LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42469.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.416 202 209 218 rVB2 164582 340861 3.94% 0.310%
2 5.057 313 318 323 rVV2 265601 666567 7.70% 0.606%
3 5.104 323 326 330 rVB 262046 355429 4.10% 0.323%
4 5.340 361 366 369 rBV2 487481 799169 9.23% 0.726%
5 5.475 385 389 392 rW 432167 626616 7.24% 0.569%
6 5.522 392 397 402 rVB 1161931 1670441 19.29% 1.518%
7 5.581 402 407 420 rVB2 343450 871805 10.07% 0.792%
8 5.716 420 430 436 rVB 238891 448316 5.18% 0.407%
9 5.781 436 441 445 rBvV 383740 633180 7.31% 0.575%
10 5.869 452 456 460 rBV 448010 617719 7.13% 0.561%
11 5.916 460 464 467 rVWW 797571 1224535 14.14% 1.113%
12 5.951 467 470 475 rVB2 431237 706167 8.16% 0.642%
13 6.192 501 511 516 rBV2 540500 1324285 15.29% 1.203%
14 6.287 524 527 535 rVB3 310913 554369 6.40% 0.504%
15 6.451 545 555 560 rVV4 744647 1771404 20.46% 1.610%
16 6.504 560 564 567 rVV3 222489 371994 4.30% 0.338%
17 6.557 567 573 578 rVv4 1137880 2030191 23.45%  1.845%
18 6.604 578 581 588 rVv4 188841 417885 4.83% 0.380%
19 6.663 588 591 596 rvv 252778 345572 3.99% 0.314%
20 6.734 598 603 607 rVV5 184509 354391 4.09% 0.322%
21 6.851 619 623 626 rVV 198404 318227 3.68% 0.289%
22 6.892 626 630 633 rvv2 595747 885694 10.23% 0.805%
23 6.928 633 636 638 rVW2 407791 602354  6.96%  0.547%
24  6.951 638 640 645 rVB 494863 579473 6.69% 0.527%
25 7.039 651 655 657 rBvV 419829 585206 6.76% 0.532%
26 7.063 657 659 668 rVB4 685640 1329601 15.36% 1.208%
27 7.139 668 672 676 rBV 886397 1295284 14.96% 1.177%
28 7.175 676 678 682 rVB 323445 345969 4.00% 0.314%
29 7.239 686 689 696 rvB2 227663 308516 3.56% 0.280%
30 7.345 703 707 710 rVW 386492 603987 6.98%  0.549%
31 7.410 714 718 722 rBV 410581 521907 6.03% 0.474%
32 7.492 728 732 735 rBV2 220913 321426 3.71% 0.292%
33 7.534 735 739 745 rVB 1141765 1623867 18.75% 1.476%
34 7.604 745 751 755 rBV 920044 1397735 16.14% 1.270%
35 7.651 755 759 764 rVB3 358386 575423 6.65% 0.523%

36 7.834 785 790 792 rW5 272435 522615 6.04% 0.475%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.881 795 798 809 rVB 698320 1180579 13.63% 1.073%
38 7.992 809 817 823 rVB2 949970 1708048 19.73% 1.552%
39 8.086 828 833 842 rVV3 572396 1283422 14.82% 1.166%
40 8.163 842 846 851 rVV2 495032 694437 8.02% 0.631%
41  8.222 851 856 860 rVv2 468308 746488 8.62% 0.678%
42 8.269 860 864 869 rvB3 199828 332681 3.84% 0.302%
43 8.357 870 879 885 rVB3 243774 689564 7.96% 0.627%
44 8.439 885 893 896 rBV3 360380 755375 8.72% 0.686%
45 8.504 900 904 911 rVB2 759930 1400891 16.18% 1.273%
46 8.598 911 920 925 rBv4 661172 1513276 17.48% 1.375%
47 8.681 930 934 937 rBV 216681 298161 3.44% 0.271%
48 8.786 944 952 957 rBV2 612149 1381470 15.96%  1.255%
49 8.910 969 973 978 rBV2 237970 393593 4.55% 0.358%
50 8.963 978 982 986 rVvv2 210994 360499 4.16%  0.328%
51 9.045 992 996 997 rvv2 282691 435144 5.03% 0.395%
52 9.069 997 1000 1006 rVV2 401202 785615 9.07% 0.714%
53 9.145 1006 1013 1017 rVVv4 799175 1609419 18.59% 1.462%
54 9.186 1017 1020 1027 rVV 745931 1228706 14.19% 1.117%
55 9.251 1027 1031 1034 rVV4 181660 359074 4.15% 0.326%
56 9.298 1035 1039 1046 rVV5 346538 815759  9.42% 0.741%
57 9.398 1047 1056 1062 rVV7 229220 652124  7.53% 0.593%
58 9.475 1062 1069 1075 rVV8 169748 480946 5.55% 0.437%
59 9.557 1075 1083 1086 rVV5 232321 651208 7.52% 0.592%
60 9.592 1086 1089 1094 rvwVv 184019 299752 3.46% 0.272%
61 9.675 1094 1103 1110 rVB4 706045 1586301 18.32% 1.441%
62 9.851 1127 1133 1143 rVB5 245596 693213 8.01% 0.630%
63 9.939 1143 1148 1151 rBV 406874 725338 8.38% 0.659%
64 10.045 1160 1166 1175 rBV6 263572 794501 9.18% 0.722%
65 10.145 1176 1183 1185 rVVv4 185452 418180 4.83% 0.380%
66 10.175 1185 1188 1193 rVV 352609 568651 6.57% 0.517%
67 10.233 1193 1198 1204 rVB3 172687 379736 4.39%  0.345%
68 10.339 1210 1216 1221 rVB6 142670 324533  3.75% 0.295%
69 10.428 1222 1231 1235 rBV 219645 470475 5.43% 0.428%
70 10.533 1242 1249 1253 rBV3 155867 340972 3.94% 0.310%
71 10.663 1263 1271 1273 rBV5 167956 400376 4.62% 0.364%
72 10.698 1273 1277 1285 rVV2 411699 960367 11.09% 0.873%
73 10.769 1285 1289 1291 rVV2 226164 385230 4.45% 0.350%
74 10.810 1291 1296 1303 rVV 1045003 2045162 23.62% 1.858%
75 10.880 1304 1308 1316 rVB5 404809 845695 9.77% 0.768%

76 10.957 1316 1321 1333 rBV8 161000 558708 6.45% ©.508%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 11.445 1400 1404 1408 rBV4 297609 488413 5.64% 0.444%
78 11.569 1421 1425 1434 rVB8 147447 351887 4.06% 0.320%
79 11.745 1451 1455 1459 rBV3 213777 324705 3.75% 0.295%
80 11.804 1459 1465 1469 rBVS5 156212 435883 5.03% 0.396%
81 11.945 1485 1489 1493 rBV3 301283 513631 5.93% 0.467%
82 12.016 1498 1501 1505 rVB4 229023 353144 4.08% 0.321%
83 12.151 1521 1524 1528 rVB3 257035 320735 3.70% 0.291%
84 12.216 1531 1535 1541 rVV6 255997 577253 6.67% ©.525%
85 12.563 1590 1594 1597 rBV2 345873 636975 7.36% 0.579%
86 13.039 1671 1675 1679 rBV2 855228 1200281 13.86% 1.091%
87 13.098 1682 1685 1691 rBv4 448806 719664 8.31% 0.654%
88 13.192 1698 1701 1706 rVB2 711674 979930 11.32% ©0.890%
89 13.257 1708 1712 1717 rVV 1306448 2001293 23.11% 1.819%
990 13.363 1725 1730 1736 rBV2 1670408 3667277 42.35%  3.332%
91 13.792 1800 1803 1805 rBV2 1072075 1501660 17.34% 1.365%
92 13.957 1827 1831 1836 rBV 1157643 2366823 27.34% 2.151%
93 14.016 1836 1841 1845 rBV 4504213 6671824 77.05% 6.063%
94 14.333 1890 1895 1899 rBV3 3554676 6623948 76.50% 6.019%
95 14.427 1906 1911 1916 rVB 5113043 8658538 100.00% 7.868%
96 15.398 2072 2076 2084 rVB4 3158585 5594762 64.62% 5.084%
97 24.038 3541 3545 3551 rVB 729683 1313108 15.17% 1.193%
98 24.180 3565 3569 3580 rVB3 660676 1309341 15.12% @ 1.190%
99 24.662 3646 3651 3663 rVB 666318 1643598 18.98% 1.494%
100 26.326 3927 3934 3952 rVB 773797 2292262 26.47% 2.083%

Sum of corrected areas: 110048784
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM042469.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Nonane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.916 14.34 ng 1224540  1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 72
3 Octane 114 C8H18 000111-65-9 64
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
5 Decane 142 C1OH22 000124-18-5 59

Abundance Scan 464 (5.916 min): BM042469.D\data.ms (-460) (-) m/z 43.10 100.00%

3.1
5000
85.1 j\
e
5.60 5.80 6.00 6.20
128.2
0 ww‘m‘!“?-w!”u\w_mmw“_“‘2‘95:9 m/z 57.10 83.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14522: Nonane
43.0
5000
5.60 5.80 6.00 6.20
85.0 m/z 41.10 46.77%
R
O \‘\\\\“{\\\“\\‘\\‘1\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61055: 1-Octanol, 2-butyl-
57.0
e AR R S,
5.60 5.80 6.00 6.20
5000 m/z 85.10 28.43%
29.0 85.0
111.0
0 (1540
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8621: Octane
43.0 5.60 5.80 6.00 6.20
m/z 71.10 21.56%
5000
85.0
L | meo
Ot e e e e R e AR ARas
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Cyclohexane, 1l-ethyl-2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
6.192 15.51 ng 1324290 1,4-Dichlorobenzene-d4 7.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 83
2 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 72
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 64
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 64
Abundance Scan 511 (6.192 min): BM042469.D\data.ms (-501) (-) m/z 55.10 100.00%
55.1 97.1
5000
R AR REE T
mh ‘ 126.2 5.80 6.00 6.20 6.40 6.60
0ol e A 2970 sz 97,16 93.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
5000 I L L B R
5.80 6.00 6.20 6.40 6.60
m/z 41.10 37.64%
29.0 ‘ ‘ 126.0
0 H\‘\UHMH\\‘\‘\“\“HH"H{H “\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7612: Cyclohexane, 1,3-dimethyl-
55.0 97.0
R RRARaREETE
5.80 6.00 6.20 6.40 6.60
5000 m/z 69.05 28.81%
27.0
ol .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13239: 1-Ethyl-4-methylcyclohexane R e AR RRRE
55.0 97.0 5.80 6.00 6.20 6.40 6.60
m/z 56.10 19.71%
5000
126.0
27.0 ‘ ‘ |
S W S E— IO
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18

Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M

Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octane, 2,6-dimethyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.451 20.74 ng 1771400  1,4-Dichlorobenzene-d4 7.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 81
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 76
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 72
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50

5 Hexadecane

Abundance Scan 555
57

226 Cl16H34

(6.451 min): BM042469.D\data.ms (-545) (-)
1

000544-76-3 43

m/z 57.10 100.00%

RN AR AR R
113.2 6.20 6.40 6.60 6.80
0 “M‘“Mm‘wwm,‘“‘%9?‘9‘”_HWW%‘?}H‘ m/z 71.10  62.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000
6.20 6.40 6.60 6.80
m/z 43.10 55.92%
- 0‘ 113.0
0‘”N”N”MPMWN”WJW””W”W””P”W””W”W””W”W‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22081: Nonane, 3-methyl-
57.0
6.‘20 6.’40 6.%0 G.éO
5000 m/z 41.10 46.14%
0‘”\w”%‘ﬂP””N”‘WwW‘}ﬁ%QW””!””W‘”W”‘W”W‘”W“ VV\jA%AJvAAAAAffvﬂ/
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22095: Octane, 3,6-dimethyl-  RAREEEa SR
57.0 6.20 6.40 6.60 6.80
m/z 56.10 32.62%
5000
27.0 113.0
0‘”wh‘w”w””w””w‘ww}ﬁ%gr””w”‘w”w”‘w””w‘”w‘ RN A A
m/z--> 20 40 60 80 100120140160180200220240260280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Cyclohexanone, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.557  23.77 ng 2030190 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 87
2 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 64
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 64
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 52
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
Abundance Scan 573 (6.557 min): BM042469.D\data.ms (-567) (-) m/z 55.10 100.00%
55.1 83.1
5000
R REERENEEEN
126.2 6.20 6.40 6.60 6.80
| | \ 209.0 .
O b el . s m/z 83.18  88.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
83.0
5000 L LA B B LA DR B
126.0 6.20 6.40 6.60 6.80
m/z 41.10 73.83%
O \\\‘\\\\“\\“\\“L‘\‘\“\\“1\\‘\“‘\}‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13270: Cyclopentane, (2-methylpropyl)-
41.0 69.0
R NEEREEN
6.20 6.40 6.60 6.80
5000 m/z 57.10 62.25%
‘ | 111.0
obr b Al e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13201: Cyclohexane, propyl- e AARAREESERE L
83.0 6.20 6.40 6.60 6.80
55.0 m/z 82.10 50.52%
5000
126.0
29.0 ‘
0“‘_H“N‘NM‘M‘w!‘u‘“H“H“‘H“H“‘H“_“
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19

Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 5 Undecane, 2,6-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.063 15.57 ng 1329600 1,4-Dichlorobenzene-d4 7.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
2 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 50
3 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 47
4 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 47
5 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 43

Abundance Scan 659 (7.063 min): BM042469.D\data.ms (-657) (-) m/z 57.10 100.00%
57.1

125.1 P AR R
83.1 | 6.80 7.00 7.20 7.40
O bt g L2071y 7110 61.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 U R R RN R
6.80 7.00 7.20 7.40
2o 98.0 m/z 41.10  57.25%
O \\\‘\H‘\ \U\\\““\\H}\“\“\\\““\\1‘\‘\\]\-\4.‘]-\.\0\\‘\\\]\-‘8\4.\.(\)\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32956: Heptane, 3-[(ethenyloxy)methyl]-
57.0
R
6.80 7.00 7.20 7.40
5000 ITI/Z 43.10 53.46%
29.0
“ h ‘ 830 1120 141.0
0 H‘“HHhH‘uu‘J:WM‘“_‘W‘_“‘JH“‘H““H“‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43531: 1-Decene, 3,4-dimethyl- R R RRRER R
57.0 6.80 7.00 7.20 7.40
m/z 56.10 43.96%
5000
29.0
‘ ‘830 112.0
ol b b L 100 160 o WLV LT
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BM102123.M Fri Oct 27 ©5:30:04 2023

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Carbonic acid, prop-1-en-2-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.534 19.01 ng 1623870  1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83
3 Undecane 156 C11H24 001120-21-4 83
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 72

Abundance Scan 739 (7.534 min): BM042469.D\data.ms (-735) (-) m/z 43.10 100.00%

- o m
R EARaRE T
L1 ‘ 002 1402 7.20 7.40 7.60 7.80
Ol oot e LT AA22 2090 h/z 57.18 0 99.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14523: Nonane
43.0
5000 I B R R
7.20 7.40 7.60 7.80
85.0 m/z 41.10 50.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
R RRR T A REEa
7.20 7.40 7.60 7.80
5000 m/z 71.10 37.98%
85.0
29.0
ol L ssioame anc
O O iy e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane ERERENEESE ISR
43.0 7.20 7.40 7.60 7.80
m/z 85.10 23.82%
5000 71.0
0 L L1990 1270 1560
‘H“H“H“_“w“u“u“u“‘H“_“w“u“u“u“ PR T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80

8270-BM102123.M Fri Oct 27 ©5:30:04 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Mesitylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.604 16.37 ng 1397746  1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 81
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 81
Abundance Scan 751 (7.604 min): BM042469.D\data.ms (-745) (-) m/z 105.10 100.00%
105.1
5000
39.1 69. 7.20 7.40 7.60 7.80 8.00
ol “‘ Ldplta02 - 2071 281D 4/ 17010 41.66%
miz-> 50 100 150 200 250
Abundance #10692: Mesitylene
105.0
7.20 7.40 7.60 7.80 8.00
m/z 77.05 13.82%
51.0
0 T T T ‘\ “H H\H T ‘H\ \‘ ‘H T H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
AR BEASRRRS RS
7.20 7.40 7.60 7.80 8.00
5000 m/z 69.10 12.06%
39.0
ol bp 2oL
miz--> 50 100 150 200 250
Abundance #10705: Benzene, 1,2,4-trimethyl- R RAARSRARE
105.0 7.20 7.40 7.60 7.80 8.00
m/z 91.05 11.26%
65 0
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80 8.00

8270-BM102123.M Fri Oct 27 ©5:30:05 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Decane, 4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.881 13.82 ng 1180580 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 87
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 86
3 Octane, 3,3-dimethyl- 142 C1leH22 004110-44-5 80
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 72
Abundance Scan 798 (7.881 min): BM042469.D\data.ms (-795) (-) m/z 43.10 100.00%
43.1 71.1
5000
A RAREEaEEEE e e
| h 113.2 7.60 7.80 8.00 8.20
Oberererhh ol il 1030 | 1411 1929 07119 89.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 LI L B B R

7.60 7.80 8.00 8.20
m/z 57.10 76.49%

‘ 112.0
olzsd L Ly L aseo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0 AR RN AR
7.60 7.80 8.00 8.20
5000 m/z 41.10 43.15%
ol L L g0 ™0 1m0 M
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22100: Octane, 3,3-dimethyl- R RABRRERREEEE
43.0 71.0 7.60 7.80 8.00 8.20
m/z 70.10 33.48%
5000
‘ ‘ 113.0
0‘\”‘”MM‘”M‘”E‘MM“\”J‘\‘”‘\“”\“‘w““ AR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20

8270-BM102123.M Fri Oct 27 ©5:30:05 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Benzene, 1,4-diethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.086 15.03 ng 1283420 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 78
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 60
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 53
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 50
5 Mesitylene 120 CS9H12 000108-67-8 50
Abundance Scan 833 (8.086 min): BM042469.D\data.ms (-828) (-) m/z 105.10 100.00%
106.1
. Jk
41.1 81.1 BEEYE G ENEN—-ATAN
| ‘ ‘ ‘ ‘ 134.1 7.80 8.00 8.20 8.40
O — ‘1“ ! u“m ‘UMM Al L Aol m/z 119.10 65.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 7.80 8.00 8.20 8.40
m/z 120.10  45.80%
50820y Loyl
O \\\‘\‘\\\‘\\\\‘\\\\“\\w\‘\\\\’\\\‘\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
A e
7.80 8.00 8.20 8.40
5000 m/z 91.05 28.61%
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17030: Benzene, 1,3-diethyl- R ERRRNERE L

105.0 7.80 8.00 8.20 8.40
m/z 41.10 24.94%

134.0

5000

3

270 51.0
T TP ‘\\ A

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40

o

8270-BM102123.M Fri Oct 27 ©5:30:06 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Benzene, 1-methyl-3-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.504 16.40 ng 1400890 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 94
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 93
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 70
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 70
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 53
Abundance Scan 904 (8.504 min): BM042469.D\data.ms (-900) (-) m/z 105.10 100.00%
105.1

-

5000
431 71.1 134.1 R R Ay
‘ 8.20 8.40 8.60 8.80
0 ‘H_kuwum““ m ‘u‘umm_l‘?ﬁ?wwz‘("?? m/z 134.05  24.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000
8.20 8.40 8.60 8.80
134.0 m/z 71.10  21.97%
39.0 77‘0‘ |
O\\\‘\‘\\\“‘\\‘\\“\‘\\\“\\1\‘\\\‘\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
T R ARRaREAR e
8.20 8.40 8.60 8.80
5000 m/z 43.10 20.85%
134.0
77.0
i U S A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17046: Benzene, (1rnetthropyD REm A
105. 8.20 8.40 8.60 8.80
m/z 57.10 14.87%
5000
134.0
70,510 | |
R i
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BM102123.M Fri Oct 27 ©5:30:06 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Benzene, 1,3-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.598 17.72 ng 1513280 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
4 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 91
5 o-Cymene 134 C1oH14 000527-84-4 90
Abundance Scan 920 (8.598 min): BM042469.D\data.ms (-911) (-) m/z 119.10 100.00%
119.1
91.0
5000
390 651 | 8.20 8.40 8.60 8.80 9.00
OFrrrrre M e oAl B 1822 2070 o 165 65 ge.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000
8.20 8.40 8.60 8.80 9.00
91.0 m/z 91.05 54.89%
39.0 65.0 ‘ ‘
0 \\\‘\‘\‘\\“‘\\“w\‘\\\\H‘\\\\“H\\U"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
BRRRREEEE R
8.20 8.40 8.60 8.80 9.00
5000 m/z 134.05 48.60%
91.0
65.0
N ELL TRt N 1 S
m/z--> 20 40 60 80 100 120 140 160 180 200 \ N\
Abundance #17031: Benzene, 1,4-diethyl- A
119.0 8.20 8.40 8.60 8.80 9.00
m/z 77.05 21.23%
5000
91.0
41.0 65.0 ‘ ‘
MR S | S A —— TR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

8270-BM102123.M Fri Oct 27 ©5:30:07 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Naphthalene, decahydro-, tr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.786 16.18 ng 1381470 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 96
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 95
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 92
4 Spiro[4.5]decane 138 C10H18 000176-63-6 91
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 90
Abundance Scan 952 (8.786 min): BM042469.D\data.ms (-944) (-) m/z 67.10 100.00%
67.1
138.2
96.1
5000
3911
R ARREE S e
8.40 8.60 8.80 9.00 9.20
o 2080 2670 m/z 68.10  72.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
96.0
5000 (L BN B
8.40 8.60 8.80 9.00 9.20
390 m/z 138.15  65.92%
O ’
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #19431: Naphthalene, decahydro-
67.0 96.0 138.0
RRRRER e e
8.40 8.60 8.80 9.00 9.20
5000 m/z 81.10 62.21%
39.0
o,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19454: Naphthalene, decahydro-, cis- R A RaAmaRR
67.0,96.0 8.40 8.60 8.80 9.00 9.20
138.0 m/z 41.10  61.94%
5000
39,0

m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00 9.20

8270-BM102123.M Fri Oct 27 ©5:30:07 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Naphthalene, decahydro-2-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.675 15.51 ng 1586300 Naphthalene-d8 10.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 93
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 93
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 81
5 Pulegone 152 C10H160 000089-82-7 74

Abundance Scan 1103 (9.675 min): BM042469.D\data.ms (-1094) (-) m/z 81.10 100.00%
1

81.
41.1 152.2
5000
109.1 e ——
‘ ‘ 9.50 10.00
0 ehhﬁ_‘Mﬂ&3¥u“ﬂw“w“‘wﬁ9§9 m/z 67.10 80.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — e
9.50 10.00
109.0 m/z 95.10 69.09%
0! ‘\i“‘\\‘hH\“H‘\‘\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29513: trans-4a-Methyl-decahydronaphthalene
95.0
e e
67.0 137.0 9.50 10.00
5000 ITI/Z 152.15 59.00%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl- = =
81.0 9.50 10.00
m/z 41.10 57.90%
55.0 152.0
5000
29.0 109.0
N T A A A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BM102123.M Fri Oct 27 ©5:30:07 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 unknownl4.015 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.015 15.41 ng 6671820  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 40
2 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 38
3 3,4-Diethoxy-N-(4,5,6,7-tetrahyd... 346 C18H22N203S 1000311-37-1 32
4 2-Anthracenamine 193 C14H11N 000613-13-8 30
5 3-Phenylindole 193 C14H11N 001504-16-1 30

Abundance Scan 1841 (14.015 min): BM042469.D\data.ms (-1836) (-  m/z 193.25 100.00%
198.3

69.1
1232
T I
1 lato
| A by 28t m/z 69.10  44.73%
50

5000

-

o

miz--> 100 150 200 250 300
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti

69.0 198.0

’ 123.0
5000 e :
14.00
29, m/z 41.10 36.67%
O' \H‘L‘ ‘U \“ T ‘L\ ‘ L ‘ L ‘ L ‘ T T T ‘
miz-> 50 100 150 200 250 300
Abundance #201981: S-Phenyl 5-(phenylthio)pentanethioate
193.0

T
14.00

5000 m/z 123.20 35.61%
123.0
55.0 ‘ ‘
0l89 MH‘M\“u‘kwum‘i‘M““““ 020
miz--> 50 100 150 200 250 300
Abundance #255288: 3,4-Diethoxy-N-(4,5,6,7-tetrahydrobenzothiazol P |
193.0 14.00
m/z 83.10 34.85%
5000 137.0
79.0
41.
e
0l i —r
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 unknownl14.333 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.333 15.30 ng 6623950  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 43
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 41
3 1,1'-Bicyclohexyl, 2-ethyl-, cis- 194 C14H26 050991-12-3 35
4 Crotyl methacrylate 140 C8H1202 007376-45-6 30
5 3-n-Hexylthiane, S,S-dioxide 218 C11H2202S 061639-18-7 25
Abundance Scan 1895 (14.333 min): BM042469.D\data.ms (-1890) - m/z 69.10 100.00%
69.1
41.1
5000
— ——
14.00 14.50
Ol m/z 55.10 86.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29498: 1,7-Nonadiene, 4,8-dimethyl-
41.0
69.0
5000 — ——
14.00 14.50
109.0 m/z 41.10 82.44%
i “ ‘ 137.0
O\‘HH"H\ ‘\‘H\“‘\H‘\‘H‘H"HH“HH‘\H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
— ——
123.0 14.00 14.50
5000 69.0 95.0 m/z 83.10  65.24%
‘ ‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69407: 1,1'-Bicyclohexyl, 2-ethyl-, cis- — —
41.0 69.0 111.0 14.00 14.50
m/z 193.25 60.84%
5000
165.0 194.0
YA 7 S 17 R G G = A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.427 20.00 ng 8658540  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 52
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 42
3 2-Amino-4-ethylthiomethyl-6-pipe... 253 C11H19N5S 022362-22-7 27
4 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27
5 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 22

Abundance Scan 1911 (14.427 min): BM042469.D\data.ms (-1906) (- m/z 193.25 100.00%
1938.3

5000

‘ ‘ 137.2 — T
14.50
65.2 :
H“‘m“” W‘Mww‘ H%mW‘w?‘z‘f‘;?’w_??“1‘:- m/z 69.10  58.59%
miz> 20 40 60 80 100120140160180 200220240 260280

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

o

123.0

5000 95.0 —

550 1450
m/z 97.15 53.69%
L ]
e

’\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0

o

—

14.50

5000 55.0 m/z 41.10 51.23%
1 7. O

109.0
H H “M H‘ i M | H 'u 222.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138936: 2-Amino-4-ethylthiomethyl-6-piperidino-1,3,5-tri P
193.0 14.50

m/z 55.10  49.20%

o

5000

84.0
0 43.0 ‘ 1250 1640 | 224.0254.0
prerrperrb b b e e —

m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 unknownl5.398 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

15.398 12.92 ng 5594760  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, 3-fluoro-N-methyl-N-p... 223 C13H18FNO 1000421-36-9 30
2 2-Bromo-2'-fluoroacetophenone 216 C8H6BrFO 000655-15-2 27
3 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 1000299-15-1 27
4 N-Benzyl-4-fluorobenzamide, N-tr... 325 C16H11F4NO2 1000492-36-8 27
5 Benzamide, 2-fluoro-N-methyl-N-p... 223 C13H18FNO 1010421-27-1 27

Abundance Scan 2076 (15.398 min): BM042469.D\data.ms (-2072) (- m/z 123.20 100.00%

123.2
5000 207.3
155.2
55.1 81.1 — —
i
SRR R S, . 8 S w‘““‘uHM‘Mm“u‘Juwm‘u“mzﬁz‘??w m/z 207.30  41.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #102989: Benzamide, 3-fluoro-N-methyl-N-pentyl-
128.0
5000 — ——
95.0 15.00 15.50
166.0 m/z 155.20 31.31%
0 \\\.R‘\‘fﬁ{?\W‘\\\‘\‘\\\}‘\\‘\\‘1i\\‘\\1\‘\“\\\i]\-%4\..‘9\\2\2‘$\.\0\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94741: 2-Bromo-2'-fluoroacetophenone
1238.0
— —r
15.00 15.50
5000 ITI/Z 109.20 31.22%
e MMW
Jiso 00 | 2180
R AR naa s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84685: 4-Fluorobenzoic acid, 3-methylbut-2-enyl ester P ——
123.0 15.00 15.50
m/z 170.20 29.81%
5000 68.0
41.0 95.0
o | 149017902080
g e b T T T — —rh
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 1,19-Eicosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.180 19.94 ng 1309340  Perylene-di12 24.038
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 94
2 Tetradecanal 212 C14H280 000124-25-4 93
3 Nonacosanal 422 C29H580 072934-04-4 93
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
Abundance Scan 3569 (24.180 min): BM042469.D\data.ms (-3565) (- m/z 57.10 100.00%
57.1
5000
23.1 —— ——
} ||, 191125813162 3904 4632 540, 2490 2450
b ST 2002 3162 004 4632 940 m/z 43.10  84.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
5000 —r ——
24.00 24.50
m/z 82.10 84.51%
oL Fi° 1040 2780
‘\\\\‘\\\\‘\\\\[1\!\’1!\\y\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90085: Tetradecana
57.0
—— —
24.00 24.50
5000 m/z 55.10 60.06%
‘ 168.0
O‘HH‘“ JHu“l*\"‘\h\“HJLm‘,\u\,u\\‘uH‘HHWHWHWH,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314317: Nonacosanal T —
82.0 24.00 24.50
m/z 96.10 58.20%
5000
404.0
2.0
oMl 220 2000 10 E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Octacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.662  25.03 ng 1643600 Perylene-di12 24.038
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93

Abundance Scan 3651 (24.662 min): BM042469.D\data.ms (-3646) (- m/z 57.10 100.00%
57.1

:

5000
151 T ‘ T T ‘ T
‘ | } 2071 2881 24.50 25.00
bbb g £ 2051 369.3 4603 535, nyz 43.10  87.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308225: Octacosanol
57.0
5000 — ——
24.50 25.00
125.0 m/z 55.10 81.84%
0 \‘M { ‘\ I J\ IL Il 11.950 292.0 392.0
‘\\\\‘\\1\‘1\11‘\11\‘1\\1‘\\1\‘1!\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcoho
83.0
—— —
24.50 25.00
5000 ITI/Z 83.10 80.25%
ot 11180 oo 200 LL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosanol T T
55.0 24.50 25.00
m/z 97.10 77.83%
5000
{l 125.0
o‘Hl\u_Hww!ﬁ??‘-?‘H?f?‘?-?_MW_WH_M —_— —_—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-

BM102123.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 16-Hentriacontanone

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
26.326 34.91 ng 2292260  Perylene-d12 24.038
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Hentriacontanone 450 C31H620 000502-73-8 90
2 Nonacosan-14-one 422 C29H580 034394-11-1 76
3 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 62
4 13-Octacosanone 408 C28H560 031534-88-0 38
5 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 37

Abundance Scan 3934 (26.326 min): BM042469.D\data.ms (-3927) (-
57.1

m/z 57.10 100.00%

239.3
5000
— ——
H 1802 26.00 26.50
ol H_'*J'Mmumhm 139513552 4505 535. .., 43.1p  97.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #325751: 16-Hentriacontanone
57.0 239.0
5000 — ——
26.00 26.50
m/z 71.10 93.56%
450.0
OJ‘!%‘1“!"']11“!””]“1!!!\2!960’{
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #314323: Nonacosan-14-one
71.0
— ——
239.0 26.00 26.50
5000 m/z 239.30 81.31%
ol L] \0Lhmh‘%83old ‘2950 366.0422.0
A gl e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176225: Palmitic acid vinyl ester — R
57.0 26.00 26.50
239.0 m/z 58.10 55.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42469.D

Acqg On : 27 Oct 2023 01:19
Operator : MA/JU

Sample : 05011-01 2X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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|
Nonane 5.916 14.3 ng 1224540 1 7.992 1708050 20.0
Cyclohexane, 1-... 6.192 15.5 ng 1324290 1  7.992 1708050 20.0
Octane, 2,6-dim... 6.451 20.7 ng 1771400 1 7.992 1708050 20.0
Cyclohexanone, ... 6.557 23.8 ng 2030190 1 7.992 1708050 20.0
Undecane, 2,6-d... 7.063 15.6 ng 1329600 1 7.992 1708050 20.0
Carbonic acid, 7.534 19.0 ng 1623870 1  7.992 1708050 20.0
Mesitylene 7.604 16.4 ng 1397740 1 7.992 1708050 20.0
Decane, 4-methyl- 7.881 13.8 ng 1180580 1 7.992 1708050 20.0
Benzene, 1,4-di... 8.086 15.0 ng 1283420 1 7.992 1708050 20.0
Benzene, 1-meth... 8.504 16.4 ng 1400890 1 7.992 1708050 20.0
Benzene, 1,3-di... 8.598 17.7 ng 1513280 1 7.992 1708050 20.0
Naphthalene, de... 8.786 16.2 ng 1381470 1 7.992 1708050 20.0
Naphthalene, de... 9.675 15.5 ng 1586300 2 10.810 2045160 20.0
unknownl14.015 14.015 15.4 ng 6671820 3 14.645 8658540 20.0
unknownl14.333 14.333 15.3 ng 6623950 3 14.645 8658540 20.0
Decahydro-1,1,4... 14.427 20.0 ng 8658540 3 14.645 8658540 20.0
unknown15.398 15.398 12.9 ng 5594760 3 14.645 8658540 20.0
1,19-Eicosadiene 24.180 19.9 ng 1309340 6 24.038 1313110 20.0
Octacosanol 24.662 25.0 ng 1643600 6 24.038 1313110 20.0
16-Hentriaconta... 26.326 34.9 ng 2292260 6 24.038 1313110 20.0
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