LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 3.952 309 317 321 rBVY 1574001 2230096 100.00% 7 .885%
2 5.093 506 511 527 rVB 98421 133520 5.99% 0.472%
3 5.487 573 578 581 rBY 1633056 1685902 75.60% 5.961%
4 6.493 744 749 761 rBVY 1571093 1825750 81.87% 6.455%
5 6.634 768 773 776 rBY 1982804 1816300 81.44% 6.422%
6 6.857 808 811 815 rVB 633745 511970 22.96% 1.810%
7 7.016 834 838 841 rBVY 1634530 1373908 61.61% 4 .858%
8 7.422 902 907 910 rBVY 1103726 1152565 51.68% 4_.075%
9 8.140 1025 1029 1032 rBV 837505 693980 31.12% 2.454%
10 8.163 1032 1033 1036 rVB 47647 22695 1.02% 0.080%
11 9.216 1207 1212 1215 rBV 2249750 1920108 86.10% 6.789%
12 9.286 1220 1224 1227 rBV 33552 30884 1.38% 0.109%
13 9.604 1275 1278 1281 rBV 100434 90705 4_.07% 0.321%
14 9.757 1299 1304 1306 rBV 32943 28212 1.27% 0.100%
15 9.816 1306 1314 1319 rVB2 93642 95008 4.26% 0.336%
16 9.898 1324 1328 1331 rVB 914383 752034 33.72% 2.659%
17 10.092 1357 1361 1366 rvVB5 25919 39050 1.75% 0.138%
18 10.316 1393 1399 1402 rBvV2 98624 103754 4 .65% 0.367%
19 10.410 1412 1415 1418 rBvV 26952 23492 1.05% 0.083%
20 10.539 1433 1437 1439 rBV2 24677 30042 1.35% 0.106%
21 10.645 1452 1455 1458 rBV 39517 45929 2.06% 0.162%
22 10.686 1458 1462 1465 rVB 1340580 1209523 54.24% 4.277%
23 10.792 1477 1480 1481 rBV 66062 55300 2.48% 0.196%

24 10.810 1481 1483 1485 rVV 186767 134433 6.03% 0.475%
25 10.863 1488 1492 1494 rVvVv 333110 295140 13.23% 1.044%

26 10.892 1494 1497 1501 rVVv2 330427 411327 18.44% 1.454%
27 10.928 1501 1503 1505 rVvVv 373232 292084 13.10% 1.033%
28 10.951 1505 1507 1510 rVvVv 208071 162403 7.28% 0.574%
29 10.992 1510 1514 1516 rVV2 130013 193341 8.67% 0.684%
30 11.010 1516 1517 1519 rVvVv 120332 69509 3.12% 0.246%

31 11.039 1519 1522 1526 rVV3 310759 341307 15.30% 1.207%
32 11.075 1526 1528 1530 rVV 331776 277450 12.44% 0.981%
33 11.098 1530 1532 1533 rVV 114677 91401 4._.10% 0.323%
34 11.116 1533 1535 1540 rVB2 198631 169694 7.61% 0.600%

8270-BF110817.M Mon Nov 27 13:12:44 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.192 1545 1548 1551 rBV2 22123 28477 1.28% 0.101%
36 11.239 1551 1556 1558 rBV2 24564 24128 1.08% 0.085%

37 11.386 1577 1581 1583 rBV 814985 749298 33.60% 2.649%
38 11.404 1583 1584 1587 rVvV 196621 132167 5.93% 0.467%

39 11.457 1591 1593 1595 rBV 34877 23872 1.07% 0.084%
40 11.610 1613 1619 1625 rBV2 26760 36183 1.62% 0.128%
41 11.828 1652 1656 1660 rBV3 25944 35668 1.60% 0.126%
42 11.863 1660 1662 1664 rVVv2 28032 29152 1.31% 0.103%
43 11.904 1664 1669 1676 rVvVv2 504296 487365 21.85% 1.723%
44 11.992 1680 1684 1687 rBV2 41041 48980 2.20% 0.173%
45 12.075 1693 1698 1702 rBV6 19430 29876 1.34% 0.106%
46 12.180 1711 1716 1718 rBV 36002 37975 1.70% 0.134%
47 12.204 1718 1720 1723 rVB 51278 39046 1.75% 0.138%
48 12.427 1753 1758 1762 rBV3 29460 50904 2.28% 0.180%
49 12.469 1762 1765 1767 rVV3 17179 23766 1.07% 0.084%
50 12.516 1770 1773 1780 rVB 45181 45683 2.05% 0.162%

51 12.598 1783 1787 1790 rBV 606128 551497 24.73% 1.950%
52 12.627 1790 1792 1796 rVB3 22370 30315 1.36% 0.107%
53 12.686 1799 1802 1806 rBV 297789 287845 12.91% 1.018%
54 12.827 1819 1826 1828 rBV2 429188 500603 22.45% 1.770%
55 12.845 1828 1829 1832 rVB 183108 106785 4._.79% 0.378%

56 12.969 1841 1850 1853 rBV 1474965 1382638 62.00% 4 _889%

57 13.045 1856 1863 1866 rBV2 37743 70200 3.15% 0.248%
58 13.127 1874 1877 1879 rBV2 32273 42978 1.93% 0.152%
59 13.163 1879 1883 1885 rVB2 46883 63161 2.83% 0.223%
60 13.257 1895 1899 1901 rVB2 40962 46141 2.07% 0.163%
61 13.380 1917 1920 1922 rBV3 24500 24265 1.09% 0.086%
62 13.657 1965 1967 1971 rVB 69821 64605 2.90% 0.228%
63 13.769 1983 1986 1989 rBV2 45645 51752 2.32% 0.183%
64 13.798 1989 1991 1993 rVV 34656 25784 1.16% 0.091%
65 13.821 1993 1995 1997 rVvVv 36592 39469 1.77% 0.140%

66 13.851 1997 2000 2008 rVB4 214276 267828 12.01% 0.947%
67 13.992 2021 2024 2025 rBV 91062 75402 3.38% 0.267%
68 14.021 2025 2029 2032 rVV2 636625 725445 32.53% 2.565%
69 14.051 2032 2034 2041 rVB 170441 166521 7.47% 0.589%
70 14.174 2053 2055 2059 rVB4 25616 23226 1.04% 0.082%

71 14.445 2098 2101 2104 rBVZ2 33631 46375 2.08% 0.164%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.486 2104 2108 2113 rVV3 91660 118139 5.30% 0.418%
73 14.533 2114 2116 2118 rVB2 31263 26409 1.18% 0.093%
74 15.063 2202 2206 2209 rBV2 172194 246014 11.03% 0.870%
75 15.121 2213 2216 2219 rBV3 44619 55668 2.50% 0.197%
76 15.210 2227 2231 2235 rVB 57097 68646 3.08% 0.243%
77 15.368 2255 2258 2262 rVB 81612 89820 4._.03% 0.318%

78 15.427 2265 2268 2274 rVB 82068 105640 4.74% 0.374%
79 15.498 2275 2280 2288 rBV 418310 556709 24.96% 1.968%

80 15.710 2313 2316 2321 rBV5 41174 59508 2.67% 0.210%
81 15.939 2353 2355 2359 rVB2 46337 53567 2.40% 0.189%
82 15.992 2361 2364 2371 rVB5 48876 88831 3.98% 0.314%

83 16.104 2378 2383 2387 rVB2 169790 247134 11.08% 0.874%
84 16.192 2394 2398 2411 rVB7 73186 188170 8.44% 0.665%
85 16.968 2525 2530 2537 rBV3 178090 345524 15.49% 1.222%

86 17.286 2579 2584 2594 rVB4 130488 285002 12.78% 1.008%
87 17.409 2599 2605 2613 rVB2 103370 225827 10.13% 0.798%
88 17.545 2623 2628 2635 rVV9 57989 129980 5.83% 0.460%
89 17.633 2637 2643 2652 rVB5 191858 466291 20.91% 1.649%
90 17.886 2681 2686 2693 rVB4 91282 201364 9.03% 0.712%

Sum of corrected areas: 28282434
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100841.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.

5.09 5.22 ng 133520 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butanamide. 2-hvdroxv-2.N-dimethvl- 117 C5H11NO2 039961-72-3 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 511 (5.093 min): BF100841.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 AR R L UL L
| 83.0 | 4.80 500 5.20 5.40
ot e e m/z 59.10 52.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U R U S SRR
4.80 500 5.20 5.40
59.0 m/z 101.00 17.93%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 5.00 520 540
5000 m/z 58.00 14 .51%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L L N B
43.0 4.80 500 5.20 5.40
m/z 41.10 8.45%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁ"'w'{'w"'h"'VQQQw"'V"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.63 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.63 70.95 ng 1816300 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF100841.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 ISEBU SRS LRSS LS S
401 540 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,...:,".'...,:!..,::l-.'...'..,f.‘?.?,..!.,.’rﬂ?,o....,...., I m/z 68.10 40.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 R SR A I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.65%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 24 .29%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene e RERmE e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.50%
5000
63.0 81.0
31.0 50.0 ‘ 101.0112.0
0|||||||||||||||||||||‘|l|||||‘|||||||||||||||‘||||||| T —T - 8 S —T —_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 4-(1,1-Dimethylpropyl)pheny... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.86 7.88 ng 295140 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
4-(1.1-DimethvlpropvD)phenvl ace... 206 C13H1802 1000373-45-3 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
3 1-Adamantanecarboxvlic acid. 3.4... 324 C17H18C1202 1000307-66-4 64
4 1-n-Hexvladamantane 220 C16H28 022458-75-9 64
5 Hexestrol 270 C18H2202 000084-16-2 64
Abundance Scan 1492 (10.863 min): BF100841.D (-1488) (-) m/z 135.05 100.00%
135.1
5000
107.1
41.0 10.60 10.80 11.00 11.20
Olrrprrrrb 20 70 Ly 610 202 1 us57107.10 0 12.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
135.0
5000
10.60 10.80 11.00 11.20
107.0 164.0 m/z 136.10 9.48%
m/z--> ﬁo Jo 60 éo 160 120 140 160 180 260 220
Abundance
135.0
10.60 10.80 11.00 11.20
5000 m/z 121.05 6.47%
41.0 107.0
ol 180 58.0 77.0 163.0 206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #164071: 1-Adamantanecarboxylic acid, 3,4-dichlorophenyl este
135.0 10.60 10.80 11.00 11.20
m/z 41.05 5.94%
5000
. 55.0 79.0 107.0 163.0
mz> 20 40 60 8 100 130 140 180 180 200 250 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl10.89 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.89 10.98 ng 411327 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 43
2 Butanamide. N-(2-methvIlphenvl)-3... 191 C11H13NO2 000093-68-5 38
3 Phthalic acid. hex-2-vn-4-vl pro... 288 C17H2004 1000315-19-1 35
4 Phthalic acid. 2.4-dimethvlpent-... 306 C18H2604 1000356-84-2 35
5 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 27
Abundance Scan 1497 (10.892 min): BF100841.D (-1494) (-) m/z 149.10 100.00%
107.0 149.1
5000
191.2
220.2 10.60 10.80 11.00 11.20
0! : m/z 107.00 87 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54039: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamino...
43.0 149.0
5000 10.60 10.80 11.00 11.20
120.0 101.0 m/z 121.10 59.31%
0 J, 800 | 169.0
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260
Abundance
107.0
10.60 10.80 11.00 11.20
5000 m/z 135.10 31.25%
191.0
43.0 133.0
N EET A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #134498: Phthalic acid, hex-2-yn-4-yl propy! ester
149.0 10.60 10.80 11.00 11.20
m/z 191.20 27 .68%
5000
0 53.0 81 0 104 0 ‘ 19% 0 260.0
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Phenol, 4-(1,1-dimethylprop... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.93 7.80 ng 292084 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 50
2 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 47
3 4-(1.1-Dimethvlpropvl)phenvl ace... 206 C13H1802 1000373-45-3 47
4 Hexestrol 270 C18H2202 000084-16-2 47
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 47

Abundance Scan 1503 (10.928 min): BF100841.D (-1501) (-) m/z 135.10 100.00%
136.1
5000 1071
411 770 | 191.1220 2 10.60 10.80 11.00 11.20
ol bl m/z 121.10 42 .50%
m/z--> 50 100 150 200 250 300 350
Abundance #33621: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000
107.0 10.60 10.80 11.00 11.20
: m/z 149.10 40.03%
410 779 164.0
0..‘.‘.‘|‘.‘.‘..“l.‘..‘.‘l.‘...l....l....l....l..
m/z--> 50 100 150 200 250 300 350
Abundance
135.0
10.60 10.80 11.00 11.20
5000 107.0 m/z 107 .05 37.84%
o 41.0 69.0 165.0 203.0231 0 295.0 337.0366.0
m/z--> 50 100 150 200 250 300 350
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
135.0 10.60 10.80 11.00 11.20
m/z 41.10 10.80%
5000
107.0 164.0
mz-> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 D-Alanine, N-(3-anisoyl)-, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.99 5.16 ng 193341 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Alanine. N-(3-anisovl)-. undec... 377 C22H35N04 1000354-04-9 64
2 D-Alanine. N-(3-anisovl)-. dodec... 391 C23H37NO4 1000354-05-0 64
3 6-Methvl-1-propvl-1.2.3.4-tetrah... 178 C11H18N2 1000305-41-3 64
4 1.2-Benzenediol. o-(l-adamantane... 272 C17H2003 1000325-99-6 59
5 p-Anisic acid, tridec-2-ynyl ester 330 C21H3003 1000299-20-0 59
Abundance Scan 1514 (10.992 min): BF100841.D (-1510) (-) m/z 135.05 100.00%
135.1
5000
41.1 05, 10.60 10.80 11.00 11.20 11.40
Ol i 1650100 'm/z 107.10 11.08%
m/z--> 50 100 150 200 250 300 350
Abundance #201042: D-Alanine, N-(3-anisoyl)-, undecyl ester
135.0
178.0
5000
10.60 10.80 11.00 11.20 11.40
m/z 136.10 11.00%
43.0 77‘.0‘ ‘ ‘ ‘ 224.0 377.0
m/z--> 50 100 150 200 250 300 380
Abundance
135.0
178.0 10.60 10.80 11.00 11.20 11.40
5000 m/z 41.10 8.14%
43.0 77.0 224.0 256.0 391.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #43964: 6-Methyl-1-propyl-1,2,3,4-tetrahydropyrrolo[1,2-a]... T T T T T T
135.0 10.60 10.80 11.00 11.20 11.40
m/z 95.05 4_.15%
5000
670 1060 | 1780
0....‘..‘.‘....‘.‘..‘..................
m/z--> 50 100 150 200 250 300 350 ' 10.60 10.80 11.00 11.20 11.40

8270-BF110817.M Mon Nov 27 13:12:49 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.04 9.11 ng 341307 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(6-Methvl-2-pvridvl)propan-2-one 149 C9H11NO 065702-08-1 64
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 38
3 Benzene. 1-butvl-4-methoxv- 164 C11H160 018272-84-9 38
4 Benzenemethanol. 4-(1.1-dimethvl... 164 C11H160 000877-65-6 38
5 37,4"-(Methylenedioxy)acetophenone 164 C9H803 003162-29-6 35
Abundance Scan 1522 (11.039 min): BF100841.D (-1519) (-) m/z 149.10 100.00%
149.1
107.1
5000
55.0
39,0 77.0 13;1.0 | 177.1 220.1 10.80 11.00 11.20 11.40
O e i et L 2200 a7 7907 05 77.36%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23645: 1-(6-Methyl-2-pyridyl)propan-2-one
107.0
5000
43.0 10.80 11.00 11.20 11.40
m/z 121.10 39.45%
63.0 79.0 | 149.0
0|"'ﬂ"*w“"”"*w'l'w"“w'j'w"'w"'w"'w"
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149.0
107.0 10.80 11.00 11.20 11.40
5000 ' m/z 55.05 14 .63%
52.0
"0 79.0
S R S S S WL WL WL WL L B B
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33613: Benzene, 1-butyl-4-methoxy- R B AR R
149.0 10.80 11.00 11.20 11.40
m/z 135.05 13.23%
5000
410 121.0
Unnas -T: Tt ??IP"Ml'?1M? |*“"'|L" i ""'ﬁGF:q S B B
miz--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

8270-BF110817.M Mon Nov 27 13:12:51 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.07 7.41 ng 277450 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 4-(1.1-Dimethvlpropvl)phenvl ace... 206 C13H1802 1000373-45-3 78
3 1-Adamantanecarboxvlic acid. 3.4... 324 C17H18C1202 1000307-66-4 64
4 Hexestrol 270 C18H2202 000084-16-2 64
5 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 56

Abundance Scan 1527 (11.069 min): BF100841.D (-1526) (-) m/z 135.10 100.00%
135.1
5000
107.0
41.0 10.80 11.00 11.20 11.40
57.0 91.0
Ol et e b 2620 2092 T777107.00 0 21.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.80 11.00 11.20 11.40
m/z 136.10 10.80%
oL 180 40 570 264 9101970 ‘ 175.0  206.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 41.05 9.98%
107.0 164.0
oL 270430 650 910 206.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #164071: 1-Adamantanecarboxylic acid, 3,4-dichlorophenyl este L o o o o B L
135.0 10.80 11.00 11.20 11.40
m/z 121.10 7.05%
5000
m/z--> 20 40 60 8 100 120 140 160 180 200 10.80 11.00 11.20 11.40

8270-BF110817.M Mon Nov 27 13:12:52 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 13.01 ng 487365 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1668 (11.898 min): BF100841.D (-1664) (-) m/z 43.05 100.00%
430 73.0
5000 \
129.1
97.0 . B B B B
49 171.1 2132 256.2 11.60 11.80 12.00 12.20
3\ M— : m/z 73.00 94.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 U B S BN SURRA.
83.0 nmnmnmnm
Ji 1570 1geo 2130 2560 | M/Z 60.00  84.58%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 78.63%
171.0
97.0
150 1520 214.0
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #95851: Pentadecanoic acid A EEEEE L e e
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.05 72.18%
5000 129.0 n
0l15.0 LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF110817.M Mon Nov 27 13:12:52 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Octadecanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.69 7.68 ng 287845 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83

Abundance Scan 1803 (12.692 min): BF100841.D (-1799) (-) m/z 43.05 100.00%
43.0 73.0
5000
12.40 12,60 12.80 13.00
0 m/z 73.00 88.96%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,73.0
5000 129.0
12.40 12.60 12.80 13.00
185.0 m/z 59.95 78.31%
HP#L? o 30241.0 284.0
[ E— ;“I\ ‘:H“:Hl“ ‘i“hu“l‘u’ll ‘I. I‘ . |2;I-| 'I L I‘ ||| ILI Emaman B
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
73.0 12.40 12,60 12.80 13.00
5000 284.0 m/z 57.05 76.09%
129.0
185.0
P 01 8O N -~ T-NNE- X
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid ARl b B an R e
43.0 73.0 12.40 12.60 12.80 13.00
m/z 55.05 70.88%
5000 129.0 vﬁﬂthAduyk/mwAMMA/waWUV“WJ\
199.0 2420
1.0 57.0
0<15-0 .m:.l(j{lt.ht...’:lll...{.|....|....|....|... A
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF110817.M Mon Nov 27 13:12:53 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Cyclopentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.85 7.38 ng 267828 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance . Scan 2000 (13.851 min): BF100841.D (-1997) (-) m/z 57.10 100.00%

5000

-

13.60 13.80 14.00 14.20
m/z 43.10 94.53%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69584: Cyclopentadecane
55.0

:

5000 LA L B L L L LB
13.60 13.80 14.00 14.20
29.0 m/z 55.05 87.92%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
I R EREE RS
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 83.08%
29.0 125.0

0 154.0  196.0 224.0 269.0 320.0

Wmmmm‘wmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester R e
13.60 13.80 14.00 14.20

m/z 69.10 72.87%

I
]

5000

i
]

196.0 224.0
BN s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M

Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl16.19 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.19 6.76 ng 188170 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol4-oxatricvclol5.3.0.0(2.6)... 276 C18H2802 1000156-82-9 15
2 5-(1-NaphthvID)tricvclol4.1.0.0(2... 218 C17H14 107729-05-5 14
3 9-(ChloromethvDanthracene 226 C15H11ClI 024463-19-2 11
4 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 11
5 Tricyclo[5.2.1.0(1,5)]dec-8-ene-... 276 C13H12N205 1000316-72-1 11
Abundance Scan 2398 (16.192 min): BF100841.D (-2394) (-) m/z 218.20 100.00%
95.0 218.2
so00] 20 1
136.1
2552 301.2 383.3 15.80 16.00 16.20 16.40 16.60
0 m/z 191.15 80.65%
m/z--> 50 100 150 200 250 300 350
Abundance #124529: Spiro[4-oxatricyclo[5.3.0.0(2,6)]decan-3-one-5,2"...
191.0
5000 LRI BRI B B
123.0 15.80 16.00 16.20 16.40 16.60
67.0 m/z 95.05 79.12%
95. 276.0
233.0
0 ?%OJ\ I\‘HI ‘MI \Uh |HH‘|MI‘ T I‘ilGI%.IOI “l ‘: l |‘| ’ |“| —
m/z--> 50 100 150 200 250 300 350
Abundance
218.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 81.10 77.48%
108.0
189.0
39.0 77.0 152.0
O e
m/z--> 50 100 150 200 250 300 350
Abundance #82847: 9-(Chloromethyl)anthracene T
191.0 15.80 16.00 16.20 16.40 16.60
m/z 203.15 67 .85%
5000
226.0
94.0
oL350630 | | 1260 1630 |
m/z--> 50 100 150 200 250 300 350 1580 16.00 16.20 16.40 16.60

8270-BF110817.M Mon Nov 27 13:12:54 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 A"-Neogammacer-22(29)-ene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.29 10.24 ng 285002 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 A" -Neoadammacer-22(29)-ene 410 C30H50 001615-91-4 89
2 Supraene 410 C30H50 007683-64-9 78
3 2.2.4a.6a.8a.9.12b.14a-0Octamethy... 410 C30H50 053013-35-7 70
4 2-Cvclohexene-1-carboxaldehvde., ... 220 C15H240 056772-07-7 49
5 Tricyclo[4.3.0.0(7,9)]nonane, 2,... 206 C15H26 054832-82-5 49
Abundance Scan 2585 (17.292 min): BF100841.D (-2579) (-) m/z 95.10 100.00%
5000
17.00 17.20 17.40 17.60
0 m/z 191.15 84 .80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215946: A'-Neogammacer-22(29)-ene
191.0
5000 9.0 LR SR SR IR B
17.00 17.20 17.40 17.60
55.0 10,0 m/z 109.10 73.57%
oL ‘ h ‘H “\\ ‘h ‘M ”\ ‘\ H ] “‘:2:3}9 — Izlgg?l — ‘.I
m/z--> 150 200 250 300 350 400
Abundance
69.0
17.00 17.20 17.40 17.60
5000 m/z 55.05 63.22%
137.0
107.0
o 1930 2470 2000 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215951: 2,2,4a,6a,8a,9,12b,14a-Octamethyl-1,2,3,4,4a,5,6,... R REREEmEm s
95.0 17.00 17.20 17.40 17.60
m/z 81.05 63.15%
218.0
so00{ 950
Ouuulllu!h'uiu“u s o A A
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF110817.M Mon Nov 27 13:12:54 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 1-Naphthalenecarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.41 8.11 ng 225827 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 2-_... 276 C18H1203 038119-11-8 64
2 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 52
3 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 52
4 Benzolahilpervlene 276 C22H12 000191-24-2 38
5 10H-Phenothiaphosphine, 10-hydro... 276 C14H1302PS 054964-91-9 30

Abundance Scan 2605 (17.409 min): BF100841.D (-2599) ( ) m/z 276.05 100.00%

5000

F

17.00 17.20 17.40 17.60 17.80
m/z 168.10  71.31%

0!

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124457: 1-Naphthalenecarboxylic acid, 2-benzoyl-
77.0 105.0 231.0 276.0

%

5000
17.00 17.20 17.40 17.60 17.80

m/z 169.10 67 .68%

(o} T
m/z--> mmmmmmmmmmmmmmmm
Abundance
276.0
ALt L e S
17.00 17.20 17.40 17.60 17.80
5000 m/z 145.05 41.52%
138.0
50.0 740 112.0 174.0198.0 224.0248.0

G L A R S AN AL SN LR LARAN CAAE RARAN LR BALSS SRS SARRN LA

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124622: Dibenzo[def,mno]chrysene L B e
276.0 17.00 17.20 17.40 17.60 17.80

m/z 340.20 34.61%

5000

63.0 90.0114. 170.0 201.0225.0 252.0 A

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.00 17.20 17.40 17.60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknownl7.54 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.54 4_.67 ng 129980 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Norflurazon 303 C12H9CIF3N30 027314-13-2 27
N-(3-Chloro-4-fluoro-phenvl)-2-(... 329 C14H10CI2FNOS 1000295-12-7 16
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 12
4 Benzimidazole. 5-(4-bromobenzvli... 327 C16H14BrN3 326900-58-7 12
5 5._alpha.-Stigmast-9(11)-en-3.bet... 414 C29H500 077794-81-1 10
Abundance Scan 2627 (17.539 min): BF100841.D (-2623) (-) m/z 43.10 100.00%
43.1
107.0
5000
17.20 17.40 17.60 17.80
0 m/z 107.00 70.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146804: Norflurazon
145.0
303.0
5000 102.0 L DAL BRI B SRS
ﬂ%ﬂ@ﬂmﬂ%
m/z 55.00 64 .51%
0 \52\(\) T O | \‘ 2060 ) 2680 M
m/z--> §o 160 1éo 260 2%0 360 3%0 460 4éo
Abundance
145.0
329.0 17.20 17.40 17.60 17.80
5000 m/z 41.10 62 .65%
108.0 184.0
o 45.0 217.0 2502899
m/z--> §0 160 1%0 260 250 360 3%0 460 4éo
Abundance #228560: .beta.-Sitosterol acetate R A REER R
43.0 17.20 17.40 17.60 17.80
m/z 133.05 50.74%
5000
810 147.0 396.0
0.‘ “ HH‘“H‘M‘MHM“\‘ \“\u ‘2150..25?.02.88.?....35|4.0...‘|....4?6.'0 R B
m/z--> 1m 200 250 300 350 400 450 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 unknownl7.63 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.63 16.75 ng 466291 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 38
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 38
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 30
4 1.3-Dimethvl-5-(propen-1-v)adam... 204 C15H24 057040-48-9 30
5 (-)-Tricyclo[6.2.1.0(4,11)]Jundec... 204 Cl15H24 1000154-06-7 30
Abundance Scan 2642 (17.627 min): BF100841.D (-2637) (-) m/z 133.05 100.00%
138.1 2
55.1 300.2
5000
"' 17.40 1760 17.80 18.00
ob—iy m/z 204.15 97.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64522: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...
41.0
910 161.0 204.0
5000
. 17.40 17.60 17.80 18.00
W m/z 55.10 74.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance
204.0
a0 90 1330 "' 17.40 1760 17.80 18.00
5000 m/z 205.20 70.53%
173.0
L L U UL L B S B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64517: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... B ma mE e
41.0 105.0 204.0 17.40 17.60 17.80 18.00
m/z 300.20 68.72%
161.0
5000
oL “.L .}\.il..\..ll....|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100841.D

Aca On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample : 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.89 7.23 ng 201364 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 83
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 78
3 Guaia-3.9-diene 204 C15H24 000489-83-8 64
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 50
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 50
Abundance Scan 2687 (17.892 min): BF100841.D (-2681) (-) m/z 204.15 100.00%
204.2
5000 2873
3552 4114 17.60 17.80 18.00 18.20
0 etk m/z 135.10 61.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
410 910 1330
5000 R N SR SO B
17.60 17.80 18.00 18.20
l m/z 133.10 59.09%
0 '”'?%ql""l""I""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance
105.0 204.0
1610 17,60 17.80 18.00 18.20
5000 67.0 m/z 69.10 51.76%
L L WL L L L U
m/z--> 50 100 150 200 250 300 350 400
Abundance #64297: Guaia-3,9-diene AR EEREE L
135.0 204.0 17.60 17.80 18.00 18.20
' m/z 105.05 47 .72%
91.0
41.0
5000
0 .". .”."Hiwiul‘“.llulull .7.%'.0. T L B e
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100841.D

Acq On : 22 Nov 2017 23:28

Operator : SJ/JU

Sample - 16512-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 5.2 ng 133520 1 6.86 511970 20.0
unknown6.63 6.63 71.0 ng 1816300 1 6.86 511970 20.0
4-(1,1-Dimethylpr... 10.86 7.9 ng 295140 4 11.39 749298 20.0
unknown10.89 10.89 11.0 ng 411327 4 11.39 749298 20.0
Phenol, 4-(1,1-di... 10.93 7.8 ng 292084 4 11.39 749298 20.0
D-Alanine, N-(3-a... 10.99 5.2 ng 193341 4 11.39 749298 20.0
1-(6-Methyl-2-pyr... 11.04 9.1 ng 341307 4 11.39 749298 20.0
Phenol, 4-(1,1,3,... 11.07 7.4 ng 277450 4 11.39 749298 20.0
n-Hexadecanoic acid 11.90 13.0 ng 487365 4 11.39 749298 20.0
Octadecanoic acid 12.69 7.7 ng 287845 4 11.39 749298 20.0
Cyclopentadecane 13.85 7.4 ng 267828 5 14.02 725445 20.0
unknownl16.19 16.19 6.8 ng 188170 6 15.50 556709 20.0
A" -Neogammacer-22... 17.29 10.2 ng 285002 6 15.50 556709 20.0
1-Naphthalenecarb... 17.41 8.1 ng 225827 6 15.50 556709 20.0
unknownl17 .54 17.54 4.7 ng 129980 6 15.50 556709 20.0
unknownl7.63 17.63 16.8 ng 466291 6 15.50 556709 20.0
1,1,4a-Trimethyl-._. 17.89 7.2 ng 201364 6 15.50 556709 20.0
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