2181 2761 SORS 423 n/; 72,10 6.94%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #34024: N,N-Dimethyloctylamine
58.0
5000 = —
14.50 15.00
m/z 55.10 5.81%
157.0
O ‘\\‘W\““‘\1‘\f‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #23729: 3-(Dimethylamino)propyl isothiocyanate
58.0
— ——
14.50 15.00
5000 m/z 41.10 5.30%
ol‘r‘.g‘uw\“u;‘Mu“ul‘4‘4"(\)\\\‘HH‘HH‘HH‘HH‘\H W
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #272217: 4-Chloro-N-[3-(dimethylamino)propyl]-3-nitrobe, — ——
58.0 14.50 15.00
m/z 59.05 5.26%
5000
oL .1 11001560 220.0 363.0
T T e e e e e P e
m/z--> 0 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc OR-02-01152025

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.327 13.25 ng 403954  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2250 (15.327 min): BF141191.D\data.ms (-2246) (| m/z 252.10 100.00%
252.1
w M
— =
125.1 , 15.00 15.50
ol 740 4l 2001, § 31523653 4261 356 19 29.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 — =
15.00 15.50
m/z 253.10  23.05%
125.0
ol 740 ] " 2000 |
\\‘\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzolb]fluoranthene
252.0
— =T
15.00 15.50
5000 m/z 125.10 13.10%
126.0
0390 83.0 ‘\\ 2000 |
LA e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138565: Benzo[Kk]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00 11.11%
5000
126.0
69.0 | “
0 bt e e e e — S
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141191.D

Acqg On : 16 Jan 2025 17:50

Operator : RC/JU

Sample : Q1099-01 5X

Misc : OR-02-01152025

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 8.692 5.8 ng 595184 2 8.098 2071030 20.0
Dodecane, 2,7,1... 9.122 4.7 ng 281326 3 9.851 1193310 20.0
Tetradecane 9.257 12.5 ng 745543 3 9.851 1193310 20.0
Naphthalene, 1,... 9.510 4.9 ng 290390 3 9.851 1193310 20.0
Carbonic acid, 9.575 6.3 ng 375572 3 9.851 1193310 20.0
Nonadecane 9.786 10.2 ng 605609 3 9.851 1193310 20.0
Hexadecane 10.286 8.9 ng 532332 3 9.851 1193310 20.0
Heptadecane 10.763 14.9 ng 712278 4 11.339 958553 20.0
Tridecane, 6-pr... 11.210 8.3 ng 399434 4 11.339 958553 20.0
unknownl11.239 11.239 5.3 ng 255102 4 11.339 958553 20.0
Dodecane, 2-met... 11.639 7.3 ng 352184 4 11.339 958553 20.0
Hexadecanoic ac... 11.739 69.5 ng 33310106 4 11.339 958553 20.0
n-Hexadecanoic ... 11.874 21.4 ng 1025440 4 11.339 958553 20.0
4H-Cyclopenta[d... 11.957 11.5 ng 549251 4 11.339 958553 20.0
Eicosane 12.045 6.8 ng 324219 4 11.339 958553 20.0
Naphthalene, 2-... 12.139 4.3 ng 208475 4 11.339 958553 20.0
9,12-Octadecadi... 12.433 168.0 ng 8050720 4 11.339 958553 20.0
Octadecanoic acid 12.663 9.1 ng 437823 4 11.339 958553 20.0
N,N-Dimethyloct... 14.892 14.4 ng 438979 6 15.451 609679 20.0
Benzo[e]pyrene 15.327 13.3 ng 403954 6 15.451 609679 20.0
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