LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136924.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.393 44 52 60 rVB3 17995 41649 1.39% 0.122%
2 4.399 390 393 398 rBV2 29164 40336 1.34% 0.118%
3  5.022 491 499 505 rBV 80488 104241 3.47% 0.305%
4 5.381 557 560 566 rBV 66124 76656  2.55% < 0.224%
5 5.440 566 570 586 rVV 1212998 1192565 39.66%  3.492%
6 5.640 601 604 608 rBV 49919 45805 1.52% 0.134%
7 6.063 672 676 679 rVB 393680 336070 11.18% 0.984%
8 6.2106 698 701 703 rBV 73974 71623 2.38% 0.210%
9 6.310 715 718 721 rBV 88915 71635 2.38% 0.210%
106 6.387 726 731 735 rVB 41838 40470 1.35% 0.119%
11 6.440 737 740 744 rVV 1064364 1094037 36.39% 3.204%
12 6.481 744 747 751 rVWV 993409 835785 27.80% 2.447%
13 6.534 753 756 762 rVW 36036 42015 1.40% 0.123%
14 6.604 765 768 775 rVB 128079 117084 3.89% 0.343%
15 6.728 786 789 793 rVB 214332 176612 5.87% 0.517%
16 6.781 795 798 802 rBV 444708 339924 11.31% 0.995%
17 6.892 814 817 820 rBV2 99426 83002 2.76% 0.243%
18 7.345 890 894 897 rVB 859178 672705 22.37% 1.970%
19 8.057 1012 1015 1017 rBV 467077 366383 12.19% 1.073%
20 8.081 1017 1019 1023 rVB 125115 95045 3.16% 0.278%
21 8.410 1072 1075 1078 rBV 52335 50541 1.68% 0.148%
22 8.775 1133 1137 1140 rVB 129291 111550 3.71% 0.327%
23 8.869 1150 1153 1156 rVB 83525 66759  2.22% 0.195%
24 9.133 1193 1198 1202 rBV 1414176 1266234 42.11% 3.708%
25 9.186 1204 1207 1210 rVV 152613 151501 5.04% 0.444%
26 9.245 1213 1217 1221 rVB2 537626 464917 15.46% 1.361%
27  9.404 1239 1244 1247 rBV2 44842 63085 2.10% ©.185%
28 9.469 1252 1255 1258 rVWV 73425 68998 2.29% 0.202%
29 9.510 1258 1262 1264 rBV2 76628 85091 2.83% 0.249%
30 9.592 1273 1276 1280 rBv2 47808 71869 2.39% 0.210%
31 9.786 1305 1309 1311 rVvV2 201127 189805 6.31% 0.556%
32 9.816 1311 1314 1316 rVV 473284 371073 12.34% 1.087%
33 9.845 1316 1319 1329 rVB2 336867 425764 14.16% 1.247%
34 9.951 1329 1337 1343 rBV6 149125 249511 8.30% 0.731%
35 10.022 1346 1349 1353 rVB 218257 176351 5.87% 0.516%
36 10.269 1389 1391 1394 rBV 93374 77829 2.59% 0.228%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.363 1404 1407 1413 rVB 298566 283847 9.44% 0.831%
38 10.498 1424 1430 1432 rBV4 30772 42293 1.41% 0.124%
39 10.522 1432 1434 1438 rVB 59444 55222 1.84% 0.162%
40 10.610 1446 1449 1453 rVB 766576 651853 21.68% 1.909%
41 10.739 1465 1471 1473 rBV3 67801 86780 2.89% 0.254%
42 10.769 1473 1476 1478 rBV 285198 198013 6.59% 0.580%
43 10.986 1510 1513 1519 rVB2 301077 254939 8.48% 0.747%
44 11.057 1521 1525 1528 rBV 88448 92734 3.08% 0.272%
45 11.116 1531 1535 1538 rVB3 30450 47288 1.57% ©0.138%
46 11.169 1539 1544 1548 rBV4 30137 53317 1.77% 0.156%
47 11.204 1548 1550 1555 rVB 74483 65086 2.16% ©0.191%
48 11.257 1556 1559 1564 rBv2 32134 39722 1.32% 0.116%
49 11.310 1564 1568 1570 rBV2 492835 453635 15.09% 1.328%
50 11.333 1570 1572 1576 rVB 769709 671063 22.32%  1.965%
51 11.386 1578 1581 1584 rBV 1060844 929501 30.91% 2.722%
52 11.522 1601 1604 1606 rBV 57962 49906 1.66% 0.146%
53 11.551 1606 1609 1615 rVV 341948 355363 11.82% 1.041%
54 11.598 1615 1617 1622 rVV2 77458 80010 2.66% 0.234%
55 11.698 1631 1634 1636 rBV 129476 104841 3.49% 0.307%
56 11.727 1636 1639 1640 rBV2 42734 35495 1.18% 0.104%
57 11.769 1644 1646 1649 rBV 37135 41845 1.39% ©0.123%
58 11.816 1651 1654 1656 rBV 73479 65439  2.18% ©0.192%
59 11.869 1656 1663 1666 rBV 1836611 2697247 89.71% 7.898%
60 11.892 1666 1667 1670 rVB 130781 81994 2.73% 0.240%
61 11.927 1670 1673 1675 rBV 142602 135848 4.52% 0.398%
62 11.998 1682 1685 1686 rBV2 42638 39905 1.33% 0.117%
63 12.016 1686 1688 1692 rVV3 64021 89071 2.96% 0.261%
64 12.051 1692 1694 1698 rVV4 149665 185253 6.16% 0.542%
65 12.092 1698 1701 1703 rVV3 55666 66778  2.22% 0.196%
66 12.116 1703 1705 1707 rVV2 73631 64889 2.16% 0.190%
67 12.145 1707 1710 1711 rVWV 58763 51641 1.72% 0.151%
68 12.180 1715 1716 1719 rVB2 64436 51307 1.71% 0.150%
69 12.269 1726 1731 1734 rBV 3113775 3006677 100.00% 8.804%
70 12.304 1734 1737 1738 rBV2 57924 57436 1.91% 0.168%
71 12.339 1738 1743 1746 rVWW 507744 629795 20.95% 1.844%
72 12.533 1772 1776 1779 rBV 811279 749736 24.94% 2.195%
73 12.569 1779 1782 1786 rVV4 232694 448064 14.90% 1.312%
74 12.616 1788 1790 1792 rVV 219228 212263 7.06% 0.622%
75 12.645 1792 1795 1800 rVB 458106 478751 15.92% 1.402%

76 12.763 1809 1815 1821 rBV2 597271 684988 22.78%  2.006%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 12.874 1831 1834 1836 rBvV2 177852 167656 5.58% 0.491%
78 12.904 1836 1839 1843 rVB 1226964 1128376 37.53% 3.304%
79 12.963 1846 1849 1852 rBV2 228931 255443 8.50% 0.748%
80 13.039 1860 1862 1866 rBV3 66822 63021 2.10% ©.185%
81 13.092 1869 1871 1872 rVV 105361 80434 2.68% 0.236%
82 13.116 1872 1875 1877 rVV 206262 244446 8.13% 0.716%
83 13.151 1877 1881 1883 rVV3 600015 827454 27.52%  2.423%
84 13.174 1883 1885 1892 rVB2 437208 506427 16.84% 1.483%
85 13.327 1907 1911 1916 rBV3 157326 249718 8.31% 0.731%
86 13.457 1930 1933 1935 rBV2 84712 97607 3.25% 0.286%
87 13.651 1963 1966 1970 rBV3 293673 426950 14.20% 1.250%
88 13.721 1975 1978 1980 rVV3 187095 277382 9.23% 0.812%
89 13.757 1980 1984 1986 rvv2 867591 1255512 41.76% 3.676%
90 13.786 1986 1989 1992 rVV 1275137 1414461 47.04% 4.142%
91 13.816 1992 1994 1996 rVV 509520 491339 16.34% 1.439%
92 13.839 1996 1998 2003 rVB 308609 294227 9.79% 0.862%
93 13.968 2014 2020 2023 rBV3 399296 682096 22.69% 1.997%
94 13.998 2023 2025 2028 rVB 170704 135936 4.52% 0.398%
95 14.033 2029 2031 2035 rVB2 85928 66823  2.22% 0.196%
96 14.439 2097 2100 2102 rBV 225913 201071 6.69% 0.589%
97 14.504 2109 2111 2115 rVB 106315 96703  3.22% 0.283%
98 14.633 2130 2133 2136 rBV 102506 116571 3.88% 0.341%
99 15.457 2269 2273 2284 rVB 340197 550000 18.29% 1.611%
100 17.586 2630 2635 2643 rVB5 180563 396340 13.18% 1.161%

Sum of corrected areas: 34150348
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136924.D\data.ms

3000000
2500000
2000000

1500000

5.440
6481

1000000 7.345

500000 6.063 6.781
A

AR AR A AU AR A AR A AU A AR AR AR AN RARAN AR NARAR AR AR AN KA AN AR AR AN AL

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF136924.D\data.ms

o

12.269
3000000

2500000
2000000 11.869
1500000 9.133

1000000 10.610

11.3
10.363 |10.7680.986
1026 0. 39 1 e
0

— — — —
Time--> 8.00 8 50 9.00 9.50 10 00 10 50 11 00 11.50 12.00 12.50 13.00
Abundance TIC: BF136924.D\data.ms

500000

3000000

2500000

2000000

1500000

1000000

500000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Z:\svoasrv\HPCHEM1\BNA_F
BF136924.D

: 04 Jan 2024 00:00
¢ CG\JU
: 05899-11

15 Sample Multiplier:

: ASP BNA STANDARDS FOR

: C:\Database\NIST20.L
LSCINT.P

Library Search Compound Report

\Data\BF010324\

1

5 POINT CALIBRATION

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

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

Abundance #18190: (1R)—2 6 6—Tr|methylb|cyclo[3.1.1]hept—2—ene

Peak Number 1 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.063 19.77 ng 336070 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 97
2 .alpha.-Pinene 136 C10H16 000080-56-8 96
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
Abundance Scan 676 (6.063 min): BF136924.D\data.ms (-672) (-) m/z 93.10 100.00%
93.1
5000
77.0
AR ARRR AR
‘ﬁ 1 ‘ 1211 . 5.80 6.00 6.20 6.40
M,HH‘M ABZR W L TR m/z 91,10 43.26%
m/z--> 20 60 80 100 120 140
Abundance #18189: (1S)-2,6,6-Tr|methylbicyclo[s.1.1]hept-2-ene
93.0
5000
5.80 6.00 6.20 6.40
41.0 77.0 1210 m/z 92.10 36.69%
‘ ‘ "7136.0
\\\’2\‘\0\\““\\56\ \‘M‘\\ ‘\‘\“‘\\\"\\\\‘\
miz--> 20 60 80 100 120 140
Abundance #18035: .alpha.-Pinene
93.0
O RRRERERLSEeAY
5.80 6.00 6.20 6.40
5000 m/z 77.00 28.44%
410 77.0
1210 .
e om0
m/z--> 20 100 120 140
: 6, e

9.

5.8

0 6.00 6.20 6.40

m/z 79.10 24.11%
5000
o 121.0
41.0 ‘ .
136.0
0 i w0 “m T O B I T O
m/z--> 20 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1,3,6-Octatriene, 3,7-dimet... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.728 10.39 ng 176612 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 94
2 3-Carene 136 C1@H16 013466-78-9 91
3 Cyclopropane, 1,1-dimethyl-2-(3-... 136 C1l@H16 068998-21-0 91

4 Cyclopentene, 3-isopropenyl-5,5-... 136 C10H16 1000162-25-4 91
5 1,3,7-Octatriene, 3,7-dimethyl- 136 C1OH16 000502-99-8 90

Abundance Scan 789 (6.728 min): BF136924.D\data.ms (-786) (-) m/z 93.10 100.00%

3.1
5000 790
41.1 121.1 TR e
H‘ | 651 ‘ 107.0 ‘ 136.0 6.40 6.60 6.80 7.00
et b L w2 91.e0  46.36%

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18139: 1,3,6-Octatriene, 3,7-dimethyl-, (2)-
93.0
5000

41.0 79.0 6.40 6.60 6.80 7.00
27.0 ‘ m/z 79.05 37.70%
|l

55.0 121.0
S et
\‘HH“\H\‘\H\‘M\H‘\\‘\M‘H\1‘HH‘\\H‘HH‘HH‘HH‘H}\‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18000: 3-Carene
93.0

6.40 6.60 6.80 7.00

5000 m/z 77.00 37.27%

410 79.0 121.0 136.0

[0 O ol
N 1L e e 1 | \

SRR e N o N T R RARANNS

m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #18254: Cyclopropane, 1,1-dimethyl-2-(3-methyl-1,3-bute H_m_m_m_m,

93.0 6.40 6.60 6.80 7.00

m/z 92.10  28.86%

5000
41.0 79.0
27.0 m 55.0 107.0 ‘

et W W b | bt b e

m/z--> 20 30 40 50 60 70 80 90 100110120130 140 6.40 6.60 6.80 7.00

136.0
121.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 (3R,3aR,3bR,4S,7R,7aR)-4-Is... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.951 13.45 ng 249511  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,3aR,3bR,4S,7R,7aR)-4-Isoprop... 222 C15H260 038230-60-3 83
2 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 59
3 (1S,4aR,8aS)-1-Isopropyl-7-methy... 204 C15H24 006980-46-7 58
4 (+)-epi-Bicyclosesquiphellandrene 204 C15H24 054274-73-6 55
5 (3S,3aR, 3bR,4S,7R,7aR)-4-Isoprop... 222 C15H260 023445-02-5 53

Abundance Scan 1337 (9.951 min): BF136924.D\data.ms (-1329) (-) m/z 43.05 100.00%

43.0 161.1 207.2
105.0
5000 791
135.2 e
‘ m 10.00
[T \‘1‘1‘\‘1‘\”“‘}‘\‘}“1 L—v—v—ﬁ—v—\ m/Z 161.05 93.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102091: (3R,3aR,3bR,4S,7R,7aR)-4-Isopropyl-3,7-dime
161.0
105.0 207.0
5000 43.0 P
81.0 10.00
135.0 m/z 207.20 88.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #80296: Bicyclo[4.4.0]dec-1-ene, 2-isopropyl-5-methyl-9-
161.0

A
R

10.00
5000 m/z 104.95 57.18%

105.0

41.0 81.0 204.0

133.0
S N MV AU S
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80440: (1S,4aR,8aS)-1-Isopropyl-7-methyl-4-methylene

161.0

—

10.00
m/z 41.00 52.22%

105.0

5000 90

133.0 204.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 (E)-2,6-Dimethoxy-4-(prop-1... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.769 8.73 ng 198013  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-2,6-Dimethoxy-4-(prop-1-en-1... 194 C11H1403 020675-95-0 98
2 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 94
3 2-Propenoic acid, 3-(4-hydroxy-3... 194 C10H1004 001135-24-6 64
4 2-Hydroxy-4-isopropyl-7-methoxyt... 194 C11H1403 089647-85-8 59
5 6-Methoxyeugenyl isovalerate 278 C16H2204 957467-00-4 59

Abundance Scan 1476 (10.769 min): BF136924.D\data.ms (-1473) (- m/z 194.10 100.00%
194.1

5000
91.0

P

119.1 —p —

39.0 65.0 151.0 10.50 11.00
ol ] 2411

\\\‘\\\\“\\‘U‘\“‘\‘H\\\Hi\\m\‘\‘Uw\‘\“‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\.\ m/z 91.05 39.6500

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #68804: (E)-2,6-Dimethoxy-4-(prop-1-en-1-yl)phenol
194.0

5000 Lol Lt
91 10.50 11.00
65.0 119.0 m/z 119.10  19.41%
390 © ‘ ‘ ‘1510
T \‘ T \\“‘\ \‘U‘\“‘\h\‘\ T } T \H”\ “Hh \‘HW\ T \‘H‘\ ‘ \‘\‘\ T "‘\‘\ T \ ‘ T \‘\ ‘ TTTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68752: Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194.0
P .
10.50 11.00
5000 m/z 179.10  18.56%
91.0
39.0 119.0
‘ 0 ‘ 167.0
HWJMWWNM$M‘+MuMm~wﬂM‘UHNLHKHA‘HH‘H‘WH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68507: 2-Propenoic acid, 3-(4-hydroxy-3-methoxyphen | et e
194.0 10.50 11.00

5000
77 o 133.0
15.0 5]\'0 MlOﬁO ‘\ \\:\]'610\‘ I ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Tetradecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.986 11.24 ng 254939  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 59

Abundance Scan 1513 (10 986 min): BF136924.D\data.ms (-1510) (- m/z 73.00 100.00%
43.0 173.0

5000 129.0

B
—

11.00
m/z 59.95 96.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109280: Tetradecanoic acid
73.0
41.0
5000 129.0 228.0 A = A
185.0 11.00

m/z 43.85 89.55%

LA L
H\‘HH‘\H‘\\ ‘\‘HH“‘\\‘M‘\‘\‘H’HH“\H\‘HH’\\H‘\\‘\\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92063: Tridecanoic acid
73.
43.0 0

—

11.00

5000 129.0 m/z 41.10  72.52%
15.0

171.0
214.0
L ? PUNSSS S
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240

Abundance #60689: Undecanoic acid T
60.0 11.00

m/z 55.10  71.29%

5000
29.0 87.0 129.0
\‘ I ‘\H‘\ \ﬂ 0 m‘ ‘157018\6'0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00

S—T—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.869 118.92 ng 2697250  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64
Abundance Scan 1663 (11.869 min): BF136924.D\data.ms (-1656) (- m/z 73.00 100.00%
43.1 73.0
5000 1290 /L
213.2 — ——
‘ Hl 1.0 157.1185.2 ‘ 2561  11.50 12.00
oWWHW“1‘; Hm”m‘m ‘H“‘_‘M“m_”u_mw!w m/z 43.10  97.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
11.50 12.00
97.0 157.0 g5 02130 256.0 m/z 60.00 91.49%
\H‘HH“}‘HH!H \H‘M“‘\L\wh““\\‘”‘M\“\‘\\‘HH‘HH‘\‘\H‘H\‘\‘HH‘\H!‘H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— —
43.0 11.50 12.00
5000 129.0 m/z 57.10 75.70%
171.0
‘ 214.0
?
m/z--> 20 40 O 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid = =
73.0 11.50 12.00
43.0 m/z 41.10 73.19%
5000 129.0
185.0
|
1‘?-9\‘\”\1\;\‘Mu“"Gfu‘wwm_HWWIH_W e
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50 12.00

8270-BF122023.M Thu Jan 04 06:00:01 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl12.051 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.051 8.17 ng 185253  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2'-Methoxyphenyl)-2-(2'-hydro... 242 C16H1802 1000283-53-4 46
2 Benzamide, N-(4-hydroxyphenyl)-2... 227 C14H13NO2 022978-52-5 46
3 Diazene, bis(2-methoxyphenyl)-, ... 258 C14H14N203 013620-57-0 38
4 Dicyclopenta[a,d]benzene, 4,8-di... 242 C18H26 1000156-41-6 30
5 s-Indacene-1,7-dione, 2,3,5,6-te... 242 C16H1802 055591-17-8 30
Abundance Scan 1694 (12.051 min): BF136924.D\data.ms (-1692) (- m/z 227.15 100.00%
119.1 227.2
5000
55.1
57.1 A ‘
94.1 12.00
m/z 119.10 95.61%
miz--> 50 100 150 200 250
Abundance #126325: 2-(2'-Methoxyphenyl)-2-(2'-hydroxyphenyl)prop!
227.0
119.0
5000 — :
12.00
770 165.0 m/z 120.05 67.10%
Ll |, 1950 | |
T T T \ ‘ \‘ T ‘h\ ‘\‘ H” ‘1 M ‘h T “\ \ \M‘ \‘ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #107981: Benzamide, N-(4-hydroxyphenyl)-2-methyl-
119.0
227.0
T
12.00
5000 m/z 143.85  50.75%
65.0
m/fz--> 50 100 150 200 250
Abundance  #145376: Diazene, bis(2-methoxyphenyl)-, 1-oxide —l
227.0 12.00
120.0 m/z 123.10 36.45%
77.0
5000
258.0
B39 | ‘»‘ oo | o
miz--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.269 132.56 ng 3006680  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 98
2 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240 038754-94-8 66
3 3,4-Dihydro-3,3-dimethyl-1,9(2H,... 241 C15H15NO2 1010212-95-2 35
4 2-Phenylpropionic acid, 4'-(2-me... 218 C14H1802 1010454-94-3 35
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 30
Abundance Scan 1731 (12.269 min): BF136924.D\data.ms (-1726) (- m/z 159.05 100.00%
159.1
241.2
5000
431 117.1 —— S
: 99. 12.00 12.50
oL wq?'?ﬁu“‘u MJ‘ ol 7 1. “u 2198 ;m/z 241.15  75.75%
miz--> 50 100 150 200 250
Abundance #143709: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6
241.0
159.0
5000 —— —r—
12.00 12.50
m/z 185.10  37.85%
430 g1 1290 | hgg'q ‘
E— \‘ “\ sl \““\‘\ “\H ‘h“\“m‘ ‘\M\‘\ ‘| L ‘\ |
m/z--> 50 100 150 200 250
Abundance #143695: s-Indacen-1(2H)-one, 3,5,6,7-tetrahydro-3,3,4,5
241.0
/S —
12.00 12.50
5000 m/z 117.05 21.73%
185.0
29.0 142.0 ‘
T ?QQ ‘9%? TR Lt “i PR e
m/iz--> 50 100 150 200 250
Abundance #124860: 3,4-Dihydro-3,3-dimethyl-1,9(2H,10H)-acridino T —
241.0 12.00 12.50
m/z 143.05 18.11%
5000 185.0
210 77.0 129.0 ‘ ‘
SRS VR P VAR SR Y S S — ——
mlz--> 50 100 150 200 250 12.00 12.50

8270-BF122023.M Thu Jan 04 06:00:03 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00

Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 9 10,18-Bisnorabieta-8,11,13-... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.339  27.77 ng 629795  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 10,18-Bisnorabieta-8,11,13-triene 242 C18H26 032624-67-2 94
2 s-Indacene-1,7-dione, 2,3,5,6-te... 242 C16H1802 055591-17-8 62

3 Lapachol 242 (C15H1403 000084-79-7 53
4 5-Methoxy-2-methyl-4-oxo-1,2,3,4... 242 C14H14N202 1000227-06-0 52
5 1,4-Naphthalenedione, 2-hydroxy-... 242 C15H1403 004042-39-1 49
Abundance Scan 1743 (12.339 min): BF136924.D\data.ms (-1738) (- m/z 227.15 100.00%
227.2
5000 143.1
AN —
431 g1 N 1 12.00 12.50
0Ll > AdB3h L] 2850 14365 43.19%
miz--> 50 100 150 200 250 300
Abundance #126423: 10,18-Bisnorabieta-8,11,13-triene
227.0
143.0
5000 = —
12.00 12.50
m/z 242.15 27.01%
S “\‘\H‘ M‘h ‘\\ M\\ w“u M\ h‘\m \‘u" ‘\ ‘\‘ ‘\‘ e
miz--> 50 100 150 200 250 300
Abundance #126334: s-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,5,
227.0
a =
12.00 12.50
5000 m/z 228.15 16.58%
160 115.0 ‘
\“ I, \‘h ‘\ ‘h‘u“?’P L \“ o ‘5m7‘0‘ ‘19‘50 . “‘ ‘\‘ Co
miz--> 50 100 150 200 250 300
Abundance #126033: Lapacho
227.0 12.00 12.50
m/z 128.05 16.49%
5000
41.0 77.0 1150 ‘
A0 T w0y ||
m/z--> 50 100 150 200 250 300 1200 1250

8270-BF122023.M Thu Jan 04 06:00:04 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1,8,9-Anthracenetriol, 3-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.616 9.36 ng 212263  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,8,9-Anthracenetriol, 3-methyl- 240 C15H1203 000491-59-8 60
2 Benzene, 1,1'-(1,2-ethenediyl)bi... 240 C16H1602 004705-34-4 46
3 2,7-Dimethoxyphenazine 240 C14H12N202 005051-19-4 45
4 Naphtho[2,1-b]furan-4-0l, 1,2-di... 240 C16H1602 068873-20-1 43
5 Naphtho[2,1-b:3,4-b"']difuran, 2,... 240 C16H1602 068873-19-8 43
Abundance Scan 1790 (12.616 min): BF136924.D\data.ms (-1788) (- m/z 240.20 100.00%
240.2
141.1
5000
197.1
M e =
12.50 13.00
76.0 :
S S B ‘Mu ol g e 2980 3580 141,05 68.87%
miz--> 50 100 150 200 250 300 350
Abundance #123501: 1,8,9-Anthracenetriol, 3-methyl-
240.0
5000 ] N
197.0 12.50 13.00
m/z 155.05 52.64%
139.0
\\\\“\Lf“\h‘\“‘f“\!““\“h\\\“ \‘\\ ‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #123832: Benzene, 1,1'-(1,2-ethenediyl)bis[4-methoxy-
240.0
; ‘ =
12.50 13.00
5000 m/z 197.05 31.53%
165.0
m/z--> 50 100 150 200 250 300 350
Abundance #123267: 2,7-Dimethoxyphenazine = .
240.0 12.50 13.00
m/z 170.05 30.54%
5000 197.0
154.0
ls.0 630 1020 L
—— e et i o
m/z--> 50 100 150 200 250 300 350 1250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.645 14.04 ng 478751  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1795 (12.645 min): BF136924.D\data.ms (-1792) (- m/z 43.10 100.00%

43.1
5000 '

12.50 13.00
m/z 73.00  98.21%

m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
129.0 ‘ ‘
10

5000 ‘ =
12.50 13.00
185.0 2410 284.0 m/z 57.10  90.47%
U
m/z--> 0 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
—— —
12.50 13.00
5000 129.0 ITI/Z 60.00 86.39%
H 171.0 213.0 256.0
S ‘ H‘\ \\h”\ \u‘\ i ‘\“‘ ‘ ‘ \ ““\‘ , “\‘ P
m/z--> 5 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid — ==
73.0 12.50 13.00

m/z 55.10  75.22%

5000 129.0
29.0
‘ ‘ 199.0 242 0
| uH‘ nh\\ ‘ L ‘

i ik
T T
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown13.151 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.151 24.26 ng 827454  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 35
2 Acetaldehyde, phenylhydrazone 134 C8H1ON2 000935-07-9 30
3 2-Vinyl-1,3-dithiane 146 C6H10S2 061685-40-3 25
4 Benzofuran, 2,3-dihydro-2-methyl- 134 C9H100 001746-11-8 20
5 2H-1-Benzopyran, 3,4-dihydro- 134 CS9H1e0 000493-08-3 18

Abundance Scan 1881 (13.151 min): BF136924.D\data.ms (-1877) (- m/z 146.05 100.00%

92.1 146.1
187.1
5000
41.1

P
\ 256.1 3021 4. 13.00 13.50
iy by, H\‘ | ‘M‘ — ‘\‘ N ‘h‘ o m/z 92.10 91.77%

— ‘\‘\‘ \LL M‘L ‘
m/z--> 50 100 150 200 250 300
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler
146.0

5000 e P
13.00 13.50
91.0 m/z 134.05 87.55%
39.0 ‘ ‘
T ‘\ ‘\‘ “‘ \“M\‘ mw ‘\‘ ‘h‘ T M\ ‘”U \‘ ‘ T T T ‘ T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #17454: Acetaldehyde, phenylhydrazone
134.0
92.0 L T
13.00 13.50
5000 m/z 133.05 72.18%
39.0 ‘
T ‘\ “ \“‘\ ‘\ \‘ ‘ ‘\ ‘\ T ‘ T T T ‘ T T T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #25268: 2-Vinyl-1,3-dithiane T T
146.0 13.00 13.50

m/z 187.10  63.11%

74.0
5000
L] Iy

\
T T
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00

Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 13 unknownl3.174 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.174 14.85 ng 506427 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrahydroquinoxaline 134 C8H1ON2 003476-89-9 38
2 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 30
3 Benzene, cyclopentyl- 146 C11H14 000700-88-9 25
4 Benzenemethanol, 2,3,4,5-tetrame... 164 C11H160 020020-94-4 22
5 1H-Indazole, 5,7-dimethyl- 146 CO9H1ON2 043067-41-0 18

Abundance Scan 1885 (13.174 min): BF136924.D\data.ms (-1883) (- m/z 146.05 100.00%

146.1
91.1
5000
41.1
= ==
i 011 232, 1269 1 13.00 13.50
0 W dOLL 2920 | | 30728420 0133 65 01.63%
miz--> 50 100 150 200 250 300
Abundance #17448: Tetrahydroquinoxaline
133.0
5000 T ‘ T T ‘ T
13.00 13.50
m/z 91.10 65.37%
77.0
\:\g\q‘\”\h\ \“ H\“\ \‘ T ‘ L ‘ T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance  #25037: 5H-Benzocycloheptene,6,7,8,9-tetrahydro-
146.0
104.0 - .
13.00 13.50
5000 m/z 117.10 52.31%

65.0
e I
miz--> 50 100 150 200 250 300

Abundance #24986: Benzene, cyclopentyl- T —
117.0 13.00 13.50
m/z 92.05 43.54%
5000
39.0 78.
m/z--> 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Cyclohexene, 1,5,5-trimethy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.651 12.52 ng 426950  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1,5,5-trimethyl-3-m... 136 C10H16 016609-28-2 53
2 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 30
3 2,6,6-Trimethylcyclohexa-1,4-die... 150 C10H140 162376-82-1 25
4 Undec-10-ynoic acid (furan-2-ylm... 261 C16H23NO2 332167-72-3 20
5 4,8-Ethano-4H-1,3-benzodioxin, h... 168 C10H1602 057790-44-0 20

Abundance Scan 1966 (13.651 min): BF136924.D\data.ms (-1963) (- m/z 81.05 100.00%

81.0
215.2
167.1 261.1
5000
390
‘ Ly ‘m l s ‘h “ J 358.2400.: m/z 121.10 87.92%

miz--> 50 100 150 200 250 300 350 400
Abundance  #18168: Cyclohexene, 1,5,5-trimethyl-3-methylene-
121.0
79.

5000 — —
13.50 14.00

m/z 107.10  81.50%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #38998: 1-(2-Pyridyl)piperazine
93.0

N
@

—
04.3 13.50 14.00

e e
13.50 14.00
5000 ITI/Z 215.15 72.35%
163.0
51.0
i
m/z--> 50 100 150 200 250 300 350 400
Abundance #27661: 2,6,6-Trimethylcyclohexa-1,4-dienecarbaldehyde P =
121.0 13.50 14.00

m/z 95.10 70.10%

5000
79.

29. |

m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00

Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 15 unknownl3.721 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.721 8.13 ng 277382  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-pyrazolidinone, 1-(2,4-dimethy...
2 13Alpha-delta(8)-dihydroabietic ..

3 Benzo[b]naphtho[2,3-d]thiophene

4 3-pyrazolidinone, 1-(4-ethylphen...

234 C13H18N202
. 304 C20H3202
234 CleéH1es
234 C13H18N202

1000401-06-9 22
017611-16-4 22
000243-46-9 20
1010401-06-8 20

5 Benzo[b]naphtho[1,2-d]thiophene 234 C16H1es 000205-43-6 20
Abundance Scan 1978 (13.721 min): BF136924.D\data.ms (-1975) (- m/z 234.10 100.00%
234.1
187.1
289.1
5000 109.1
55.1
e e
13.50 14.00
344.3 393.
m/z 187.10 72.91%
miz--> 50 100 150 200 250 300 350
Abundance #115894: 3-pyrazolidinone, 1-(2,4-dimethylphenyl)-4-(hyc
234.0
5000 LN L
13.50 14.00
105.0 m/z 289.15  61.39%
‘ 47.0
\“\ \“‘\‘\h\ \““\H \‘\“‘m\ L ‘ \‘\ \‘\ ‘ L ‘ T T ‘ L
miz--> 100 150 200 250 300 350
Abundance #204872. 13Alpha-delta(8)-dihydroabietic acid
289.0
—r— —
13.50 14.00
5000 910 187.0 2430 m/z 243.20 49.12%

430 |
135.0
‘\‘MH \‘ “u‘\““ H‘ “\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350

Abundance #116288: Benzo[b]naphtho[2,3-d]thiophene — ——
234.0 13.50 14.00
m/z 109.10  43.83%
5000
117.0
189.0
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Amino-2-oxoacetic acid, N... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.757 36.81 ng 1255510  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-2-oxoacetic acid, N-[(2-... 223 C11H13NO4 1000126-99-8 50
2 Benzaldehyde, 2,4-dimetoxy-, 3-p... 285 C15H15N303 200626-65-9 49
3 Benzaldehyde, 2,4-dimethoxy-, 4-... 285 C15H15N303 160816-57-9 43
4 Benzofurane-3-carboxamide, 4,5,6... 285 C17H19NO3 351065-50-4 43
5 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 41
Abundance Scan 1984 (13.757 min): BF136924.D\data.ms (-1980) (- m/z 163.15 100.00%
168.2
5000 239.2
285.1
43.1 T 7
H f - I ‘ ‘ 13.50 14.00
o, u““u | “M‘“A‘“‘t”u“ bbbl L 143812 4030y 539 20 45.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102791: 2-Amino-2-oxoacetic acid, N-[(2-hydroxy-4,5-di
168.0
65.0
5000 06.0 T 1T
223.0 13.50 14.00
m/z 285.15  27.23%
‘\‘“H‘ “‘ \w\““ TTT \“ T \‘\ T ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #179824: Benzaldehyde, 2,4-dimetoxy-, 3-pyridylcarbony
168.0
— =
13.50 14.00
5000 m/z 43.10 18.83%
106.0 285.0
51.0
YOO B W = A
m/z--> 50 100 150 200 250 300 350 400
Abundance #179825: Benzaldehyde, 2,4-dimethoxy-, 4-pyridylcarbon —— ——
163.0 13.50 14.00
m/z 81.10 17.23%
5000
78.0 1210 ‘ 285.0
%0 |, lileero L
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Dehydroabietic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.786 41.47 ng 1414460  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 99
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 93
3 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 83
4 Ethyl 4-hydroxy-6-(trifluorometh... 285 C13H10F3NO3 026893-12-9 52
5 Indole, 3-imidazolo[2,1-b]thiazo... 239 C13H9N3S 292855-05-1 38
Abundance Scan 1989 (13.786 min): BF136924.D\data.ms (-1986) (- m/z 239.20 100.00%
239.2
285.1
5000
141.1 — e
431 ‘ 13.50 14.00
0Lt : J L1 bl y o L4 33903863 5 085 15 67.74%
miz--> 50 100 150 200 250 300 350 400
Abundance #199993: Dehydroabietic acid
239.0 285.0
5000 T T T T
5.0 141.0 197.0 13!50 14!00
' ‘ m/z 197.15  32.26%
5.0 “\‘Lh\h“‘ \‘\‘\ ‘\\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C
285.0
239.0 L LN
13.50 14.00
5000 ITI/Z 141.05 23.16%
43.0 197.0
‘ 141.0 ‘
i “ “\‘ ) “ Ly \‘ “H “\‘m‘um‘ i ‘\h‘\ﬂ‘ e “ et
m/z--> 50 100 150 200 250 300 350 400
Abundance  #138578: trans-1,2-Bis(methyldichlorosilyl)ethylene e —
104.0 239.0 13.50 14.00
m/z 240.20 19.01%
5000 J
63.4
e M AL
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
BF136924.D

: 04 Jan 2024 00:00
¢ CG\JU
: 05899-11

: 15  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 18 Heneicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.816 14.41 ng 491339  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

Abundance Scan 1994 (13.816 min): BF136924.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1
. AWAJMvNVKMJLANAvwﬁ
‘ 1350  14.00
2301 . : :
— w‘h H‘ [ o352 200 2811 3422 4100 .., 4319 68.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — ——
13.50 14.00
m/z 71.10 63.32%
T \“\ “‘ \h‘\h‘ \“‘\“\ “ ‘].\6\9\0\ ‘2\2\5\(\)‘ T \2\9\6‘\()\ T ’ L ‘ T
miz--> 50 100 150 200 250 300 350 400
Abundance #132769: 2-Bromo dodecane
57.0
— —
13.50 14.00
5000 m/z 85.10 47 .04%
130 1690
T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #206617: Sulfurous acid, butyl dodecy! ester = —
57.0 13.50 14.00
m/z 55.10 28.32%
13.0
G -2 B R
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 5-Amino-2-(5-amino-1,3-benz... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.839 8.63 ng 294227  Chrysene-di2 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Amino-2-(5-amino-1,3-benzoxazo... 241 C13H11N302 066401-81-8 53
2 2-furancarboxaldehyde, 5-[2-[4-(... 241 C15H15NO2 1000396-52-3 42
3 1-Chloro-2-tripropyl-silyloxyben... 284 C15H25C10Si 1000292-68-4 39
4 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240 038754-94-8 38
5 N-(p-Methoxybenzylidene)-p-anisi... 241 C15H15NO2 001749-08-2 38
Abundance Scan 1998 (13.839 min): BF136924.D\data.ms (-1996) (- m/z 241.20 100.00%
241.2
- JJQ
= =
115 15i11972 286.1 3 13.50 14.00
oL 510 M9, 1972 | 1782513681 7 242.20 18.80%
miz--> 50 100 150 200 250 300 350
Abundance #124578: 5-Amino-2-(5-amino-1,3-benzoxazol-2-yl)phenc
241.0
5000 el bl
79.0 13.50 14.00
m/z 157.10 16.16%
120.0
\2\8\.0\ ““\”\‘! t ““\ 1 \h‘\ T \]\.S\ﬁ’\'?\“\ —t LA
miz--> 50 100 150 200 250 300 350
Abundance #124879: 2-furancarboxaldehyde, 5-[2-[4-(dimethylamino|
241.0
— :
13.50 14.00
5000 m/z 286.15  8.76%
440 920 14101840
SN NN 7 0 VT I
m/z--> 50 100 150 200 250 300 350
Abundance #178373: 1-Chloro-2-tripropyl-silyloxybenzene s =
241.0 13.50 14.00
m/z 141.05 6.16%
5000
199.0
157.0
7
20 | 284.0
e e e 7 F
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl7.586 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.586 14.41 ng 396340  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmastane, 3-one, (5.alpha.) 414 C29H500 1000437-00-8 38
2 naphtho[1,2-d]thiazole, 4,5-dihy... 231 C13H13NOS 1000401-02-8 25
3 Benzoic acid, 2-(5-pyrazolylcarb... 231 C11H9N303 1000277-53-0 22
4 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 20
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 14
Abundance Scan 2635 (17.586 min): BF136924.D\data.ms (-2630) (- m/z 231.15 100.00%
43.1 231.2
95.1
161.1
5000 344.4
414.4
T \
289.1 17.50
i m/z 43.18  95.66%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #310608: Stigmastane, 3-one, (5.alpha.)
231.0
414.0
5000 —— :
17.50
123.0 . .75%
550 ‘ ‘ . o m/z 95.10 81.75
. 17.
= ‘\‘ ““ h‘ \‘J‘ ‘\‘\“LM‘ “‘}H ‘\MI‘\L% o J\T‘ ‘M‘ ‘h’ VRSN EAS— “\‘ S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #112636: naphtho[1,2-d]thiazole, 4,5-dihydro-8-methoxy-
231.0
T \
17.50
5000 ITI/Z 55.10 79.96%
145.0
270 IO L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #112397: Benzoic acid, 2-(5-pyrazolylcarbonylamino)- P ‘
231.0 17.50
m/z 161.10 68.17%
119.0
5000
40.0
DI £ T -
m/z--> 50 100 150 200 250 300 350 400 450 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136924.D

Acqg On : 04 Jan 2024 00:00
Operator : CG\JU

Sample : 05899-11

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
(1s)-2,6,6-Trim... 6.063 19.8 ng 336070 1 6.781 339924 20.0
1,3,6-Octatrien... 6.728 10.4 ng 176612 1 6.781 339924 20.0
(3R,3aR, 3bR,4S, ... 9.951 13.4 ng 249511 3 9.816 371073 20.0
(E)-2,6-Dimetho... 10.769 8.7 ng 198013 4 11.310 453635 20.0
Tetradecanoic acid 10.986 11.2 ng 254939 4 11.310 453635 20.0
n-Hexadecanoic ... 11.869 118.9 ng 2697250 4 11.310 453635 20.0
unknownl12.051 12.051 8.2 ng 185253 4 11.310 453635 20.0
4b,8-Dimethyl-2... 12.269 132.6 ng 3006680 4 11.310 453635 20.0
10,18-Bisnorabi... 12.339 27.8 ng 629795 4 11.310 453635 20.0
1,8,9-Anthracen... 12.616 9.4 ng 212263 4 11.310 453635 20.0
Octadecanoic acid 12.645 14.0 ng 478751 5 13.969 682096 20.0
unknown13.151 13.151 24.3 ng 827454 5 13.969 682096 20.0
unknownl13.174 13.174 14.9 ng 506427 5 13.969 682096 20.0
Cyclohexene, 1,... 13.651 12.5 ng 426950 5 13.969 682096 20.0
unknownl13.721 13.721 8.1 ng 277382 5 13.969 682096 20.0
2-Amino-2-oxoac... 13.757 36.8 ng 1255510 5 13.969 682096 20.0
Dehydroabietic ... 13.786 41.5 ng 1414460 5 13.969 682096 20.0
Heneicosane 13.816 14.4 ng 491339 5 13.969 682096 20.0
5-Amino-2-(5-am... 13.839 8.6 ng 294227 5 13.969 682096 20.0
unknown17.586 17.586 14.4 ng 396340 6 15.457 550000 20.0
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