LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc :

ALS Vvial : 24 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127136.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.357 335 352 358 rBv4 16041 58205 2.65% 0.290%
2 5.451 534 538 541 rBV 48521 47016 2.14% 0.234%
3 5.504 544 547 554 rVB 204631 178435 8.13% ©0.890%
4 5.616 557 566 572 rBV 26734 59471 2.71% 0.297%
5 6.163 656 659 663 rVB 416047 336405 15.33% 1.677%
6 6.516 712 719 722 rBV 268137 335724 15.29% 1.674%
7 6.575 724 729 730 rVW2 166684 275275 12.54% 1.372%
8 6.587 730 731 734 rVB 114986 83590 3.81% 0.417%
9 6.716 749 753 756 rBV2 101407 88793 4.05% 0.443%
10 6.892 779 783 786 rBV 736716 596944 27.20% 2.976%
11 7.204 834 836 840 rBV3 36820 48572  2.21%  ©0.242%
12 7.422 868 873 875 rBvV 42937 52215 2.38% 0.260%
13 7.451 875 878 880 rVWW 162624 148869 6.78% 0.742%
14 7.475 880 882 886 rVW 190951 149209 6.80% 0.744%
15 7.534 886 892 895 rVB7 32611 52657 2.40% 0.263%
16 7.698 915 920 925 rBV3 73970 107257 4.89% 0.535%
17 7.845 942 945 947 rBV2 44609 57589 2.62% 0.287%
18 7.875 947 950 953 rVV3 119529 17e661 7.77% 0.851%
19 7.910 953 956 962 rVV2 231616 307514 14.01% 1.533%
20 7.981 966 968 971 rwv3 47182 49346 2.25% 0.246%
21 8.081 981 985 988 rBv2 133261 174376  7.94% 0.869%
22 8.110 988 990 992 rVV2 110240 105051 4.79% 0.524%
23 8.145 993 996 998 rVWW 367990 308563 14.06%  1.538%
24  8.175 998 1001 1003 rVV 974822 820489 37.38% 4.091%
25 8.198 1003 1005 1007 rVV 897811 671598 30.60%  3.349%
26 8.222 1007 1009 1012 rVB2 149334 123136 5.61% 0.614%
27 8.304 1020 1023 1025 rBV = 126737 99505 4.53% 0.496%
28 8.416 1036 1042 1045 rBV5 28619 45145 2.06% ©0.225%
29 8.457 1045 1049 1054 rVV5 91006 103878 4.73% 0.518%
30 8.516 1054 1059 1061 rVvv3 203819 218419 9.95% 1.089%
31 8.539 1061 1063 1065 rvv2 52552 51414 2.34% 0.256%
32 8.581 1068 1070 1073 rVB2 111083 91709 4.18% 0.457%
33 8.675 1082 1086 1088 rBV 101101 88499 4.03% 0.441%
34 8.757 1094 1100 1103 rBV 329658 329191 15.00% 1.641%
35 8.916 1124 1127 1130 rVB 104106 76999 3.51% 0.384%
36 8.951 1130 1133 1135 rBV4 52505 47986 2.19% 0.239%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc :

ALS Vvial : 24 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.992 1138 1140 1143 rBV3 81835 72083 3.28% ©0.359%
38 9.039 1145 1148 1152 rBV5 75798 129730 5.91% 0.647%
39 9.075 1152 1154 1158 rVB3 58216 66021 3.01% 0.329%
40 9.116 1158 1161 1166 rBv2 82164 83315 3.80% 0.415%
41  9.163 1166 1169 1171 rBV2 63630 59258 2.70% 0.295%
42 9.186 1171 1173 1176 rVB 104681 74276 3.38% 0.370%
43 9.245 1180 1183 1188 rVB 173998 140419 6.40% 0.700%
44  9.322 1192 1196 1199 rBV 448932 372855 16.99% 1.859%
45  9.392 1205 1208 1211 rBV2 175044 165427 7.54% 0.825%
46 9.416 1211 1212 1219 rVB5 53207 56902 2.59% 0.284%
47  9.510 1225 1228 1232 rBV3 38446 46627 2.12% 0.232%
48 9.563 1234 1237 1238 rBvV2 80313 69760 3.18% 0.348%
49 9.639 1246 1250 1253 rBV3 116058 143654 6.54% 0.716%
50 9.710 1258 1262 1264 rVV2 80881 105505 4.81% 0.526%
51 9.851 1283 1286 1290 rVB 446961 323483 14.74% 1.613%
52 9.933 1296 1300 1303 rVB 866631 667293 30.40% 3.327%
53 10.027 1314 1316 1321 rBV5 35643 55196 2.51% 0.275%
54 10.086 1321 1326 1328 rVV3 46237 91505 4.17% 0.456%
55 10.139 1332 1335 1337 rVWV3 50657 51517 2.35% 0.257%
56 10.169 1337 1340 1341 rVV 83992 75021 3.42% 0.374%
57 10.186 1341 1343 1346 rVV 135993 145268 6.62% 0.724%
58 10.292 1359 1361 1366 rVV5 29090 44757 2.04% 0.223%
59 10.351 1366 1371 1374 rVV 402156 342835 15.62% 1.709%
60 10.569 1403 1408 1411 rBV 107964 137844 6.28% 0.687%
61 10.604 1411 1414 1416 rVV2 99478 101362 4.62% 0.505%
62 10.657 1420 1423 1426 rVV4 54899 70175 3.20% 0.350%
63 10.686 1426 1428 1431 rVV3 81690 76948 3.51% 0.384%
64 10.722 1431 1434 1437 rVB 78706 64421  2.93% 0.321%
65 10.827 1449 1452 1456 rBV 293972 338590 15.43% 1.688%
66 11.074 1491 1494 1499 rVvV2 216178 254286 11.58% 1.268%
67 11.274 1525 1528 1530 rBV 246535 183698 8.37% 0.916%
68 11.304 1530 1533 1535 rVB 82459 68103 3.10% 0.340%
69 11.421 1550 1553 1556 rBV 666108 554302 25.25% 2.764%
70 11.704 1598 1601 1604 rBV 169111 151294 6.89% 0.754%
71 11.804 1615 1618 1621 rVB 118358 90340 4.12% 0.450%
72 11.939 1638 1641 1643 rBV2 43038 45214 2.06% 0.225%
73 12.110 1664 1670 1672 rBV 162577 151803 6.92% 0.757%
74 12.245 1690 1693 1696 rBV 117208 92762 4.23% 0.463%
75 12.357 1706 1712 1713 rBV5 34614 47305 2.16% ©0.236%

76 12.492 1732 1735 1737 rVV2 458538 488821 22.27% 2.437%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc :

ALS Vvial : 24 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 12.51@ 1737 1738 1745 rVB3 372894 325736 14.84% 1.624%
78 12.598 1750 1753 1757 rVB 60168 51366 2.34% 0.256%
79 12.651 1757 1762 1766 rBV4 42343 70132 3.20% 0.350%
80 12.868 1797 1799 1805 rBV2 71426 130654 5.95% 0.651%
81 13.004 1817 1822 1826 rBV 120043 147238 6.71% 0.734%
82 13.116 1837 1841 1844 rVB 218246 174913 7.97% 0.872%
83 13.227 1858 1860 1863 rVB 55448 45743  2.08% 0.228%
84 13.386 1882 1887 1892 rBV 2362113 2195000 100.00% 10.944%
85 13.510 1904 1908 1911 rVB2 48522 51178 2.33% 0.255%
86 13.639 1927 1930 1934 rBV 284039 324999 14.81% 1.620%
87 13.868 1966 1969 1973 rVV 100018 87829 4.00% 0.438%
88 14.027 1992 1996 2000 rBV 618235 691157 31.49%  3.446%
89 14.068 2000 2003 2010 rVB 620720 578837 26.37% 2.886%
90 14.151 2015 2017 2024 rVB4 41864 52512 2.39% 0.262%
91 14.286 2037 2040 2042 rBV 52747 47436  2.16% 0.237%
92 14.368 2051 2054 2063 rVB5 65043 125122 5.70% 0.624%
93 14.521 2077 2080 2081 rBV 79218 77087 3.51% 0.384%
94 14.539 2081 2083 2094 rVB3 106741 168148 7.66% ©0.838%
95 15.451 2235 2238 2243 rVB 111116 125469 5.72% 0.626%
96 15.562 2253 2257 2264 rVB 366528 472625 21.53%  2.356%
97 16.309 2379 2384 2391 rVB 140754 235146 10.71% 1.172%
98 16.621 2430 2437 2448 rBV 401434 773798 35.25%  3.858%
99 16.733 2453 2456 2465 rVB4 60826 121414 5.53% 0.605%
100 17.333 2553 2558 2563 rBv4 68067 123267 5.62% 0.615%

Sum of corrected areas: 20056486
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127136.D\data.ms
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Abundance TIC: BF127136.D\data.ms
13.83

2000000

1500000

1000000 98]179% 9.933

11.421
322 9.85]
500000 93 10.351 12,49
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Abundance TIC: BF127136.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 +trans-.beta.-Ocimene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.163 11.27 ng 336405 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-.beta.-Ocimene 136 C1OH1l6 003779-61-1 94
2 .alpha.-Pinene 136 C1OH16 000080-56-8 94
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 CleH1l6 000508-32-7 91
4 .gamma.-Terpinene 136 C1OH16 000099-85-4 91
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 91
Abundance Scan 659 (6.163 min): BF127136.D\data.ms (-656) (-) m/z 93.10 100.00%
3.1
5000
77.1
e e
‘ﬁ 0 ‘ 12‘1-1136_1 5.80 6.00 6.20 6.40
0 m_m‘h ‘W “‘mu‘m b LT wsz e1.10 44.44%
miz--> 20 80 100 120 140
Abundance #18059.Uans=benx-Ocnnene
93.0
5000 L L B A B
41.0 0 5.80 6.00 6.20 6.40
121.0 m/z 92.10 37.50%
O \\\‘\\b\\ \\%ﬁ \‘\‘\\‘\\ ‘\‘\“‘\\\“‘\\1§?.‘0\
miz--> 20 100 120 140
Abundance #18035.amhaerene
93.0
P e e e
5.80 6.00 6.20 6.40
5000 m/z 77.10 31.18%
77.0
4 ‘ 121'0136 0
ol 200 L gsou L i i T rR0
miz--> 20 40 60 80 100 120 140
Abundance #18211: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- e ,J‘\vm =
93.0 5.80 6.00 6.20 6.40
m/z 79.10 25.97%
5000
41.0
‘ 770 121.0436 9
o150 |y ‘ o w N P “ e e et
m/z--> 20 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Heptanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.575 9.22 ng 275275 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 72
2 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 59
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59
4 Pentanoic acid 102 C5H1002 000109-52-4 59
5 Hexanoic acid 116 C6H1202 000142-62-1 50
Abundance Scan 729 (6.575 min): BF127136.D\data.ms (-724) (-) m/z 60.10 100.00%
60.1
5000
41.1
871 1051 L L I LI R N B I
“H “ ‘ ‘ 120.0 6.20 6.40 6.60 6.80
O rrprrreprrrr gl e st gt e e m/z 73.00 41.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15392: Heptanoic acid
60.0
5000 LI L L L B BN B
410 6.20 6.40 6.60 6.80
87.0 m/z 41.10 30.74%

o

27.0 ‘ ‘
101.0
\\\‘\\H‘\\\\‘\\\\‘!\‘\\‘\‘\1‘\‘ \\\NU\}\\‘\‘}\\‘\\\\“\\\\J‘-\]-\S\?‘O\\]-\g\el\()\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9227: Pentanoic acid, 3-methyl-
60.0

6.20 6.40 6.60 6.80

5000 ITI/Z 55.10 25.73%
41.0 87.0
bl L | dotomse
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4825 Butanoic acid, 3-methyl- A
60.0 6.20 6.40 6.60 6.80

m/z 43.10 21.26%

5000
41.0

27.0 87.0

ohazo Ll | 1020
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown7.910 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.910 7.50 ng 307514 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 38
2 Lactose 342 C12H22011 000063-42-3 38
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 35
4 Nonanoic acid 158 C9H1802 000112-05-0 27
5 Dimethyl 3-hydroxy-3-methylpenta... 190 C8H1405 056652-39-2 22
Abundance Scan 956 (7.910 min): BF127136.D\data.ms (-953) (-) m/z 60.10 100.00%
60.1
5000 117.1
7.60 7.80 8.00 8.20
- w“‘““‘ d “MMH” 8 e m/z 43.10  99.42%
mlz--> 50 100 150 200 250 300 350
Abundance #24056: Octanoic acid
60.0
5000 I L R R R
7.60 7.80 8.00 8.20
101.0 m/z 41.10 69.41%
miz--> 100 150 200 250 300 350
Abundance #250148: Lactose
73.0
e AaEman R
7.60 7.80 8.00 8.20
5000 m/z 73.10 66.47%
‘ 131.0
ol J\H‘h\\ M a1 191.0229.0 2750 3250
miz--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt
60.0 7.60 7.80 8.00 8.20
m/z 57.05 60.69%
127.0
5000
ol bl ) 260 2730 ssec L gl UL
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.757 8.02 ng 329191 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Nonadecane 268 C19H40 000629-92-5 78
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 72
Abundance Scan 1100 (8.757 min): BF127136.D\data.ms (-1094) (-) m/z 57.10 100.00%
57.1
5000
85.1
T T
8.40 8.60 8.80 9.00
131 1
0 1551 1843 m/z 43.05 70.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 L L B L LI LN B
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.10 53.24%
0 “ H\ \‘\ \\‘ I llu30 . 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
 REEEEARSEE L
8.40 8.60 8.80 9.00
5000 m/z 41.10 38.28%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane  AREAEEmaR TS
57.0 8.40 8.60 8.80 9.00
m/z 85.10 34.49%
5000 85.0
29.0
oMm‘\‘“uHH_mmwﬁ%ﬁ?&%&?&@99&?"?9”“”‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.322 11.18 ng 372855  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Decane 142 C1OH22 000124-18-5 83
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 72
Abundance Scan 1196 (9.322 min): BF127136.D\data.ms (-1192) (-) m/z 57.10 100.00%
57.1
5000
s MNKJMA/\u
R R
h 1131 1411 198.2 9.00 9.20 9.40 9.60
Ol bl 4705 1411 1692 1982 n/y 43.10 69.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 T T T T T T T T T T
9.00 9.20 9.40 9.60
29.0 m/z 71.05 54.94%
0 “ “\ H\ “\ Il \\‘ 11“30“ 14”10 169.0 19\80
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
R ARBERAREEES SR
9.00 9.20 9.40 9.60
5000 m/z 41.10 38.99%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ e ll\\3'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22068: Decane AR R
43.0 9.00 9.20 9.40 9.60
m/z 85.10 36.07%
5000
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

8270-BF021622.M Wed Mar 02 13:33:14 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.851 9.70 ng 323483  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tridecane 184 C13H28 000629-50-5 83
5 Decane, 1-bromo-2-methyl- 234 C11H23Br 127839-47-8 72
Abundance Scan 1286 (9.851 min): BF127136.D\data.ms (-1283) (-) m/z 57.10 100.00%
57.1
5000
85.1 AJM
= =
9.50 10.00
113.1
o‘,‘HwH‘H‘_J‘:wH‘_HwH“‘1‘5"‘1‘9‘1‘?“2‘%%??‘3“H_m_m m/z 43.10  71.38%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #107218: Hexadecane
57.0
5000 = el
9.50 10.00
290 850 m/z 71.18  57.55%
0 “ ‘ L H‘ 113.0141.0169.0197.0 226.0
\’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158600: Nonadecane
57.0
= =
9.50 10.00
m/z 85.10 37.35%
5000 85.0
29.0
0 \‘ h H\ Jl ull? 0141 0169.0197.0 268.(
w‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #90193: Pentadecane e ™
57.0 9.50 10.00
m/z 41.10 37.19%
5000 85.0
29.0
212.0
Ll eoaa0ies
Y S S Y e M - —
m/z--> 20 40 60 80 100120140160 180 200220240260 9.50 10.00

8270-BF021622.M Wed Mar 02 13:33:15 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Pentadecane, 7-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.351 10.28 ng 342835  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 97
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 1371 (10.351 min): BF127136.D\data.ms (-1366) (- m/z 57.10 100.00%
57.1

- o {\VW/WAAJNK\NMJLVm,Vﬁ
o =T
10.00 10.50
113.2 151.0
owmm“m‘huH”:wwm“_‘mm‘_m_ﬁ?‘l‘”w?ﬁ?ﬁw m/z 43.05  66.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 - T
10.00 10.50
85.0 9
29.0 m/z 71.10 56.65%
0 “ ‘ L 4 H‘ 113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107232: Pentadecane, 7-methyl-
57.0
e o
10.00 10.50
5000 ITI/Z 85.10 37.88%
85.0
20 1120 1400
oo i 901680 2110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane s ™
57.0 10.00 10.50
m/z 41.10 34.21%
5000 85.0
29.
0 ‘ h Il \\‘1130\141016901960 240(
“H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF021622.M Wed Mar 02 13:33:18 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.827 12.22 ng 338590  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 1452 (10.827 min): BF127136.D\data.ms (-1449) (- m/z 57.10 100.00%
57.1
- T “\wNANMAJ\pWJWAANﬂK
‘ 1050 11.00
113.1 : :
141.0
0 HWHwm!‘_u“m_m‘w:M_m‘““,“‘1‘?‘3“2“?%‘}‘2“2““9‘3 m/z 43.10  66.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane
57.0
85.0
5000 — 5
10.50 11.00
m/z 71.10 61.16%
113.0
0 H bog o 141016901970 2400
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH’\\\\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane
57.0
= P
10.50 11.00
m/z 85.10 44.09%
5000 85.0
29.0
0 Ll H$014101600 2120
‘H‘H‘w‘H‘_‘H‘H‘w“u‘u‘W‘H‘V‘H‘H‘W‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane . ]
57.0 10.50 11.00
m/z 41.10 32.67%
5000
85.0
29.0
o \‘ | || 113014101690 226.0
H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H‘W‘H‘_‘ — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF021622.M Wed Mar 02 13:33:21 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.075 9.18 ng 254286  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 97
2 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 50
3 4-(1-Hydroxyallyl)-2- methoxyphenol 180 C10H1203 112465-50-6 46
4 1-(Prop-2-ynyloxy)-3,4-methylene... 178 C10H1003 019202-22-3 41
5 Benzene, 1-methyl-4-nitro- 137 C7H7NO2 000099-99-0 35
Abundance Scan 1494 (11.074 min): BF127136.D\data.ms (-1491) (. m/z 137.05 100.00%
137.1
91.0
5000 180.1
51.0 JJ\W
Rl
11.00
0 A2 g 124010 70.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
13y7.0
180.0
5000 e :
91.0 11.00
65.0 m/z 91.05 56.73%
O T \‘\ ‘ \‘\“\ \“H\ \‘h”\ “‘\‘H\ \H\“"\ \‘ w\ ‘M\‘\ \“M\ T M\“ \“\Ml T ‘H‘} TTT “\ TTT ‘ TTTT ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54474: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl-
137.0
RN
11.00
5000 ITI/Z 180.05 50.71%
180.0
65.0 91.0 ‘
A O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxyphenol ooy fhag
137.0 11.00
m/z 77.00 39.87%
5000
180.0
65.0 91.0
0 ‘H‘mW“M,u‘m“,‘““‘_MH‘ium‘wwwWw_w S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00

8270-BF021622.M Wed Mar 02 13:33:23 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tridecane, 1-iodo- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.274 6.63 ng 183698  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90

Abundance Scan 1528 (11.274 min): BF127136.D\data.ms (-1525) (-] m/z 57.05 100.00%
57.0

o m
— —
99.1 11.00 11.50
obd d bud 2412 071 2542 m/z 43.10 70.17%
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — —
11.00 11.50
m/z 71.10 63.65%
‘ 183.0
0 T “\‘ ‘\ ‘ ‘ ‘“ “ “ \‘ T %4\]-’0‘\ T \‘ T ’ T T T T ’ T L \?"1\0|
m/z--> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
o —
11.00 11.50
5000 m/z 85.10 43.38%
99.0
— ““ At L e e A
m/z--> 100 150 200 250 300
Abundance #194590: Heneicosane T —T
57.0 11.00 11.50
m/z 41.10 33.67%
5000
‘ 99.0
41.0
ohzsol | 111 | 140 1030 50 20 e
m/z--> 50 100 150 200 250 300 11.00 11.50

8270-BF021622.M Wed Mar 02 13:33:24 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Heptacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

11.704 5.46 ng 151294  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Decane, 1-iodo- 268 C1loOH21I 002050-77-3 87
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1601 (11.704 min): BF127136.D\data.ms (-1598) (- m/z 57.10 100.00%
57.1

o M
5.0 —r —
11.50 12.00
141.1
0 “w“ Lat 183122432684 nyy 43.10 65.28%
mlz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 Gl S
11.50 12.00
m/z 71.10 62.55%
oLl Y ‘\ ] 1‘410183022502670 323.0 380.(
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #157263: Decane, 1-iodo-
43.0
—r 1
11.50 12.00
5000 5.0 ITI/Z 85.10 43.86%
141.0
oLy iy |.1830 2680
miz--> 50 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester e —
57.0 11.50 12.00
m/z 41.05 34.77%
B wﬂkmwhmwMAﬂ«AwwNAAJWM
ol M (14101820 2520 3250 el
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Wed Mar 02 13:33:26 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.110 5.48 ng 151803  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1670 (12.110 min): BF127136.D\data.ms (-1664) (-, m/z 57.10 100.00%
57.1

o JJ{JL%J&MVAMWﬂywﬂw}\A
9.0 12.00 12.50
|11y, 1412 2081 . 1y
oLl \N“‘ B B R B N B m/z 43.10 65.17%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
12.00 12.50
m/z 71.10 63.15%
ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— o
12.00 12.50
5000 ITI/Z 85.10 45.07%
9.0
0 [1] ITENE s 0183 0225.0267.0  338.0
ey A A
m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane T —
57.0 12.00 12.50
m/z 41.05 34.25%
5000
Ql 9.0 198.0
otsg [l ([} 110 2980 o bl U
m/z--> 50 100 150 200 250 300 350 12.00 12.50

8270-BF021622.M Wed Mar 02 13:33:27 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.492 17.64 ng 488821  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 94
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 93
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 92
5 Linoelaidic acid 280 C18H3202 000506-21-8 90

Abundance Scan 1735 (12 492 min): BF127136.D\data.ms (-1732) (. m/z 67.10 100.00%

12:50
263.1 :
ol w‘“‘ ﬁ( L2871 22807707 326 n/; g1.10  83.77%
m/z--> 50 150 200 250 300
Abundance #191926: 9,12-Octadecad|enoic acid, methyl ester, (E,E)-
67.0
5000 17
12.50
09.0 m/z 55.10 72.13%
0 HL \H“\H”\ H e T \2‘6\?.\0\ \“ T
miz-> 50 100 150 200 250 300
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
61.0
—r
12.50
5000 m/z 41.05 60.08%
090
29. ‘ 280.0
o 41300 1e60 2360 T
miz-> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T
67.0 12.50
m/z 95.05 58.21%
5000
090 294.0
150.0 :
o LU L0390 200, 7T L
m/z--> 50 100 150 200 250 300 12.50

8270-BF021622.M Wed Mar 02 13:33:28 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.5106 11.75 ng 325736  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 96
2 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 93
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
4 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 90
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 90

Abundance Scan 1738 (12.510 min): BF127136.D\data.ms (-1737) (- m/z 55.10 100.00%

Abundance #194445 9- Octadecenoic acid, methyl ester, (E)-

54.1 )
5000 or.1
T \
h ‘ 39.1 180.2 222.3 265.3 12.50
oL, “k“ Whm”ﬂhwwhwwdHLu‘u A‘u H““ ???' m/z 83.10 66.68%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
58.0
5000 7.0 . :
12.50
m/z 74.10 65.93%
%370 180.0 222.0 264.0
oL “\‘ ‘d‘ ‘H\\“‘H\HU\ i . ‘1 . “ T ‘“‘ ‘2‘98‘(‘)‘ .
m/z--> 50 150 200 250 300
Abundance 94407 8 Octadecenoic acid, methyl ester
pt ‘
12.50
5000 m/z 69.10 56.84%
264.0
3370 180.0 222.0
0! MH\“HHH\ L \!\ - }\L R ‘2‘9\8"9‘ :
m/z--> 150 200 250 300
P ‘

12.50
m/z 97.10 50.58%

264.0
5000

222.0
370 180.0

0, uu“\\ \‘M ol “L ' h‘ ‘2‘9@(‘)‘ .

miz--> 150 200 250 300 12.50

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 15 Benzene, 1,3-dimethoxy-5-[(... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13.116 6.04 ng 174913 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethoxy-5-[(1E)-2... 240 C16H1602 021956-56-9 99
2 1-Methoxy-3-[2-(3-methoxyphenyl)... 240 C16H1602 006325-63-9 89
3 1,4-Dimethoxy-2-(2-phenylvinyl)b... 240 C16H1602 021889-09-8 60
4 Benzenamine, 4-[2-(4-nitrophenyl... 240 C14H12N202 004629-58-7 45
5 Naphtho[2,1-b:7,8-b']difuran, 1,... 240 C16H1602 068873-21-2 45
Abundance Scan 1841 (13.116 min): BF127136.D\data.ms (-1837) (. m/z 240.20 100.00%

240.2
165.1
5000
209.1 — —f
6.1 H ‘ , 13.00 13.50

oL, ‘w!w“m“;uk‘u‘H 4 ““‘1““””:“:‘_1‘w“m‘m‘_?ﬁl‘r m/z 165.05  57.74%

m/z--> 20 40 60 80 100120140 160 180200220240260280

Abundance #123847: Benzene, 1,3-dimethoxy-5-[(1E)- 2 -phenylethen
40.0

165.0

5000 R
13.00 13.50
209.0 m/z 239.10 42.91%

0 rhd h‘ Ll \H ‘M H \HL M\ I ‘\‘u “ | ]

’\H\‘HH‘HH‘HH‘HH‘H\\ T HH‘HH‘HH‘HH TTTTTTIT T

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123842: 1-Methoxy-3-[2-(3-methoxyphenyl)ethenyl]benz
240.0

e o
13.00 13.50
5000 1650  209.0 m/z 152.00 25.91%
o FOmz0 |

0 V‘Hywuﬂwﬂﬂﬁuqmluwmﬂwﬂh”Lﬂwuﬂhﬂ‘wlu"H‘_‘H_‘

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #123804: 1,4-Dimethoxy-2-(2-phenylvinyl)benzene — v ——
240.0 13.00 13.50

m/z 153.05  24.44%

5000
165.0

197.0

910 128.0 ‘
0270 630\\ - HH‘ u \ u‘\ ‘ ‘ ]\
,\\\\‘\m‘\m‘m“\m‘m\‘\m‘\m‘mwmWmmwm‘u —— ——

m/z--> 20 40 60 80 100120140160180200220240 260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42

Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.386 75.84 ng 2195000 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 64

2 Acridin-9-amine, 1,2,3,4-tetrahy..
3 9H-Pyrido[3,4-b]indole, 7-methox...
4 Benzenamine, 4,4'-methylenebis[2...
5 Benzenamine, N-[(4-nitrophenyl)m...

. 226 C15H18N2
226 C14H14N20
226 C15H18N2
226 C13H1ON202

297758-19-1 64
143502-37-8 58
000838-88-0 47
000785-80-8 46

Abundance Scan 1887 (13.386 min): BF127136.D\data.ms (-1882) (-  m/z 226.10 100.00%
1

226.

165.1
5000
— —
394 771 1191 “ ‘ 13.00 13.50
ol kb LAy A J‘u LI 2861 842, ./ 16516 53.53%
miz--> 50 100 150 200 250 300
Abundance #107128: Acridin-9-amine, 1,2,3,4-tetrahydro-5,7-dimethy
226.0
5000 A
13.00 13.50
m/z 225.10 40.69%
39.0 77.0113.0 1830 |
oLb— \‘m ‘mu‘w\ \\“u “H\H‘H\“\‘ i e ae ‘h\“ \U I M mae e
miz--> 50 100 150 200 250 300
Abundance #107129: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethy
226.0
— —
13.00 13.50
5000 m/z 152.05  20.26%
300 7701130 1830 |
oL \\W‘\HWW”WM\Nw‘WWVWWWW\H e
miz--> 50 100 150 200 250 300
Abundance #106849: 9H-Pyrido[3,4-bJindole, 7-methoxy-1,9-dimethyl ‘ v e A
226.0 13.00 13.50
m/z 194.10 18.45%
183.0
5000
113.0
RELIC ST DU UWE P B P
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF021622.M Wed Mar 02 13:33:32 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Pinosylvin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.639 11.23 ng 324999 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pinosylvin 212 C14H1202 022139-77-1 99
2 2-(2-Methylphenyl)benzoic acid 212 C14H1202 1000305-27-9 64
3 3'-Methoxy-[1,1'-biphenyl]-4-car... 212 C14H1202 209863-09-2 64
4 Pinosylvin, diacetate 296 C18H1604 071144-79-1 64
5 Acridin-9-amine, 1,2,3,4-tetrahy... 212 C14H16N2 005778-78-9 58
Abundance Scan 1930 (13.639 min): BF127136.D\data.ms (-1927) (-  m/z 212.10 100.00%
212.1
165.1
5000
1150 T /\ T T T T }\\*
51.0 g2.1 H 13.50 14.00
0! Pl dil 2571 8000 s 165,10 54.32%
miz--> 50 100 150 200 250 300
Abundance #89934: Pinosylvin
212.0
165.0
5000 e
13.50 14.00
m/z 211.10 48.93%
51.0 82.0 128.
019 “\““\M‘ 1‘\ L B B s
miz--> 50 100 150 200 250 300
Abundance #89964: 2-(2-Methylphenyl)benzoic acid
165.0 212.0
S —
13.50 14.00
5000 m/z 141.00 21.91%
soeotis || ||
bbb L b W L
miz--> 50 100 150 200 250 300
Abundance  #90019: 3'-Methoxy-[1,1'- Mphenyﬂ4-carbMdehyde o P
2.0 13.50 14.00
m/z 114.95 17.74%
5000
139.0 J
630 81.0
0 290 T ‘\ﬁ by h \\hh [ ‘ w

m/z--> 50 100 150 200 250 300 13. 50 14. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknownl14.539 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.539 5.81 ng 168148  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chrysin 254 C15H1004 000480-40-0 42
2 5-Amino-2-(3-nitrophenyl)-3,3,4(... 281 C13H7N503 1000326-96-8 35
3 2-Hydroxy-4-methyl-5-(p-tolylazo... 254 C15H14N202 066777-90-0 25
4 6-Methyl-1-pyridin-2-ylmethylene... 254 C14H10N203 1000274-64-8 25
5 4-[5-(4-Fluorophenyl)-1H-1,2,4-t... 254 C14H11FN4 1000387-34-8 25
Abundance Scan 2083 (14.539 min): BF127136.D\data.ms (-2081) (-  m/z 153.00 100.00%
158.0
254.1
5000 o1
43.1
‘ ‘ | 195.2 2081 1450 |
ol g all i‘h‘“““““”‘“““ fl Ly ‘ﬂuw‘\ww L. ‘\‘ ‘\“‘H‘HM.“ il ‘3‘4‘1"' m/z 254.10 73.17%
miz--> 50 100 150 200 250 300
Abundance #140491: Chrysin
254.0
5000 14.50
152.0 m/z 120.10  61.30%
0\2\9\(\) i‘\ ‘\“‘\ \H‘\“\‘\ f “\ T \1\97'(\)\“\ g ‘L\ L B
miz--> 50 100 150 200 250 300
Abundance #174214: 5-Amino-2-(3-nitrophenyl)-3,3,4(2H)-furantricar|
254.0
L \
14.50
5000 m/z 91.10 51.13%
165.0 2080
‘ 1260 ‘ ‘
oL \\‘\ H HH\\ “ h\\ ‘\H“““H\“HH‘
miz--> 50 100 200 250 300
Abundance #140576: 2—Hydroxy—4—methyl—5—(p—to|y|azo)—2,4,6—cyc|oh( P |
91.0 254.0 14.50
m/z 43.10 27.29%
39.0 :
b 0L L L mozne -
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 4,4'-((2R,3S)-2,3-Dimethylb... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.309 9.95 ng 235146  Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
14,4'-((2R,35)-2,3-Dimethylbutane... 330 C20H2604 066322-34-7 64
2 2-Cyano-3-(4-hydroxy-3-methoxyph... 220 C11H12N203 1000459-40-0 64
3 Phenol, 3-(dimethylamino)- 137 C8H11NO 000099-07-0 64
4 Homovanillic acid 182 C9H1004 000306-08-1 64
5 Guaiacol, 4-butyl- 180 C11H1602 059832-96-1 59
Abundance Scan 2384 (16.309 min): BF127136.D\data.ms (-2379) (- m/z 137.00 100.00%
137.0
5000
3581 4
16.00 16.50
77.0 194.0
obe bl 27002691 ‘L 2800 myz 138.00  18.36%
mlz--> 50 100 150 200 250 300 350 400
Abundance #236968: 4,4'-((2R,3S)-2,3-Dimethylbutane-1,4-diyl)bis(2
137.0
5000 et j\» —,
16.00 16.50
m/z 358.15 15.18%
330.0
77.0
0 \2\9\.9“\‘“\ "\ \““H\‘\‘ h ‘h\\\lrng‘.(\)\ L B B !‘ N UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #98371: 2-Cyano-3-(4-hydroxy-3-methoxyphenyl)propanz
137.0
T
44.0 16.00 16.50
5000 m/z 122.05 11.99%
220.0
ol B0
miz--> 50 100 150 200 250 300 350 400 A
Abundance #19266: Phenol, 3-(dimethylamino)- = RN e
13).0 16.00 16.50
m/z 94.05 11.33%
5000
15.0 68. ‘
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 (-)-Nortrachelogenin Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.621 32.74 ng 773798  Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (-)-Nortrachelogenin 374 C20H2207 034444-37-6 91
2 4-Amino-2,3-xylenol 137 C8H11NO 003096-69-3 80
3 Ethyl homovanillate 210 C11H1404 060563-13-5 72
4 6-Amino-2,4-dimethylphenol 137 C8H11NO 041458-65-5 64
5 Propan-2-one, 1-(4-isopropoxy-3-... 222 C13H1803 1000267-40-3 64

Abundance Scan 2437 (16.621 min): BF127136.D\data.ms (-2430) (1 m/z 137.05 100.00%

137.1
5000
Jleso 17.00
77.1 374.1 : :
ol L 21912640 3200 T m/z 138.85  12.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #282826: (-)-Nortrachelogenin
137.0
5000 “““/\ﬁ = I
16.50 17.00
m/z 122.00 8.85%
560 | 37‘4.0
0 H\‘\”““\'\‘\‘\‘HH‘\H\‘\H\‘H\\‘\H\‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #19220: 4-Amino-2,3-xylenol
137.0 ~MMﬁL
RN e =
16.50 17.00
5000 ITI/Z 94.00 6.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #86879: Ethyl homovanillate P e
137.0 16.50 17.00
m/z 374.10 4.18%
5000
210.0
L2520 110
e e e e e —h e
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127136.D

Acqg On : 02 Mar 2022 00:42
Operator : CG\JU

Sample : N1713-03 10X

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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|
trans-.beta.-Oc... 6.163 11.3 ng 336405 1 6.892 596944 20.0
Heptanoic acid 6.575 9.2 ng 275275 1 6.892 596944 20.0
unknown7.910 7.910 7.5 ng 307514 2 8.175 820489 20.0
Tridecane 8.757 8.0 ng 329191 2 8.175 820489 20.0
Tetradecane 9.322 11.2 ng 372855 3 9.933 667293 20.0
Hexadecane 9.851 9.7 ng 323483 3 9.933 667293 20.0
Pentadecane, 7-... 10.351 10.3 ng 342835 3 9.933 667293 20.0
Heptadecane 10.827 12.2 ng 338590 4 11.422 554302 20.0
(E)-4-(3-Hydrox... 11.075 9.2 ng 254286 4 11.422 554302 20.0
Tridecane, 1-iodo- 11.274 6.6 ng 183698 4 11.422 554302 20.0
Heptacosane 11.704 5.5 ng 151294 4 11.422 554302 20.0
Octacosane 12.110 5.5 ng 151803 4 11.422 554302 20.0
9,12-Octadecadi... 12.492 17.6 ng 488821 4 11.422 554302 20.0
9-Octadecenoic ... 12.510 11.8 ng 325736 4 11.422 554302 20.0
Benzene, 1,3-di... 13.116 6.0 ng 174913 5 14.068 578837 20.0
Acridin-9-amine... 13.386 75.8 ng 2195000 5 14.068 578837 20.0
Pinosylvin 13.639 11.2 ng 324999 5 14.068 578837 20.0
unknownl14.539 14.539 5.8 ng 168148 5 14.068 578837 20.0
4,4'-((2R,35)-2... 16.309 9.9 ng 235146 6 15.562 472625 20.0
(-)-Nortrachelo... 16.621 32.7 ng 773798 6 15.562 472625 20.0
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