LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample : K5498-17

Misc :

ALS Vial : 7 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF101819.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 5.351 552 555 580 rBV 932563 1031419 87.10% 6.161%
2 6.387 727 731 748 rBV 1112667 1184153 100.00% 7.073%
3 6.510 748 752 758 rBVY 1233469 1179899 99.64% 7.048%
4 6.734 787 790 800 rBV 323054 294763 24.89% 1.761%
5 6.886 813 816 830 rBV 874618 774500 65.41% 4.626%
6 7.298 882 886 906 rBV 744594 719444 60.76% 4_.297%
7 8.010 1004 1007 1017 rBV 376435 391517 33.06% 2.339%
8 9.086 1186 1190 1193 rBV 1282409 999155 84.38% 5.968%
9 9.422 1244 1247 1250 rBvV2 44295 36194 3.06% 0.216%
10 9.480 1254 1257 1264 rVB 177653 151918 12.83% 0.907%
11 9.627 1280 1282 1287 rBV 14647 12284 1.04% 0.073%
12 9.763 1301 1305 1308 rBV 528633 439996 37.16% 2.628%
13 9.792 1308 1310 1315 rVB 34100 37542 3.17% 0.224%
14 9.975 1336 1341 1345 rBvV2 16273 22781 1.92% 0.136%
15 10.310 1395 1398 1404 rBvV2 28897 33589 2.84% 0.201%
16 10.557 1436 1440 1450 rBvV 707523 659610 55.70% 3.940%
17 10.680 1455 1461 1467 rVB7 18734 29909 2.53% 0.179%
18 10.863 1487 1492 1495 rBvV7 17875 25193 2.13% 0.150%
19 10.922 1499 1502 1505 rBVvV4 24995 33622 2.84% 0.201%
20 10.992 1509 1514 1516 rBV5 13928 21775 1.84% 0.130%
21 11.104 1529 1533 1537 rBV6 12646 22134 1.87% 0.132%
22 11.145 1537 1540 1546 rVB2 26212 32333 2.73% 0.193%
23 11.204 1547 1550 1554 rBV5 12216 13609 1.15% 0.081%

24 11.251 1554 1558 1560 rBV 444596 414968 35.04% 2.479%
25 11.274 1560 1562 1566 rVV 375574 310911 26.26% 1.857%

26 11.327 1568 1571 1575 rVB 86719 77107 6.51% 0.461%
27 11.416 1582 1586 1591 rBVS8 8071 13648 1.15% 0.082%
28 11.492 1595 1599 1604 rBV3 26484 45976 3.88% 0.275%
29 11.539 1605 1607 1610 rVVv2 21574 19096 1.61% 0.114%
30 11.574 1610 1613 1621 rVB4 15324 29125 2.46% 0.174%

31 11.710 1632 1636 1640 rBV 107660 168996 14.27% 1.009%
32 11.751 1640 1643 1646 rVV2 105861 137763 11.63% 0.823%
33 11.780 1646 1648 1654 rVV2 276916 310014 26.18% 1.852%
34 11.827 1654 1656 1659 rVvVv 44719 53559 4._.52% 0.320%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample : K5498-17

Misc :

ALS Vial : 7 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.863 1659 1662 1665 rVV 119958 133924 11.31% 0.800%

36 11.886 1665 1666 1672 rVB 48122 38957 3.29% 0.233%
37 12.045 1690 1693 1697 rBV 48428 45408 3.83% 0.271%
38 12.086 1698 1700 1704 rVB4 20649 21591 1.82% 0.129%
39 12.192 1716 1718 1721 rVB3 23074 22479 1.90% 0.134%
40 12.251 1726 1728 1732 rVB4 15981 15707 1.33% 0.094%
41 12.304 1733 1737 1739 rBVY 59492 63076 5.33% 0.377%
42 12.339 1739 1743 1745 rVV5 39003 52509 4.43% 0.314%
43 12.363 1745 1747 1749 rVVv2 35059 30616 2.59% 0.183%
44 12.398 1749 1753 1756 rVB2 25446 37707 3.18% 0.225%
45 12.463 1761 1764 1768 rBVY 558869 541978 45.77% 3.237%
46 12.563 1778 1781 1787 rBV2 68783 71526 6.04% 0.427%
47 12.616 1787 1790 1793 rVB 36140 35341 2.98% 0.211%
48 12.692 1797 1803 1810 rBV 540247 601693 50.81% 3.594%
49 12.751 1810 1813 1818 rVB2 31102 39964 3.37% 0.239%
50 12.833 1822 1827 1830 rBV 703202 660950 55.82% 3.948%
51 12.916 1836 1841 1845 rBV2 40084 77141 6.51% 0.461%
52 12.998 1852 1855 1856 rBV3 32733 30497 2.58% 0.182%
53 13.021 1857 1859 1862 rVB 73553 70009 5.91% 0.418%
54 13.092 1868 1871 1873 rBV 51630 46512 3.93% 0.278%
55 13.127 1874 1877 1879 rBV2 52267 48469 4._.09% 0.290%
56 13.221 1890 1893 1895 rBV 36088 29328 2.48% 0.175%
57 13.257 1896 1899 1902 rVVv2 93503 104596 8.83% 0.625%
58 13.292 1902 1905 1912 rVB7 42677 72485 6.12% 0.433%
59 13.645 1963 1965 1967 rBV2 36889 34683 2.93% 0.207%
60 13.668 1967 1969 1971 rVvVv 45300 33908 2.86% 0.203%
61 13.698 1971 1974 1977 rVV 34433 47657 4.02% 0.285%
62 13.733 1977 1980 1989 rVB3 186293 279750 23.62% 1.671%
63 13.863 2000 2002 2003 rBV 58168 46936 3.96% 0.280%

64 13.892 2003 2007 2010 rVVv2 421233 607052 51.26% 3.626%
65 13.921 2010 2012 2015 rVB 245425 199742 16.87% 1.193%

66 13.998 2023 2025 2031 rVB 41507 41230 3.48% 0.246%
67 14.045 2031 2033 2036 rBV2 45921 54223 4._.58% 0.324%
68 14.286 2072 2074 2077 rVB 57829 50074 4.23% 0.299%
69 14.357 2083 2086 2087 rBV 84037 76921 6.50% 0.459%

70 14.374 2087 2089 2093 rVB3 78175 104385 8.82% 0.624%
71 14.651 2134 2136 2139 rVB 96076 81212 6.86% 0.485%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample : K5498-17

Misc :

ALS Vial : 7 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.927 2179 2183 2186 rBV 238574 342644 28.94% 2.047%
73 14.968 2188 2190 2194 rVB 151764 146683 12.39% 0.876%
74 15.215 2229 2232 2237 rVB 146193 157062 13.26% 0.938%
75 15.274 2239 2242 2247 rVB 188616 217899 18.40% 1.302%

76 15.333 2247 2252 2256 rBV2 290857 390891 33.01% 2.335%
77 15.733 2316 2320 2324 rVB 106451 141773 11.97% 0.847%
78 15.957 2355 2358 2360 rBv4 37852 50405 4._.26% 0.301%
79 16.745 2486 2492 2502 rVB2 120072 283351 23.93% 1.692%
80 16.974 2526 2531 2538 rVB3 139600 283206 23.92% 1.692%

81 17.174 2561 2565 2571 rVB 53219 100020 8.45% 0.597%
82 17.303 2583 2587 2593 rVB7 103100 188759 15.94% 1.127%
83 17.745 2657 2662 2670 rVBS8 65217 160340 13.54% 0.958%

Sum of corrected areas: 16741771
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF117513.D

1200000
6.39

1000000 535
6.89

800000 730
600000
400000

200000

0 L L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF117513.D

1200000

1000000

12.83
800000
10.56

12.46 12.69

600000 9.76

400000 8.01

200000 9.48

| 99 os63f799.07 1031

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117513.D

1200000

1000000

800000

600000 13.89

400000

16.97
16.74 17.30

200000 17.1%

8270-BF101819.M Fri Oct 25 14:37:28 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 1 unknown6.51 Concentration Rank 1

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

6.51 80.06 ng 1179900 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 752 (6.510 min): BF117513.D (-748) (-) m/z 132.00 100.00%
5000 68
0 o J "ok 6 660 6B |
54 : : : :
o |7 er | ysus Wl w77 68.00 40.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IRSENRARE SRS RSN SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.48%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 680
5000 og 116 m/z 66.00 25.20%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132 6.20 6.40 6.60 6.80
o7 m/z 69.10 16.38%
5000 0
31 52
oLl 61| 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 3 Palmitoleic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.71 8.15 ng 168996 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 87
2 4-Methvl-dodec-3-en-1-ol 198 C13H260 1000192-41-0 78
3 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 55
4 Methacrvlic acid. tetradecvl ester 282 C18H3402 1000340-29-0 53
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 53
Abundance Scan 1636 (11.710 min): BF117513.D (-1632) (-) m/z 55.00 100.00%

5000

11.40 11.60 11.80 12.00
m/z 69.00 89.03%

110
125139155165 183 198

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105669: Palmitoleic acid

5000

11.40 11.60 11.80 12.00
m/z 41.00 73.91%

124137 152165 179192 507 o1 236
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59799: 4-Methyl-dodec-3-en-1-ol
55 69
B B e
11.40 11.60 11.80 12.00
5000 41 83 m/z 83.05 56.31%
97
R Y P S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105678: cis-9-Hexadecenoic acid R T
T T T T
55 11.40 11.60 11.80 12.00
m/z 43.00 42 .90%
41 69
5000 83 97
mwiw.ﬁT%@mﬁwﬁ?ﬁ. ot
m/z--> 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 4 1H-Cyclopropa[l]phenanthren... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.75 6.64 ng 137763 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 95
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 94
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 94
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93

Abundance Scan 1643 (11.751 min): BF117513.D (-1640) (-) m/z 192.10 100.00%

5000

11.40 11.60 11.80 12.00

g2 95 105115 126 139 150

51 63

0 m/z 191.10 62.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192
5000

11.40 11.60 11.80 12.00
165 m/z 189.10  30.03%

27 39 51 63 73 83 9 115126 139 152 | 176

O o L o o o o o e o B . e s e e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54741: Anthracene, 1-methyl-
192
11.40 11.60 11.80 12.00
5000 m/z 193.05 18.30%

165
27 39 51 63 74 86 9% 115106 139 152 | 178

O L o o B L A e i B e S o o B oy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54727: 1H-Indene, 2-phenyl-
192 11.40 11.60 11.80 12.00
m/z 165.00 15.49%
5000

165
27 39 51 63 74 g5 96 119156 130 152 | 178 ‘

|
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.78 14.94 ng 310014 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 86
4 Phenanthrene. 3-methvyl- 192 C15H12 000832-71-3 64
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
Abundance Scan 1648 (11.780 min): BF117513.D (-1646) (-) m/z 192.10 100.00%
2
43 60
5000
‘ 11.40 11.60 11.80 12.00
bl m/z 73.00 77.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
50007 29 256 LA NN SOV R
11.40 11.60 11.80 12.00
213 m/z 60.00 60.09%
|| I! 143157171185 oo
Ot

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192

11.40 11.60 11.80 12.00
5000 m/z 191.10 54 _42%

96 165
63 8 | 115 139152 | “\\

ot e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54737: Anthracene, 9-methyl- e T
192 11.40 11.60 11.80 12.00
m/z 43.10 54 _.22%
5000

26 39 63 83 ”\ 115 139152 ‘ °178 ‘

0 A 0 N | — s Mt A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 6 Phenanthrene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.58 ng 53559 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 87
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 81
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 81
Abundance Scan 1656 (11.827 min): BF117513.D (-1654) (-) m/z 192.10 100.00%
192
5000
63 82 96 139 153 32176 11.60 11.80 12.00 12.20
124 208 - : :
N 13 o m/z 191.10  45.32%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54753: Phenanthrene, 1-methyl-
192
5000

11.60 11.80 12.00 12.20
165 m/z 189.05  22.55%

27 39 51 63 82 94 115126 139 152 176

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54749: Phenanthrene, 2-methyl-
192
11.60 11.80 12.00 12.20
5000 m/z 193.05 22.39%

165
27 3950 63 82 9 115126139152 | 176 |

O o I e B e  EEEmEmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54754: Phenanthrene, 3-methyl-
192 11.60 11.80 12.00 12.20
m/z 165.10 14 .88%
5000

27 39 51 63 82 9 11515139 152165176 ||
B - e

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

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

11.86 6.45 ng 133924 Phenanthrene-d10 11.25

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70

2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53

3 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 50

4 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI204 1000331-34-4 50

5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 35
Abundance Scan 1662 (11.863 min): BF117513.D (-1659) (-) m/z 190.10 100.00%

190

5000
94

65 11.60 11.80 12.00 12.20

1
111122 139 153 204 217

0 m/z 189.10 97 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.60 11.80 12.00 12.20
m/z 192_.10 57.10%
0 27 3950 63 81 || 110122 137150 163 178
R B e AN E e e e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
11.60 11.80 12.00 12.20
5000 m/z 191.10 46.95%
94
81 163 |
0 \ \
i B A o B B B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy- P
1 11.60 11.80 12.00 12.20

m/z 94.40 24 .83%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20

8270-BF101819.M Fri Oct 25 14:37:31 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 8 Anthracene, 1,4-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.30 3.04 ng 63076 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1.4-dimethvl- 206 Cl16H14 000781-92-0 93
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 93
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 91
4 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 89
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 81

Abundance Scan 1736 (12.298 min): BF117513.D (-1733) (-) m/z 206.10 100.00%

5000 191

12.00 12.20 12.40 12.60

89

43

0 m/z 191.10 40.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66250: Anthracene, 1,4-dimethyl-
6
5000 LI I N N B

12.00 12.20 12.40 12.60
m/z 189.10 26.63%

6 89 103 5178

115127139 152 16

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66247: 9,10-Dimethylanthracene
206
191 12.00 12.20 12.40 12.60
5000 m/z 205.10 25.64%
165178
.wﬁﬁﬂﬁth%W%Wh”mew
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206 12.00 12.20 12.40 12.60
m/z 190.10 16.48%
5000 191
g9 101 5
oL 2739568 78 | M 115127139 152 165178 | h“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60

8270-BF101819.M Fri Oct 25 14:37:32 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 9 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.56 3.45 ng 71526 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 1-Methvl-1-(4-methvlpentvlDoxv-1... 200 C11H240Si 1000216-90-9 47
5 Tridecanoic acid 214 C13H2602 000638-53-9 47
Abundance Scan 1781 (12.563 min): BF117513.D (-1778) (-) m/z 73.00 100.00%
7B
43 §
129
12.20 12.40 12.60 12.80
(o} m/z 60.00 77 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid
48
73
5000
129 12.20 12.40 12.60 12.80
2 97 185 284 m/z 43.05 72 .69%
115 171 241
ol 12 144 213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61121: Dodecanoic acid
78
43 | 12:20 12,40 12.60 12.80
5000 s m/z 55.00 72.38%
el
Ouuulu‘...l‘.‘..‘.“ ‘ I‘”IH\I‘HIL - \H””‘ .]:7..2|....|....|.... T ARRRRRREEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid R AR EEEEE T
78 12.20 12.40 12.60 12.80
m/z 57.10 70.63%
129
5000
43 5
87 115
P | 2 Y P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280

8270-BF101819.M Fri Oct 25 14:37:32 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 11H-Benzo[a]fluorene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.92 2.54 ng 77141 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 72
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 68
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 64
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 62
5 Benzoic acid, 3-(3,5-dimethyl-1-._. 216 C12H12N202 312531-88-7 53
Abundance Scan 1842 (12.921 min): BF117513.D (-1836) (-) m/z 216.10 100.00%
216
5000
55 189 12.60 12.80 13.00 13.20
41 82 g5 108 134145156 174 200 233 : : :
o i Lo1 TR m/z 215.10  99.26%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74421: 11H-Benzo[a]fluorene
216
5000
108 12.60 12.80 13.00 13.20
m/z 213.10 24 .83%
0 s0 63 81 9P |‘ 122 137 150 163 176 18%00 |||
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74420: 11H-Benzo[b]fluorene
216
108 12.60 12.80 13.00 13.20
5000 m/z 189.10 18.86%
95
o 51 63 8L 122139150 163 1761?‘7 200 “‘ |
mz-> 20 40 60 85 100 150 140 160 180 200 220
Abundance #74412: Pyrene,lmethyl LI L L L N BN |
216 12.60 12.80 13.00 13.20
m/z 217.10 13.24%
5000
9 108 189
oL 27 3950 63 81 J 122 137150163174 | 200 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 11 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.26 3.45 ng 104596 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 51
2 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 42
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 38
4 1H-Pvridol3.4-blindole. 2.3.4.9-... 216 C13H16N20 001210-56-6 38
5 Benzoic acid, 3-(3,5-dimethyl-1-._. 216 C12H12N202 312531-88-7 35

Abundance Scan 1900 (13.263 min): BF117513.D (-1896) (-) m/z 175.05 100.00%

115

5000

L

13.00 13.20 13.40 13.60
0f m/z 271.20  95.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74411: Pyrene, 1-methyl-
216
5000

13.00 13.20 13.40 13.60

69 145
55 83 9 115129

159

m/z 201.10 71.82%

95
o 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271
175 13.00 13.20 13.40 13.60
0
5000 201 286 m/z 189.10 37 .29%
69 159
27 “ ‘ 91 115199145 ‘ L 215229 256
O.HHA”L.WP”NN““"W‘m‘“uw.ﬂm”nu I -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74410: Pyrene, 2-methyl- R R R R EE !
216 13.00 13.20 13.40 13.60
m/z 286.30 26.41%
5000
108
189
o 39 6377 94 | 123137 163 .. \k
T T T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. OO 13 20 13.40 13.60

8270-BF101819.M Fri Oct 25 14:37:33 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 12 1-Hexacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 9.22 ng 279750 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 1979 (13.727 min): BF117513.D (-1977) (-) m/z 57.10 100.00%
83
5000 A/\J/Au-/k“
234 1340 13.60 13.80 14.00
139 170 195 261 306 : : : -
I 216 m/z 83.05 88.51%
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
48
5000 83 L DU B BN SR
13. 40 13. 60 13. 80 14.00
18 ” m/z 43.00 86.60%
o of I i | ,139 168 196 224 252 278 308 336 364
m/z--> 50 100 1éo 200 250 300 3éo
Abundance #186969: n-Tetracosanol-1
43
1340 13.60 13.80 14.00
5000 83 m/z 55.10 83.55%
18 111
0 l h‘l ll6 lj' A L ‘140 168 196 238 266 308 336
m/z--> §o 100 150 260 2éo 360 3éo
Abundance #190678: 2- Chloropropionic acid, octadecy! ester R a R mamEE L
57 83 13.40 13.60 13.80 14.00
m/z 71.10 78 .35%
- | \JM'IA‘/\‘J\W
29
139 250
0 \‘H llul.“”\\\ IILI J\l\ Il‘fl'§|8|1|9‘:'|2|%‘|1| ll' : ||29|7| —— |3(.30. e ma e
m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13. 80 14.00

8270-BF101819.M Fri Oct 25 14:37:34 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Fumaric acid, 2,4-dichlorop... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.37 3.44 ng 104385 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Fumaric acid. 2.4-dichlorophenvl... 428 C22H30C1204 1000345-34-4 72
2 Fumaric acid. 2-methvlallvl tetr... 366 C22H3804 1000330-55-3 64

3 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 53
4 1-Hexadecanol 242 C16H340 036653-82-4 46
5 Cyclopentane, decyl- 210 C15H30 001795-21-7 43

Abundance Scan 2088 (14.368 min): BF117513.D (-2087) (-) m/z 97.10 100.00%
55 97
5000
| }18139 50 184 223 251 775 14.00 14.20 14.40 14.60
ol b oL bl 480 e ol "m/z 83.00 86.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221553: Fumaric acid, 2,4-dichloropheny| dodecy! ester
69 97
5000 43 L L e e
162 267 14.00 14.20 14.40 14.60
m/z 55.00 84.47%
125
ol Ll LT .[153 215 203 | 428
bl e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194370: Fumaric acid, 2-methylally| tetradecy! ester
55 |83
s A
14.00 14.20 14.40 14.60
5000 111 m/z 69.00 77.08%
171
197
2 il 139h { | 225251 295322 366
Otk = T SIS
m/z--> 50 100 150 200 250 300 350 400
Abundance #58327: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph... L BT o e
55 14.00 14.20 14.40 14.60
97 m/z 111.00 41.66%
5000
29 s 167
m/z--> 50 100 150 200 250 300 350 400 14. OO 14. 20 14. 40 14.60

8270-BF101819.M Fri Oct 25 14:37:34 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 14 Heneicosane Concentration Rank 13

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

14 .65 4.16 ng 81212 Perylene-d12 15.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 2-methvloctacosane 408 C29H60 1000376-72-8 80
3 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 72
4 Nonadecane 268 C19H40 000629-92-5 72

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 2136 (14.651 min): BF117513.D (-2134) (-) m/z 57.10 100.00%
57
85
5000
13 o B e
l 141 169192912238 273 302 327 14.40 14.60 14.80 15.00
0....|',.'. I'-- i A P N A -l LA m/z 71.10 94._71%
m/z--> 50 100 15 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB
14.40 14.60 14.80 15.00
m/z 85.10 69.11%
29 113 141
oL | ] L 169 197 225 253 296
el e S A A A
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
e
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 62.98%
113
N BEE 141,169 197 225 267 295 365 393
I e T e A o o
m/z--> 50 100 150 200 250 300 350
Abundance #153231: 5-Ethyl-5-methylnonadecane T
57 14.40 14.60 14.80 15.00
m/z 55.00 28.28%
5000 85
113
| | ||, 155 183 211 253 281
O e T T R B o e o
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF101819.M Fri Oct 25 14:37:35 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 15 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.22 8.04 ng 157062 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 98
3 Benzolklfluoranthene 252 C20H12 000207-08-9 98
4 Benzolalpvrene 252 C20H12 000050-32-8 96
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2233 (15.221 min): BF117513.D (-2229) (-) m/z 252.10 100.00%
282
5000
s 6o 86 11| 149 160 188 205 224 278 316 15.00 15.20 15.40 15.60
o} m/z 250.10 29.99%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
5000

15.00 15.20 15.40 15.60
m/z 253.10 25.15%

125
o 39 63 83 11 146 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104227: Benz[e]acephenanthrylene
252
15.00 15.20 15.40 15.60
5000 m/z 125.10 14_47%
126
039 63 87 1ﬁ2 | 150 174 200 224 ﬂﬂ
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104224: Benzo[K]fluoranthene B RS RmmEs e
252 15.00 15.20 15.40 15.60
m/z 126.00 10.80%
5000
112126
AN of NSNS B 0 NSNS g (VW LV WO 11 oy
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60

8270-BF101819.M Fri Oct 25 14:37:35 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 16 Eicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.73  7.25 ng 141773 perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gicosane 282 C20H42 000112-95-8 91

2 2-methviltetracosane 352 C25H52 1000376-72-6 90
3 Hexacosane 366 C26H54 000630-01-3 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 2319 (15.727 min): BF117513.D (-2316) (-) m/z 57.05 100.00%
57
85
5000
141 170 201 224 24604 287 313 15.40 15.60 15.80 16.00
oL | oy 264 m/z 71.05 81.22%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 LN L L L L L LB L |
29 15.40 15.60 15.80 16.00
m/z 43.05 62.51%
ol d g gt 160 197 225 253 292
- I T T T T T T T I T I I T T T T T I T T I T I T T T T I T T
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57
L B
15.40 15.60 15.80 16.00
5000 85 m/z 85.05 62.13%
29 113
oLl | ‘ l JJ 1?1 169 197 225 253 309 337
e L e e
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane B
57 15.40 15.60 15.80 16.00
m/z 99.05 22 .74%
5000 85
29
LT j Iy M3, 141 160 197 225 253 295 323 367
e e e s e L e e S S A
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 17 unknownl5.96 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.58 ng 50405 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 22
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 22
3 8b.13:13.17-Diepoxv-14.15-bis-no... 278 C18H3002 1000147-82-9 18
4 6-l1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 18
5 5-(1-1sopropenyl-4,5-dimethylbic... 332 C22H3602 1000195-69-8 14
Abundance Scan 2359 (15.962 min): BF117513.D (-2355) (-) m/z 191.15 100.00%
191
8l 109
137 218
57
5000 163 -
al 25 2% PN PN S SR
15.60 15.80 16.00 16.20
0 m/z 81.05 77.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54349: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl-

5000

15,60 15.80 16.00 16.20
m/z 109.05  75.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95 191

15.60 15.80 16.00 16.20
m/z 137.10 59.96%

5000

206221236 264280 303318

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #126113: 8b,13:13,17-Diepoxy-14,15-bis-norlabdane R AR EEEEE T
137 174190 218 15.60 15.80 16.00 16.20
m/z 218.20 56.70%
236
5000
263278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20

8270-BF101819.M Fri Oct 25 14:37:36 2019 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 18 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.97 14.49 ng 283206 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 86
2 Cvclohexane. 1.2-dimethvl-3.5-bi... 192 C14H24 074806-55-6 59
3 6-Isopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 38
4 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 38
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 38
Abundance Scan 2530 (16.968 min): BF117513.D (-2526) (-) m/z 95.10 100.00%
5000
395 16,60 16,80 17.00 17.20
0! B m/z 109.10 64.07%
m/z--> 50 100 150 200 250 300 350
Abundance #74466:d) 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109
45 137 218
5000 78 NN AU SRR UG
160 16.60 16.80 17.00 17.20
m/z 69.00 60.59%
189
04
m/z--> 50 100 150 200 250 300 350
Abundance #54726: C()D/clohexane, 1,2-dimethyl-3,5-bis(1-methylethenyl)...
107
o 16,60 16,80 17.00 17.20
s000] 41 149 m/z 81.00 52.89%
" 177
N 0 N
m/z--> 50 100 150 200 250 300 350
Abundance #75932: 6—|sopr0peny|—4,8a—dimethy|—4a,5,6,7,8,8a—hexahydr... T T T T T[T T T T[T T T T [TTTT T
5 16.60 16.80 17.00 17.20
m/z 121.10 51.19%
123
5000] 41 67 218
147 175
0! .I{.L,A‘.‘.l,.... ] T
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 19 unknownl1l7.30 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.30 9.66 ng 188759 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 46
2 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 46
3 1.3-Dimethvl-5-(propen-1-vDadam... 204 C15H24 057040-48-9 27
4 1H-Cvclopropalalnaphthalene. la.... 204 C15H24 000489-29-2 25
5 _alpha.-D-Mannopyranoside, methy... 482 C19H4606Si4 001769-06-8 22
Abundance Scan 2586 (17.298 min): BF117513.D (-2583) (-) m/z 204.20 100.00%
4
285
5000
Ll T8 |4T4 17.00 17.20 17.40 17.60
ol B | m/z 133.10 97.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64497: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...
189
133
5000 L B SULLL B B
g2 | 11 17.00 17.20 17.40 17.60
55 m/z 109.10 90.24%
28 J
0 BRI  S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64444: 1R,4S,7S,11R-2,2,4,8-Tetramethyltricyclo[5.3.1.0(4...
109 204
133 161
a1 LR UL SRR U BUUI
17.00 17.20 17.40 17.60
5000 60 m/z 81.05 80.95%
0’ 3
m/z--> 50 100 150 200 250 300 350 400
Abundance #64388: 1,3-Dimethyl-5-(propen-1-yl)adamantane e S RLREE mE e e
107 133 204 17.00 17.20 17.40 17.60
m/z 105.00 79.11%
5000 55
163
0...|‘{'.““.7.9.1|.JH.‘.M|.J.‘.‘.l.... — T R R EE e
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117513.D

Aca On : 24 Oct 2019 16:40

Operator :© JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 20 unknownl7.74 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.74 8.20 ng 160340 Perylene-di12 15.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvcloheptane. 4-methvlene-1-meth... 204 C15H24 1000159-38-5 45
2 (2Z.4BEY-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 38

3 Azulene. 1.2.3.5.6.7.8.8a-octahy... 204 C15H24 003691-11-0 35
4 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 22

5 Phenylacetylamino, N-benzyl-_alp... 241 C15H15NO2 004410-32-6 15
Abundance Scan 2661 (17.739 min): BF117513.D (-2657) (-) m/z 95.10 100.00%

67 123
161 189205
5000
43 3 929245 287
267 313 L L LN L L

17.40 17.60 17.80 18.00

0 m/z 109.05 85.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #64459: Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-p...
107

41

5000

17.40 17.60 17.80 18.00
m/z 93.00 75.53%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene

4 69
109 A U AR U
17.40 17.60 17.80 18.00
5000 9 m/z 81.00 74.82%
163
136
191506

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64530: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7... R e EEAER R

17.40 17.60 17.80 18.00
m/z 123.10 74.71%

5000

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102419\
Data File : BF117513.D

Acq On : 24 Oct 2019 16:40

Operator : JU

Sample - K5498-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.M
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]
unknown6.51 6.51 80.1 ng 1179900 1 6.73 294763 20.0
Palmitoleic acid 11.71 8.2 ng 168996 4 11.25 414968 20.0
1H-Cyclopropa[l]p--- 11.75 6.6 ng 137763 4 11.25 414968 20.0
n-Hexadecanoic acid 11.78 14.9 ng 310014 4 11.25 414968 20.0
Phenanthrene, 1-m... 11.83 2.6 ng 53559 4 11.25 414968 20.0
4H-Cyclopenta[def... 11.86 6.5 ng 133924 4 11.25 414968 20.0
Anthracene, 1,4-d... 12.30 3.0 ng 63076 4 11.25 414968 20.0
Octadecanoic acid 12.56 3.5 ng 71526 4 11.25 414968 20.0
11H-Benzo[a]fluorene 12.92 2.5 ng 77141 5 13.90 607052 20.0
Pyrene, l-methyl- 13.26 3.5 ng 104596 5 13.90 607052 20.0
1-Hexacosanol 13.73 9.2 ng 279750 5 13.90 607052 20.0
Fumaric acid, 2,4... 14.37 3.4 ng 104385 5 13.90 607052 20.0
Heneicosane 14 .65 4.2 ng 81212 6 15.33 390891 20.0
Benzo[e]pyrene 15.22 8.0 ng 157062 6 15.33 390891 20.0
Eicosane 15.73 7.3 ng 141773 6 15.33 390891 20.0
unknownl15.96 15.96 2.6 ng 50405 6 15.33 390891 20.0
5-Bromo-4-oxo0-4,5... 16.97 14.5 ng 283206 6 15.33 390891 20.0
unknownl17 .30 17.30 9.7 ng 188759 6 15.33 390891 20.0
unknownl7.74 17.74 8.2 ng 160340 6 15.33 390891 20.0
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