LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS Vvial : 17 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128175.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.940 264 281 284 rBV3 16790 67388 2.50% 0.210%
2 4.404 356 360 369 rVB 277176 335955 12.44% 1.048%
3 5.134 482 484 487 rVB 60633 52357 1.94% 0.163%
4 5.240 498 502 504 rBV2 75335 84031 3.11% 0.262%
5 5.269 504 507 512 rBV 262768 282842 10.48% 0.883%
6 5.416 520 532 535 rVB2 58463 185860 6.88% 0.580%
7 5.510 544 548 557 rVB 1016883 975410 36.13%  3.044%
8 5.663 571 574 583 rVB3 32615 53797 1.99% 0.168%
9 5.898 610 614 620 rBvV 95356 91668 3.40% 0.286%
10 6.516 715 719 729 rVB2 679072 779183 28.86% 2.431%
11 6.892 779 783 786 rBV 493377 464556 17.21% 1.450%
12 6.939 788 791 793 rBV 75690 68647 2.54% 0.214%
13 7.069 810 813 815 rBV 85399 78436  2.91%  0.245%
14 7.198 831 835 839 rBV 42835 56779 2.10% 0.177%
15 7.239 839 842 848 rVW4 39056 72342  2.68% 0.226%
16 7.298 848 852 861 rVB 250798 290809 10.77%  0.907%
17 7.398 862 869 872 rBV3 35735 64676  2.40% 0.202%
18 7.457 872 879 882 rVV 1588538 1666141 61.71% 5.199%
19 7.481 882 883 887 rVB 92027 71075 2.63% 0.222%
20 7.563 894 897 900 rVW2 64937 89174 3.30% 0.278%
21 7.622 904 907 911 rVW4 32649 59246 2.19% ©0.185%
22 7.822 938 941 946 rBV3 38427 49817 1.85% 0.155%
23 7.922 949 958 959 rBvV2 313732 520633 19.28% 1.625%
24 7.939 959 961 967 rVB2 262823 513577 19.02% 1.603%
25 8.110 981 990 992 rBV7 37193 72069 2.67% 0.225%
26 8.175 996 1001 1002 rvVv 679254 640382 23.72% 1.998%
27 8.198 1002 1005 1008 rVV 1659046 1478213 54.75% 4.613%
28 8.245 1008 1013 1016 rVB 104149 107833 3.99% 0.336%
29 8.469 1040 1051 1054 rVvV 431499 831921 30.81% 2.596%
30 8.522 1056 1060 1062 rVV 294724 261879 9.70% 0.817%
31 8.557 1062 1066 1071 rVB2 98228 119747 4.44% 0.374%
32 8.604 1071 1074 1077 rBV2 80061 97884 3.63% 0.305%
33 8.769 1099 1102 1105 rVB 71473 60632 2.25% 0.189%
34 8.816 1105 1110 1112 rBV2 48345 54184 2.01% 0.169%
35 8.886 1118 1122 1125 rBV 479224 373031 13.82% 1.164%

36 8.963 1130 1135 1137 rVV2 110754 170951 6.33%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS Vvial : 17 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.986 1137 1139 1141 rVB 316321 232054 8.60% 0.724%
38 9.133 1159 1164 1165 rBv2 133783 165404 6.13% 0.516%
39 9.145 1165 1166 1171 rVV2 142970 157326 5.83% 0.491%
40 9.204 1172 1176 1179 rVWV 169635 187825 6.96% 0.586%
41  9.251 1179 1184 1187 rVB 3105948 2699817 100.00%  8.424%
42 9.351 1198 1201 1206 rVB 127000 140554 5.21% 0.439%
43 9.516 1222 1229 1234 rBV5 52525 109566 4.06% 0.342%
44  9.604 1234 1244 1247 rBV3 662262 1070884 39.67%  3.342%
45  9.627 1247 1248 1252 rVV 133408 85077 3.15% 0.265%
46 9.680 1253 1257 1259 rwv2 92314 116552 4.32% 0.364%
47  9.716 1259 1263 1267 rVB3 202847 247130 9.15% 0.771%
48 9.845 1282 1285 1293 rVB3 73578 94237  3.49% 0.294%
49 9.933 1296 1300 1302 rVV 747426 638548 23.65% 1.993%
50 9.963 1302 1305 1309 rwv 727584 619290 22.94% 1.932%
51 10.004 1309 1312 1318 rVvVv2 163867 258300 9.57% 0.806%
52 10.069 1320 1323 1326 rVV2 104800 149171 5.53% 0.465%
53 10.098 1326 1328 1331 rVV2 201545 249453  9.24% 0.778%
54 10.133 1331 1334 1340 rVB2 324320 356767 13.21% 1.113%
55 10.204 1344 1346 1349 rVB2 61932 52797 1.96% 0.165%
56 10.239 1349 1352 1355 rBV2 96039 92030 3.41% 0.287%
57 10.339 1365 1369 1373 rBV2 132133 134122 4.97% 0.419%
58 10.380 1374 1376 1380 rvv3 41956 63695 2.36% 0.199%
59 10.457 1384 1389 1391 rVV2 192532 269916 10.00% 0.842%
60 10.480 1391 1393 1396 rVB 503915 372676 13.80% 1.163%
61 10.545 1401 1404 1405 rVV3 50541 59638 2.21% 0.186%
62 10.563 1405 1407 1409 rVV3 118739 100712 3.73% 0.314%
63 10.586 1409 1411 1417 rVB5 74650 109701 4.06% 0.342%
64 10.727 1430 1435 1439 rVB 2076430 1957730 72.51% 6.109%
65 10.851 1454 1456 1457 rBV 85760 65806 2.44% 0.205%
66 10.874 1457 1460 1464 rVv4 120033 177614 6.58% ©.554%
67 10.910 1464 1466 1468 rVV2 91243 70548 2.61% 0.220%
68 10.945 1468 1472 1477 rVVv4 175195 276253 10.23% 0.862%
69 11.010 1480 1483 1487 rBV2 91759 151259 5.60% 0.472%
70 11.069 1491 1493 1499 rVB 180815 185188 6.86% 0.578%
71 11.169 1507 1510 1513 rBV2 104548 107290 3.97% 0.335%
72 11.198 1513 1515 1516 rVvv2 78212 64622 2.39% 0.202%
73 11.227 1516 1520 1527 rVB2 365626 399918 14.81% 1.248%
74 11.316 1532 1535 1538 rBvV2 137713 168635 6.25% 0.526%
75 11.345 1538 1540 1545 rVB 277001 271679 10.06% 0.848%

76 11.421 1550 1553 1555 rBV 723059 590593 21.88% 1.843%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS Vvial : 17 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 11.445 1555 1557 1562 rVB 616173 574302 21.27% 1.792%
78 11.516 1567 1569 1571 rVB 102799 80711 2.99% 0.252%
79 11.657 1590 1593 1597 rVB 797025 668397 24.76% 2.086%
80 11.721 1601 1604 1605 rVV3 61117 66974 2.48% 0.209%
81 11.739 1605 1607 1613 rVB5 152378 224222 8.31% 0.700%
82 11.798 1613 1617 1622 rBV3 141315 192655 7.14% 0.601%
83 11.951 1640 1643 1647 rVB 397973 343968 12.74% 1.073%
84 12.039 1655 1658 1665 rVB4 137368 199429 7.39% 0.622%
85 12.492 1733 1735 1741 rVB 97484 84556 3.13% 0.264%
86 12.639 1758 1760 1762 rBV 70436 54132 2.01% 0.169%
87 12.71@ 1770 1772 1774 rBV 65247 58988 2.18% 0.184%
88 12.733 1774 1776 1780 rVV 189842 170025 6.30% 0.531%
89 12.780 1781 1784 1790 rVB 104572 148947 5.52% 0.465%
990 12.868 1797 1799 1802 rVB2 79602 60171 2.23% 0.188%
91 12.904 1802 1805 1813 rVB 563915 657458 24.35%  2.052%
92 13.010 1819 1823 1827 rVB 2261511 2248450 83.28% 7.016%
93 13.180 1849 1852 1853 rBV 80613 82640 3.06% 0.258%
94 13.198 1853 1855 1858 rVV 162405 146367 5.42% 0.457%
95 13.263 1861 1866 1874 rVB2 172878 276515 10.24% 0.863%
96 13.327 1874 1877 1881 rBV2 87838 78802 2.92% 0.246%
97 13.615 1923 1926 1931 rVB2 122295 144270 5.34% 0.450%
98 14.068 2000 2003 2007 rBV 479881 409743 15.18% 1.279%
99 14.286 2038 2040 2048 rVB4 46021 71729 2.66% 0.224%
100 15.562 2252 2257 2262 rBV 357212 440394 16.31% 1.374%

Sum of corrected areas: 32047347
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\

Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc MW-1-20220509
ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Cyclopentanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.404 14.46 ng 335955 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 90
2 2-Hexene, (E)- 84 C6H12 004050-45-7 64
3 2-Hexene 84 C6H12 000592-43-8 64
4 3-Hexene, (Z)- 84 C6H12 007642-09-3 53
5 2(5H)-Furanone 84 C4H402 000497-23-4 49
Abundance Scan 360 (4.404 min): BF128175.D\data.ms (-356) (-) m/z 55.00 100.00%
55.0
5000 41.0 84.0
‘ ‘ 4.00 4.20 4.40 4.60 4.80
Ol et il 849730 L myz 84.e5  47.87%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1577: Cyclopentanone
553.0
28.0
5000 I L LB R
41.0 84.0 4.00 4.20 4.40 4.60 4.80
m/z 41.05 41.05%
‘ 67.0
O\\‘\\\\‘\\J!‘\\\\ \\\’H\‘\\\‘\\\\’\\\\‘\\‘\\‘\\
m/z--> 10 20 50 60 70 80 90
Abundance #1651.2—Hexene,(E}
55.0
e e
4.00 4.20 4.40 4.60 4.80
5000 42.0 m/z 56.00  31.81%
84.0
29.0 69.0
o2zt el
miz--> 10 40 50 60 70 80 90
Abundance #1638: 2-Hexene R
55.0 4.00 4.20 4.40 4.60 4.80
m/z 39.10 19.35%
42.0
5000 84.0
29.0 69.0
so | L]
oH_m_m_m‘m‘,HH_M,HH_HW‘ AR R ARRARRRRE
m/z--> 10 40 50 60 70 80 90 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 2-Furanmethanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.269 12.18 ng 282842 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Furanmethanol 98 C5H602 000098-00-0 98
2 3-Furanmethanol 98 C5H602 004412-91-3 93
3 Methylenecyclopropanecarboxylic ... 98 C5H602 062266-36-8 47
4 3H-Pyrazol-3-one, 2,4-dihydro-5-... 98 C4H6N20 000108-26-9 38
5 1H-Pyrazol-3-amine, 4-methyl- 97 C4H7N3 064781-79-9 22
Abundance Scan 507 (5.269 min): BF128175.D\data.ms (-504) (-) m/z 98.00 100.00%
98.0
41.1
53.1 81.1
5000
69.0 j\
e
‘ m 5.00 5.20 5.40 5.60
o‘H_‘H_H‘,‘H“le":‘H}muw“:”wh L m/z 41.10 74.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3470: 2-Furanmethanol
98.0
410 539 81.0
5000 L B L B L LR B
69.0 5.00 5.20 5.40 5.60
29.0 m/z 39.10 69.62%
0\H‘\\\.\‘\\}‘\"‘\H‘M\HH‘m}‘\\‘HM“HHH\H‘H‘\ “\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3474: 3-Furanmethanol
98.0 }L
R AR
41.0 69.0 5.00 5.20 5.40 5.60
5000 ’ m/z 81.10 62.56%
81.0
53.0
29.0 ‘ ‘
o280 bl b b
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3512: Methylenecyclopropanecarboxylic acid T T T
98.0 5.00 5.20 5.40 5.60
m/z 53.10 60.21%
5000 53.0
42.0 81.0
70.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Butanoic acid, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.416 8.00 ng 185860 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 64
3 2,4-Dimethylpentanoic acid 130 C7H1402 005868-33-7 56
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 56
5 Propanediamide, 2-amino- 117 C3H7N302 062009-47-6 33
Abundance Scan 532 (5.416 min): BF128175.D\data.ms (-520) (-) m/z 74.00 100.00%

74.0
410 571
5000

L L e 5.00 5.20 5.40 5.60 5.80
e e S m/z 57.10 59.63%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4829: Butanoic acid, 2-methyl-
74.0
29.0 57.0
AN

5000 e e
5.00 5.20 5.40 5.60 5.80

m/z 41.05 54.95%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15431: Hexanoic acid, 2-methyl-
74.0

5.00 5.20 5.40 5.60 5.80

o

o

5000 m/z 87.05  27.15%
270 43.0
600
‘WH‘WHHV‘H_HW‘HWHH“H_H‘VHWH‘WHH_‘H_HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15450: 2,4-Dimethylpentanoic acid Rmaaa e e s
74.0 5.00 5.20 5.40 5.60 5.80
57.0 m/z 73.05 17.48%
43.0
5000
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Benzeneacetic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.469  25.98 ng 831921 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 64
3 Benzaldehyde, 3-benzyloxy-2,6-di... 248 C14H10F202 152434-87-2 50
4 3-Thiazolidinecarboxylic acid, 4... 353 C17H23NO5S 126990-62-3 47
5 Benzyl 2-chloroethyl sulfone 218 C9H11C102S 066998-67-2 47
Abundance Scan 1051 (8.469 min): BF128175.D\data.ms (-1040) (-) m/z 91.05 100.00%
91.0
5000
136.1 e e R e
39.0 ‘ ‘ 8.20 8.40 8.60 8.80
O bt ot bbb e - M/ 136,05 25.11%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #18692: Benzeneacetic acid
91.0
5000 \\\‘\\\\‘/\LJ\\/\\‘\\\\’\\\\
8.20 8.40 8.60 8.80
136.0 m/z 92.05 17.89%
39.0 ‘ ‘
O\\H‘H\\“\‘\“\\"HH‘\\‘\\‘H\\‘\\H“\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #18702: Benzoic acid, 4-methyl-
91.0
R ANNRRRR RS
119.0 8.20 8.40 8.60 8.80
5000 m/z 64.95 16.36%
39.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #133020: Benzaldehyde, 3-benzyloxy-2,6-difluoro- AATﬁA?\H‘\\H‘\\H’\A%
91.0 8.20 8.40 8.60 8.80
m/z 39.05 8.00%
5000
0 ‘630 1y 12801570 188.0 217.0 2480
e e e e e e e e A RAREEREE LY LA
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1,3-Cyclopentadiene, 5,5-di... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.522 8.18 ng 261879 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 5,5-dimethy... 136 C10H16 1000163-57-1 72
2 Phenol, 2-propyl- 136 CS9H120 000644-35-9 72
3 Hydrazine, 1l-ethyl-2-phenyl- 136 C8H12N2 000622-82-2 64
4 Phenol, 4-propyl- 136 C9H120 000645-56-7 58
5 Phenol, 3-propyl- 136 CS9H120 000621-27-2 47

Abundance Scan 1060 (8.522 min): BF128175.D\data.ms (-1056) (-) m/z 107.05 100.00%

107.1
5000
136.1
77.0
A e
391 o4 ‘ 910 1211 8.20 8.40 8.60 8.80
0 H‘HwH‘_mfm\‘mw‘Mw‘uwwWWMWw m/z 136.05  34.85%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18184: 1,3-Cyclopentadiene, 5,5-dimethyl-1-propyl-
107.0
5000 \\‘\\\\‘/\\kj\\/\\‘\\\\’\\\\‘
91.0 136.0 8.20 8.40 8.60 8.80
’ m/z 108.05 32.61%
200 g9 0 “ 121.0
O H‘HH“HH“‘HH‘\\H‘H‘H‘\H‘\‘\\H‘\l\\‘\\\\‘\H\“HH‘H\‘\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18820: Phenol, 2-propyl-
107.0
R REAREN RS a
8.20 8.40 8.60 8.80
5000 m/z 76.95 26.57%
136.0
62.0 77.0
39.0 : ‘
91.0
Obrrrrrgrebtseer el e AZES o
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18619: Hydrazine, 1-ethyl-2-phenyl- R AAEEaRRRsas
107.0 8.20 8.40 8.60 8.80
136.0 m/z 121.10  15.95%
5000 92.0
77.0
290 5L.0 ‘ ‘ 121.0
0 T R Y | | |
e e e e

m/z--> 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80

8270-BF050922.M Wed May 11 16:05:00 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Benzenepropanoic acid, .bet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.604 33.54 ng 1070880  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, .beta.,.b... 178 C11H1402 001010-48-6 81
2 .alpha.,.alpha.-DIMETHYLBENZYL I... 206 C13H1802 1000429-51-9 64
3 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 64
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 59
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 53

Abundance Scan 1244 (9.604 min): BF128175.D\data.ms (-1234) (-) m/z 119.05 100.00%

119.1
91.0
5000 J\w
411 —— ey
65.0 157 117‘8-1 9.50 10.00
ol SNVl AN m/z 91.85  70.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52685: Benzenepropanoic acid, .beta.,.beta.-dimethyl-
119.0
5000 — A
91.0 9.50 10.00
41.0 178.0 m/z 77.05 20.49%
| \M . 530, Ll 1450
0 ‘\‘\‘\\“\‘\W\“\‘H\“H}\‘H\i \H\‘\‘H\"HH“HH‘H\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82599: .alpha.,.alpha.-DIMETHYLBENZYL ISOBUTYRA

=

o

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

Abundance #121381: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethaned
119.0 9.50 10.00

m/z 107.10  18.51%

119.0
. T
9.50 10.00
5000 m/z 121.10 20.46%
43.0 91.0
| \‘ | 65'¢ ‘H PN H‘ 206.0

91.0
5000

41.0 65.0
L, 850h oyl 165.0 191.0

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50

o

i
o
o
S

8270-BF050922.M Wed May 11 16:05:01 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 N-(3-Phenylbutyl)-pentadeac... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

o716 7.7ang 247130  Acenaphthene-dle 5.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 N-(3-Phenylbutyl)-pentadeacafluo... 545 C18H14F15NO 077970-71-9 53
2 .beta.-Methylphenethylamine, N,N... 327 C13H11F6NO2 1010417-26-4 47

3 .beta.-Methylphenethylamine, N-p... 281 C12H12F5NO 1000417-34-2 43
4 Benzeneacetic acid, .alpha.-meth... 178 C11H1402 002510-99-8 30
5 Ethyl o-tolylacetate 178 C11H1402 040291-39-2 22
Abundance Scan 1263 (9.716 min): BF128175.D\data.ms (-1259) (-) m/z 105.10 100.00%
105.1
- V&\J‘NL
T e
510 H 178.1 9.50 10.00
0Hm‘m‘“““Hm‘“““u_‘H‘HH‘HH‘HH_H m/z 118.05 41.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #343319: N-(3-Phenylbutyl)-pentadeacafluoro-octanamid
105.0
5000 A\A T T
9.50 10.00
m/z 119.05 21.28%
510 | 169.0 426.
0H‘\“‘H‘\\i\‘\\‘\‘\‘H\‘\H\‘H\\‘HH‘\H\‘\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #232483: .beta.-Methylphenethylamine, N,N-bis-trifluoroa
105.0
— =
9.50 10.00
5000 m/z 77.05 16.49%
0 510/} | | | 151.0 214.0258.0
R A e e B I
miz--> 50 100 150 200 250 300 350 400
Abundance #173994: .beta.-Methylphenethylamine, N-pentafluoropro =T ——
105.0 9.50 10.00
m/z 117.05 15.31%
5000
ol A0 ] 1760 281.0
R e B B B L ALAL I B e S A =
m/z--> 50 100 150 200 250 300 350 400 9.50 10.00

8270-BF050922.M Wed May 11 16:05:02 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1-Naphthalenecarboxylic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.945 9.36 ng 276253  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthalenecarboxylic acid 172 C11H802 000086-55-5 89
2 2-Naphthalenecarboxylic acid 172 C11H802 000093-09-4 89
3 .beta.-Naphthoylhydrazine 186 C11H1ON20 039627-84-4 46
4 Naphthalene, 2-nitro- 173 C10H7NO2 000581-89-5 38
5 .beta.-Naphthamide 171 C11HSNO 002243-82-5 38

Abundance Scan 1472 (10.945 min): BF128175.D\data.ms (-1468) (| m/z 172.05 100.00%

172.1
127.0
5000
91.1
57.0 TS
2201 11.00
0 % m/z 127.00  75.11%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #47405: 1-Naphthalenecarboxylic acid
172.0
127.0
5000 L
11.00
m/z 155.05 54.25%
O ‘\\\\‘\\\3\9‘\()\“\\“\\Hh\"\‘\\\‘\\\h‘\1\\‘\\\‘1‘\\‘\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #47406: 2-Naphthalenecarboxylic acid
172.0
—r
1270 11.00
5000 ' ITI/Z 105.10 44 ,95%
oL 140 300 %39 1010 | |
R L A RRR AR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #60632: .beta.-Naphthoylhydrazine T
127.0 155.0 11.00
m/z 119.10 41.74%
5000
186.0
51.0 77‘ 91010 | ‘
0 _MZ‘O“H“H‘MH“\,W“W“luwwwwwHw o
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 11.00

8270-BF050922.M Wed May 11 16:05:03 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\

Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc . MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9 unknownll.@69 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.069 6.27 ng 185188  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyl-2,6-dihydroxyquinoline 175 C10HSNO2 034982-01-9 38
2 4-Methyl-2,5-quinolindiol 175 C1OH9NO2 131195-67-0 38
3 Chromafenozide 394 C24H30N203 143807-66-3 35

4 7-Amino-4-methyl-1,8
5 Benzene, 1-ethyl-3,5

-naphthyridi... 175
-diisopropyl- 190

C9HON30
C14H22

001569-15-9 35
015181-13-2 32

Abundance Scan 1493 (11.069 min): BF128175.D\data.ms (-1491) (1 m/z 175.15 100.00%

175.2
219.2
5000
57.1
T \
117.1 11.00
0\\J‘WMW\MWWW$CMMH\\‘\!ﬂ\‘\\\\‘\\\\‘\\\\ m/z 219.15 69.39%
m/z--> 50 100 150 200 250 300 350
Abundance #49949: 4-Methyl-2,6-dihydroxyquinoline
175.0
5000 g w
11.00
m/z 160.10  32.43%
390 910
O\\‘\“”‘\h‘\‘h\w‘“\]»\SFN\%\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #49924: 4-Methyl-2,5-quinolindiol
175.0
T \
11.00
5000 ITI/Z 57.10 30.28%
65.0 118.0
0“‘wWWMNpW1‘W““““w“““““‘w‘
m/z--> 50 100 150 200 250 300 350
Abundance #298235: Chromafenozide T
175.0 11.00
m/z 159.10 16.80%
) MW
o410 9101339 296.0338.0 394.(
T e e e e e e —
m/z--> 50 100 150 200 250 300 350 11.00

8270-BF050922.M Wed May 11 16:05:04 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9H-Fluoren-9-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.227 13.54 ng 399918 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 62
2 Acetamide, N-(2,4-dimethylphenyl)- 163 C10H13NO 002050-43-3 43
3 Acetamide, N-(2,5-dimethylphenyl)- 163 C10H13NO 002050-44-4 43
4 Benzeneacetic acid, 3-methoxy-, ... 180 C10H1203 018927-05-4 38
5 1-(Isocyanatomethyl)-4-(methylox... 163 C9H9NO2 056651-60-6 38

Abundance Scan 1520 (11.227 min): BF128175.D\data.ms (-1516) (-] m/z 121.05 100.00%

121.1
180.1
5000
152.
57.1 “Od T 6
11. 11.5
OVWJMAMLMM sk ‘UMH‘M ; u ‘L bt “‘ L 2A0L28 2 180.10  69.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55034: 9H-Fluoren-9-one
180.0
5000 152.0
11.00 11.50
76.0 m/z 163.10 41.62%
00, | 30 ||
O \\\‘\\\\“\\\\‘\\\\‘\H\‘\\h’\\\\‘\\\\‘\\\‘\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38676: Acetamide, N-(2,4-dimethylphenyl)-
121.0
—— —
11.00 11.50
5000 163.0 m/z 105.05 38.00%
43.0 77.0
15.0 ‘ ‘ ‘ ‘
O Pt ol A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38672: Acetamide, N-(2,5-dimethylphenyl)- P ——
121.0 11.00 11.50
m/z 152.00 35.02%
5000 163.0
43.0 770
X S N O N S— ol ol
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00 11.50

8270-BF050922.M Wed May 11 16:05:05 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 2,4,4,6-Tetramethyl-6-pheny... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.345 9.20 ng 271679  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6-Tetramethyl-6-phenyl-1-h... 230 C17H26 1000293-27-9 72
2 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 64
3 Benzene, (1,1-dimethylnonyl)- 232 C17H28 055191-25-8 64
4 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 64
5 p-Menthane, 2,3-dibromo-8-phenyl- 372 C16H22Br2 1000152-61-6 59

Abundance Scan 1540 (11.345 min): BF128175.D\data.ms (-1538) (1 m/z 119.10 100.00%

119.1
5000
91.1
i F
41.1 1731 11.00 11.50
Obrreperertbiretreriprbrpberi A AAG0LT3L | 2150 248.1 /7 91,10 28.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #111830: 2,4,4,6-Tetramethyl-6-phenyl-1-heptene
119.0
5000 — —
91.0 11.00 11.50
m/z 120.10 9.98%
55.0
0 n‘\ PN TR \H‘ 145'0‘17\4'0 230.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131101: Benzene, (1,1-dimethyldecyl)-
119.0
P P
11.00 11.50
5000 ITI/Z 41.10 9.13%
91.0
44.0
01160, ‘ L 159.0 189.0 246.0
e e e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114096: Benzene, (1,1-dimethylnonyl)- “ —
119.0 11.00 11.50
m/z 105.10 6.95%
5000
91.0
41.0
od40. | § | | 147.0175.0 232.0
T e e e e e e e e e P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF050922.M Wed May 11 16:05:06 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 unknownll.739 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.739 7.59 ng 224222  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyanophenyl .beta.-phenylpropi... 251 C16H13NO2 040123-48-6 38
2 N-Benzylideneethylamine 133 CSH11N 1000433-53-6 30
3 3-Phenylpropionic acid, pentaflu... 316 C15H9F502 1000354-73-7 27
4 Benzene, (1-propylheptadecyl)- 358 C26H46 002400-03-5 25
5 2-Bromophenyl-.beta.-phenylpropi... 304 C15H13Br02 040123-43-1 25

Abundance Scan 1607 (11.739 min): BF128175.D\data.ms (-1605) (- m/z 91.05 100.00%

91.0
5000 133.1
173.1 S —
55.1 233.2 11.50 12.00
Ol 2011 1 2Bl njz 1e5.10 48.72%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #136994: 2-Cyanophenyl .beta.-phenylpropionate

3

91.0
133.0
5000 — —
11.50 12.00
m/z 133.05 44.00%
51.0
O ‘HH‘H“M‘H‘\H““H‘l\“‘U\H“H\‘\‘\\\]\_‘6\\7\.\0‘\1-\9\\6‘.9\\‘\\\\‘291\-\.9\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16953: N-Benzylideneethylamine
91.0 133.0
51.0 T —
11.50 12.00
5000 m/z 117.10 24.12%
0 m““m“‘mWm‘mwm‘mwm‘mwmw WWM

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #219306: 3-Phenylpropionic acid, pentafluorophenyl este T —
91.0 11.50 12.00

133.0 m/z 173.10 23.17%
- WWJ\AM
0 SO by, ) 1840 273.0
rrrerpreter b et e e — —
miz—> 20 40 60 80 100120140160 180200220 240260 280 11.50 12.00

8270-BF050922.M Wed May 11 16:05:07 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 unknownl1l1.798 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.798 6.52 ng 192655  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Cyano-5-methyl-2-oxo0-6-propyl-... 219 C11H13N302 1000459-78-4 38
2 1,4-Benzenedipropanol, .alpha.,.... 278 C18H3002 054964-98-6 35
3 Benzonitrile, 4-ethoxy- 147 C9HINO 025117-74-2 30
4 2-Naphthalenamine, N-phenyl- 219 C16H13N 000135-88-6 25
5 Benzamide, 2-methyl-N,N-di(butyl)- 247 C16H25NO 1000415-73-0 25

Abundance Scan 1617 (11.798 min): BF128175.D\data.ms (-1613) (-] m/z 219.20 100.00%
219.2

119.1
5000
41.1 160.1 = e
79.0 H “ 21 11.50 12.00
0 il “ s bl \Hm ‘M“m‘h Loy \L“N\‘ - L m/z 119.10  77.41%
m/z--> 50 100 150 200 250
Abundance #97386: 4-Cyano-5-methyl-2-oxo-6-propyl-1H-pyridine-3-
173.0 2190
44.0 129.0
5000 " T T T T T T
o 11.50 12.00
m/z 105.10 44.86%
m/z--> 50 100 150 200 250
Abundance #171228: 1,4-Benzenedipropanol, .alpha.,.alpha.',.gammi
219.0
— —
11.50 12.00
5000 m/z 91.10 44.69%
159.0
45.0 119.0 H
83. ‘
0 1‘5\.“0\\‘\ \M i H‘ r H‘H\? in‘ . \\Hh‘ ‘HJM ‘m“‘ “‘\ ‘\\\‘1‘8\‘9'(‘# . \!\ T ‘2‘7§C“
m/z--> 50 100 150 200 250
Abundance #26100: Benzonitrile, 4-ethoxy- T —
119.0 11.50 12.00
m/z 41.10 24.58%
5000 65.0
29.0
(o \H‘ \‘L\“\ l‘w‘\\“‘H\‘\hh‘ ‘M‘ H ‘l‘ ?9 . T T — —
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.951 11.65 ng 343968 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 1643 (11.951 min): BF128175.D\data.ms (-1640) (- m/z 73.00 100.00%

43.1 73.0
5000
1291 1801
213.2 e
L |
0‘H‘HHWMWwWMWMWmWwMMWmeJWNWNMHWJHWH‘MHH“ m/z 43.10 93.43%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
1710 2130 2560 m/z 60.00 87.16%
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid
73.0
—
43.0 12.00
5000 129.0 m/Z 55.10 72.62%
171.0
214.0
obrrdell
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 57.10 71.84%
5000 129.0
‘ 199.0 2420
0“WW‘AMH 18, —
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 4H-Cyclopenta[def]phenanthrene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.039 6.75 ng 199429  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 50
2 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 38
3 1-Phenyl-2,4,5-trioxoimidazolidine 190 C9H6N203 002211-33-8 35
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 14
5 Thiazole, 2-amino-5-methyl-4-phe... 190 C10H1ON2S 030709-67-2 14

Abundance Scan 1658 (12.039 min): BF128175.D\data.ms (-1655) (1  m/z 190.10 100.00%

190.1
119.1
5000
T \
41.1 247.1 976 - 12.00
0! 7 m/z 189.10 85.86%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 e ‘
12.00
95.0 m/z 119.10 77.61%
027u'0\u\ “6%.0\‘\\\ \“\ 1240 16%0 M
\‘\H\‘HH’HH‘\H\‘\H\‘HH‘\\H’\H\‘HH‘HH’\H\‘\\H‘HH‘\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #64485: Phenol, 4-(2-thienylmethyl)-
190.0
T I
12.00
5000 m/z 155.05 29.65%
97.0
45.0 128-015‘7'0
0‘_H‘HHMﬁuJMWWWMAWWM‘huthwm1WH‘W‘HW‘HW‘H‘_
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #65426: 1-Phenyl-2,4,5-trioxoimidazolidine ——
119.0 12.00
m/z 127.00 27.53%
190.0
5000
91.0
42.0 ‘
0\‘\\HM‘\M}\"“\‘\‘\W\\‘M‘HuluH‘\H\’HH‘HH‘HH’H\\‘HH‘HH‘\ L —
m/z--> 20 40 60 80 100120140160180200 220240260 12.00

8270-BF050922.M Wed May 11 16:05:11 2022

Page:

19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1-(4-Hydroxyphenyl)-2-(3-hy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.780 7.27 ng 148947  Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Hydroxyphenyl)-2-(3-hydroxy... 214 C14H1402 037116-80-6 72
2 Benzeneethanol, 4-hydroxy- 138 C8H1002 000501-94-0 53
3 p-Hydroxyphenylacetone 150 C9H1002 000770-39-8 53
4 Benzeneacetic acid, 4-hydroxy- 152 C8H803 000156-38-7 53
5 Phenol, 2-propyl- 136 CS9H120 000644-35-9 53

Abundance Scan 1784 (12.780 min): BF128175.D\data.ms (-1781) (-} m/z 107.10 100.00%

107.1
5000
214.1
= —
12.50 13.00
39.0 4 165.0 .
ob i 20y b 22 ) 2981 3040 )z 214,10 37.34%
m/z--> 50 100 150 200 250 300
Abundance #92282: 1-(4-Hydroxyphenyl)-2-(3-hydroxyphenyl)ethane
107.0
5000 e .
12.50 13.00
214.0 ITI/Z 77 .00 20.20%
0\3\6“‘-\9’”‘\ ‘\"?‘ L B ’16\5\-0\ L e s B
m/z--> 50 100 150 200 250 300
Abundance #19951: Benzeneethanol, 4-hydroxy-
107.0
—— —
12.50 13.00
5000 ITI/Z 108.05 8.71%
138.0
51.0 ‘ ‘
B
m/z--> 50 100 150 200 250 300
Abundance #28289: p-Hydroxyphenylacetone = =
107.0 12.50 13.00
m/z 215.10 5.17%
5000
43.0 150.0
om0 |
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\

Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 17 Phenol, 4,4'-(1-methylethyl... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.904 32.09 ng 657458  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual

uih wNnPE
N WN BT

henol, 4,4'-(1-methylethylidene...
,4'-(1,3-Dimethylbutylidene)bis. .
H,8H-Benzo[1,2-b:3,4-b"' ]Jdipyran...
-Cyano-4-ethyl-6-methylcoumarin
»2-Bis- (4-hyxroxyphenyl)-butane

228 C15H1602
. 270 C18H2202
228 C14H1203
213 C13H11NO2
242 C16H1802

000080-05-7 98
006807-17-6 74
000523-59-1 53
025937-11-5 50
000077-40-7 49

Abundance Scan 1805 (12.904 min): BF128175.D\data.ms (-1802) (-] m/z 213.10 100.00%

218.1
5000
119.1 3 00
65.0 1
165.1
ol | ML o o e “‘2“"5,'1‘ 2861 m/z 119.10  18.81%
miz--> 50 100 150 200 250 300
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000
1300
119.0 m/z 228.10 15.47%
650 165.0 ‘
O\\\’\‘\‘\\“‘\}\‘\"\‘\\\‘\\‘\\’\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol
218.0
1300
5000 ITI/Z 214.10 15.05%
119.0
0200 650 | 1650 270.0
e e e b
Miz--> 50 100 150 200 250 300
Abundance #109202: 2H,8H-Benzo[1,2-b:3,4-b'|dipyran-2-one, 8,8-di
218.0 1300
m/z 91.10 12.98%
63.0 128.0
0270y Lo d and LI
m/z--> 50 100 150 200 250 300 1300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 6(5H)-Phenanthridinone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

13.198 7.14 ng 146367  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6(5H)-Phenanthridinone 195 C13HONO 001015-89-0 95
2 4-Amino-9-fluorenone 195 C13HONO 004269-15-2 91
3 9(10H)-Acridinone 195 C13H9NO 000578-95-0 91
4 9-Acridinol 195 C13H9NO 000643-62-9 76
5 Benzo[c]cinnolin-2-amine 195 C12HON3 004827-07-0 72

Abundance Scan 1855 (13.198 min): BF128175.D\data.ms (-1853) (1  m/z 195.10 100.00%

195.1
5000
1 = =
3.0 4 1151 “ ‘ 2311 605 13.00 1350
0"kuumepNHw‘uwHW‘HJM‘WNMM‘HMM‘MHWH‘WHH m/z 167.10  28.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #70391: 6(5H)-Phenanthridinone
195.0
5000 T 5
13.00 13.50
m/z 166.10  22.26%
830
oS00 | ||
O‘\\H‘H‘\\“‘HH\H\‘\‘\‘\\‘[\\\m!‘HH‘\H\‘\}\\‘\\\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #70384: 4-Amino-9-fluorenone
195.0
— ]
13.00 13.50
5000 m/z 139.00 19.35%
166.0
w0 B0y | |
R e R a A o Raaana
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #70374: 9(10H)-Acridinone T —
195.0 13.00 13.50
m/z 196.10  13.89%
5000

830 16?0
uso | |

O et pht bt e etk s =
miz--> 20 40 60 80 100120140160180200220240260280 13.00 13.50

%—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 7-Methoxy-3,4,8-trimethyl-c... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.263 13.50 ng 276515  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methoxy-3,4,8-trimethyl-chrome... 218 C13H1403 1000300-01-7 55
2 1-Naphthalenol, 5,6,7,8-tetrahyd... 218 C15H220 055012-72-1 43
3 2-Quinolinemethanol, 8-hydroxy- 175 C1OHSNO2 017018-82-5 38
4 7-Methoxy-4-quinolinol, 2-methyl... 245 C14H15N03 1000463-56-6 38
5 2-(4-Phenyl-1,3-thiazol-2-yl)ace... 218 C11H1@N20S 058351-19-2 37

Abundance Scan 1866 (13.263 min): BF128175.D\data.ms (-1861) (- m/z 175.00 100.00%

175.0
50001 43.1 218.1
89.
3 59.1 1300 1350
Lo 4] ‘H \\‘ \‘\ Ll ﬁz‘ 302 ' 46. 995
ok \‘m‘\‘uu‘ o u\ ‘m mh‘\\‘ gl i m/z 43.10 46.99%
miz--> 50 100 150 200 250 300
Abundance  #96460: 7-Methoxy-3,4,8-trimethyl-chromen-2-one
175.0
218.0
5000 — —
13.00 13.50
91.0 m/z 218.05 44.34%
51.0 ‘ 131.0
oL \‘\ L H m‘hw il \‘H“H\‘ \h“ ‘\ " ‘\“ “\ P \‘ T
miz--> 50 100 150 200 250 300
Abundance #96811: 1-Naphthalenol, 5,6,7,8-tetrahydro-2,5-dimethyl-
175.0
— 5
13.00 13.50
5000 m/z 173.10  33.24%
770 11501450 | 2180
ottt
miz--> 50 100 150 200 250 300
Abundance #49948: 2-Quinolinemethanol, 8-hydroxy- T —
175.0 13.00 13.50
m/z 41.10 29.69%
129.0
5000
510 890
oL \\\\‘\mu\m‘h\h‘d““ L H‘H‘HH“ e —— —
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\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9(10H)-Acridinone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.616 7.04 ng 144270  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9(1@H)-Acridinone 195 C13HONO 000578-95-0 93
2 Dibenz[b,f]][1,4]oxazepine 195 C13H9NO 000257-07-8 91
3 9-Acridinol 195 C13H9NO 000643-62-9 91
4 6(5H)-Phenanthridinone 195 C13H9NO 001015-89-0 89
5 8-Methyl-4-azafluorenone 195 C13H9NO 064292-03-1 87
Abundance Scan 1926 (13.615 min): BF128175.D\data.ms (-1923) (-, m/z 195.05 100.00%
195.1
- L
139.1 e —=
ao h ‘ DL, el s 13.50 14.00
Ol b s i cw““Umh b m/z 167.05 52.94%
m/z--> 50 100 150 200 250 300
Abundance #70375: 9(10H)-Acridinone
195.0
5000 e ==
13.50 14.00
m/z 139.05  22.29%
gao 1390
50.0
Ot—— }“ \‘h\“m\“\”‘ ey “ T \“‘\ T \‘| L B B B B s B B
miz--> 50 100 150 200 250 300
Abundance #70404: Dibenz[b,f]][1,4]oxazepine
195.0
— —
13.50 14.00
5000 m/z 166.10 21.03%
139.0
510 970 ‘ ‘
o 80
miz--> 50 100 150 200 250 300
Abundance #70368: 9-Acridinol T T
195.0 13.50 14.00
m/z 140.00 15.06%
5000
oo 830 139.0
0b— \‘"““‘““““““\ H“““‘ s ——
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128175.D

Acqg On : 10 May 2022 22:25

Operator : CG\JU

Sample : N2763-07

Misc : MW-1-20220509

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
Cyclopentanone 4.404 14.5 ng 335955 1 6.892 464556 20.0
2-Furanmethanol 5.269 12.2 ng 282842 1 6.892 464556 20.0
Butanoic acid, 5.416 8.0 ng 185860 1 6.892 464556 20.0
Benzeneacetic acid 8.469 26.0 ng 831921 2 8.175 640382 20.0
1,3-Cyclopentad... 8.522 8.2 ng 261879 2 8.175 640382 20.0
Benzenepropanoi... 9.604 33.5 ng 1070880 3 9.933 638548 20.0
N-(3-Phenylbuty... 9.716 7.7 ng 247130 3 9.933 638548 20.0
1-Naphthaleneca... 10.945 9.4 ng 276253 4 11.422 590593 20.0
unknownl11.069 11.069 6.3 ng 185188 4 11.422 590593 20.0
9H-Fluoren-9-one 11.227 13.5 ng 399918 4 11.422 590593 20.0
2,4,4,6-Tetrame... 11.345 9.2 ng 271679 4 11.422 590593 20.0
unknownl11.739 11.739 7.6 ng 224222 4 11.422 590593 20.0
unknown11.798 11.798 6.5 ng 192655 4 11.422 590593 20.0
n-Hexadecanoic ... 11.951 11.7 ng 343968 4 11.422 590593 20.0
4H-Cyclopenta[d... 12.039 6.8 ng 199429 4 11.422 590593 20.0
1-(4-Hydroxyphe... 12.780 7.3 ng 148947 5 14.068 409743 20.0
Phenol, 4,4'-(1... 12.904 32.1 ng 657458 5 14.068 409743 20.0
6(5H) -Phenanthr... 13.198 7.1 ng 146367 5 14.068 409743 20.0
7-Methoxy-3,4,8... 13.263 13.5 ng 276515 5 14.068 409743 20.0
9(10H)-Acridinone 13.616 7.0 ng 144270 5 14.068 409743 20.0
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